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KDB - Hydrocarbons Properties Coefficients Page 1 of 1 

[PVP] Vapor pressure of 1,1,1-TRJCHLOROFLUOROETI-IANE 

Equation Name KDB Correlation Equation 

Eauation ln(Pvp). = A*In(n + Brr +C + D*TA2 where Pvpin kPa, T inK 

Coefficient A -5.953147E+-OO 

Coefficient B -5.846863£-t-01 

Coefficient C 5.526425E+0l 

Coefficient D 3 .3 84266£-06 

Coefficient E 

Coefficient F 

Coefficient G 
T. range , from 173.00 IK 
Trange , to . 565.00 IK 

http://www.cheric.org/kdb/kdb/hcprop/showcoef.php?cmpid= 15 58&prop=PVP 1/11/2006 



SRC. PhysProp Database Page 1 of 1 

Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP. = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations .. . the full reference. citations. are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made. using SRC software. 

CAS Number : 000506 - 68 - 3 
Chem Name CYANOGEN BROMIDE 
Mal Formula: CBrN 
Mal Weight : 105. 93 
Melting Pt : 52 deg C 
Boiling Pt : 61 .5 deg C 
Water Sol ubi lity : 

Value 1.0BE+005 mg/L 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM ET AL . (1996 ) 

Log P (octanol - wat er) : 
Val ue - 0 . 29 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 122 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : OHE ,S (1976 ) 

pKa Dissociati on Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Cons t ant: 
Value 
Temp 
Type 
Ref 

Atmospheri c OH Rate Constant: 
Value O cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN , WM & HOWARD,PH (1993) 

Back To PhnPro12Demo fJtg~ 

http://esc.syrres.com/interkow/webprop.exe 1/3/2006 
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tareer Cent.Ir Training 

CHEMFATE Search Results 

Rei.urn to EFDBpage 

CAS #: 000506-77-4 Name: CY AN OGEN CHLORIDE 

****************************************************************************** 
VP CYANOGEN CHLORIDE 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

1. 225E+03 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1~89) 

CAS# 506-77-4 

***~************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBBRT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB . CORP. , NEW YORK, 
NY . , 4 VOL.; 1989 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 113/2006 
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SRC PhysProp Database Page 1 of 1 

Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside. the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make. the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000506-77-4 
Chem Name CYANOGEN CHLORIDE 
Mol Formula: CClN 
Mol Weight 61.47 
Melting Pt : -6.5 deg C 
Boiling Pt: 13 deg C 

Water Solubility: 
Value 6E+004 mg/L 
Temp o deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value -0.38 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 1230 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.0245 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value o cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysP(QJ),Demo Pag_e 

http://esc.syrres.com/interkow/webprop.exe 1/3/2006 



CHEMF ATE Search Results Page 1 of 1 

= Syra(:use Research Corporation s. ,,,, (,.r,:;r: r~ 
-:••~ .,. .-• - ••• -•--- • - • - .-~ ), •,-; •--- :• :' -· • :,~""'.; .- . t•v••-:.:• •--- • ••~,.---...,"":;.,..:_. ~ ~ •-·• 7!'"i::-:?'-~ ', ·•- •- .-,- •..,?•;;~;• : • -~-;-'- ~ -- :·- "'f.:'.r..,. ., 

AboutSR.C T,-inlng 

CHEMFATE Search Results 

Return tQEEJ)B page . 

CAS #: 000540-59-0 Name: 1,2-DICHLOROETHYLENE 

****************************************************************************** 
MELT 1 , 2 - DICHLOROETHYLENE CAS# 540-59-0 

Melting Point - 57 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. ALDRICH (1988) 

************************************************T***************************** 

VP 1,2-DICHLOROETHYLENE CAS# 540-59-0 
Vapor Pressure : 201 - 331 MM HG 
Temperature (C } : 25 
Remarks RANGE DEFINED BY VALUES FOR CIS & TRANS ISOMERS, SRC 

RECOMMENDED VALUE 
Abbrev. Ref. BOUBLIK,T ET AL. (1984) 

********************************* ********************************************* 

ALDRICH (1988) 
ALDRICH.; CATALOG HANDBOOK OF FINE CHEMICALS 1988-1989; MILWAUKEE , WI : 
ALDRICH CHEM CO. ; 1988 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T . ; FRIED, V. ; HALA, E.; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL . 1 7 . ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL .; 1984 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/3/2006 



SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemical: Dichloropropene, 1,3- CAS Number: 000542-75-6 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter Value :l1!li! Source Parameter Value 

Oral RID: 3.0E-2 mg/kg/day IRIS Metal Contain: No 

lnhal RID: 5.7E-3 mg/kg/day IRIS Organic: Yes 

Oral Slope: I.OB-I (mg/kg/day)"-! IRIS Gas: Yes 

Oral Wt-of-Evid: B2 Particulate: No 

lnhal Slope: l.4E-2 (mg/kg/day)"-! BEAST Radionuclide: No 

lnhal Wt-of-Evid: B2 Rad Element No 

Ora!EDI0: · mg/kg/day Molecular Weight I.IE+2 

OralEDl0Wgt Density: 1.2E+o g/mL @ 25.00 C 

lnhal EDI0: mg/kg/day 
lnbal EDIO Wgt: 
Ora!LDS0: 4.7E+2 mg/kg ACGIH MOBILITY 
Dermal LDSO: 5.0E+2 mg/kg ACGIH 
Gas !nhal LC50: 1.0E+3 ppm RTECS Paramc:ter Value Unit Source 
Dust Inhal LCSO: mg/L Vapor Press: 3.4E+l Torr CHEMFATE 

Henry' s Law: l.8E-2 atm-m3/mol CHEMFATE 
ACUTE Water Solub: 2.8E+3 mg/L CHEMFATE 

FreshCMC: µg/L Distrib Coef: 9.IE-2 ml/g SSG_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh Ecol LC50: 2.!E+2 µg/L ECOTOX 
Salt Ecol LCSO: 7.0E+2 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
Fresh BCF: 
SaltBCF: 

PERSISTENCE 
ENVlRONMENTAL 

~ Value Unit Source 
Fresh BCF: 
SaltBCF: 

LAKE - Halflives 
Hydrolysis: I.IE+l days FATERATE LogKow: 1.6E+o CHEMFATE 
Volatility: 9.3E+l days THOMAS Water Solub: 2.8E+3 CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodcg: 2.8E+l days FATERATE 
Radio: days 

OTHER DATA 
RIVER- Halflives 

Hydrolysis: I.IE+! days FATERATE Melting Point C 
Volatility: 1.0E+o days THOMAS Boiling Point: 1.1E+2 C 
Photolysis: days Formula: C3 H4Cl2 
Biodeg: 2.8E+l days FATERATE 
-Radio: days 

LogKow: !.6E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A-141 
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Training 

CHEMFATE Search Results 

CAS #: 000542-75-6 Name: 1,3-DICfilOROPROPYLENE 

****************************************************************************** 
MELT 1,3-DICHLOROPROPYLENE CAS# 542-75-6 

Melting Point -48 DEGC 
Remarks ESTIMATED BY EQUATION 20 IN NEELY,WB & BLAU,GE (1985), SRC 

RECOMMENDED VALUE 
Abbrev . Ref. SRC (1988) 

************** **************************************************************** 

VP 1,3 - DICHLOROPROPYLENE CAS# 542-75-6 
Vapor Pressure : 34 MM HG 
Temperature (C) : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref . DILLING,WL (1977 ) 

***************** ************************************************************* 

DILLING,WL (1977) 
DILLING,W . L . ; I NTBRPHASE TRANSFER PROCESSES. II. EVAPORATION RATES OF 
CHLOROMETHANES, ETHANES, ETHYLENES, PROPANES, AND PROPYLENES FROM DILUTE 
AQUEOUS SOLUTIONS . COMPARISONS WITH THEORETICAL PREDICTIONS.; ENVIRON . SCI . 
TECHNOL.; 11:405-9.; 1977 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of search 

http:/ Iese. syrres.com/scripts/CHF cgi. exe 12/20/2005 



SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemica l: Carbon tetrachlortde CAS Number: 000056-23-S 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter Value 11.!li! Source Parameter ~ 
OralRfD: 7.0E-4 mg/kg/day IRJS Metal Contain: No 

Johal RID: 5.7E-3 mg/kg/day srsc Organic: Yes 

Oral Slope: l.3E-I (mg/lcg/day)"-1 IRIS Gas: Yes 

Oral Wt-of-Evid: B2 Particulate: No 

lobal Slope: S.2E-2 (mg/kg/day)"-I IRIS Radionuclide: No 

lohal Wt-of-Evid: B2 Rad. Element: No 

OralEDI0: 1.7E-2 mg/kg/day EPA_EDI0 Molecular Weight 1.SE+2 

Oral EDI0 Wgt; B2 Density: 1.6E+o g/mL@ 20.00 C 

Iobal EDI0: l.7E-2 mg/kg/day EPA_EDI0 
Johal EDI0 Wgt: B2 
Ora!ID50: 2.3E+3 mg/leg ACGIH MOBILITY 
Dermal IDS0: l.5E+4 mg/kg ACGIH 
Gas !nhal LC50: 7.3E+3 ppm ACGIH Parameter Value Unit Source 
Dust Johal LC50: mg/L Vapor Press: ).2E+2 Torr CHEMFATE 

ACUTE 
Henry's Law: 3.0E-2 atm-m3/mol CHEMFATE 
Water Solub: 7.9E+2 mg/L CHEMFATE 

FreshCMC: µg/L Distrib Coef: 3.5E-1 mVg SSG_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh Ecol LCS0: 2.0E+3 µg/L ECOTOX 
Salt Ecol LC50: 5.0E+4 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
Fresh BCF: 3.0E+I ECOTOX 
SaltBCF: 

PERSISTENCE 
ENVIRONMENTAL 

Unit 
Fresh BCF: 3.0E+2 ECOTOX 

~ Value Source SaltBCF: 
LAKE • Halflives 

Hydrolysis: 2.6E+6 days CHEMFATE LogKow: 2.8E+o CHEMFATE 
Volatility: l.lE+2 days TIIOMAS Water Solub: 7.9E+2 CHEMFATE 
Photolysis: I.IE+3 days CHEMFATE Geo Mean Sol: mg/L 
Biodeg: 3.6E+2 days FATERATE 
Radio: days 

OTHER DATA 
RIVER - Halflives 

Hydrolysis: 2.6E+6 days CHEMFATE Melting Point ·2.3E+l C 
Volatility: l.2E+o days THOMAS Boiling Point: 7.7E+l C 
Photolysis: I.IE+3 days CHEMFATE Formula: CCl4 
Biodeg: 3.6E+2 days FATERATE 
Radio: days 

Log Kow: 2.8E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A - 67 

L 
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AboutSRC Loc1stil:ms Tafning 

CHEMFATE Search Results 

CAS #: 000056-23-5 Name: CARBON TETRACHLORIDE 

****************************************************************************** 
MELT CARBON TETRACHLORIDE CAS# 56 - 23-5 

Melting Point 
Remarks 
Abbrev. Ref. 

-23 DEGC 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983) 

****************************************************************************** 

VP CARBON TETRACHLORIDE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.115E 03 TORR MEASURED 
25. 
FROM JOHN,R. (1976) 
ROGERS,RD & MCFARLANE,JC (1981) 

CAS# 56-23-5 

****************************************************************************** 

VP CARBON TETRACHLORIDE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.5200E+02 
10.0 

.1090E+03 
25.0 

UNITS CONVERTED 
GALLANT,RW (1966B) 

.1990E+03 
40.0 

CAS# 
TORR 

56-23-5 
MEASURED 

****************************************************************************** 

VP CARBON TETRACHLORIDE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

115 
25 

MM HG 

SRC RECOMMENDED VALUE 
BOUBLIK,T ET AL. (1984) 

CAS# 56-23-5 

****************************************************************************** 

VP CARBON TETRACHLORIDE CAS# 56-23-5 
Vapor Pressure : 114 MM HG MEAS 
Temperature (C) : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLI K, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 17.; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E . ; DANNER, R.P .; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 

http://esc.syrres.com/ scripts/CHF cgi.exe 12/22/2005 
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AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

GALLANT,RW (1966B) 
GALLANT,R . W.; PHYSICAL PROPERTIES OF HYDROCARBONS. V. CHLORINATED METHANES. 
HYDROCARBON PROCESS.; 45:161 - 9.; 1966B 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ, M ED. RAHWAY, N. J. : MERCK AND CO., INC.; 1983 

ROGERS,RD & MCFARLANE,JC (1981) 
ROGERS,R.D.; MCFARLANE,J.C . ; SORPTION OF CARBON TETRACHLORIDE, ETHYLENE 
DIBROMIDE AND TRICHLOROETHYLENE IN SOIL AND CLAY.; ENVIRON. MONIT. ASSESS.; 
1:155-8.; 1981 

End of Search 

http://esc:syrres.com/scripts/CHFcgi.exe 12/22/2005 
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AhoutSRC fqinlng 

CHEMFATE Search Results 

CAS #: 000593-60-2 Name: BROMOETHYLENE 

**********************************************************************°******** 
MELT BROMOETHYLENE 

Melting Point 
Remarks 
Abbrev. Ref. 

-139. 54 DEGC 
SRC RECOMMENDED VALUE 
WEAST,RC (1972) 

CAS# 593-60 - 2 

****************************************************************************** 

VP BROMOETHYLENE CAS# 593-60-2 
Vapor Pressure : 1033 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

WEAST,RC (1972) 
WEAST,R.C.; HANDBOOK OF CHEMISTRY AND PHYSICS, 53RD ED.; CLEVELAND, OH: TH 
CHEMICAL RUBBER COMPANY.; 1972 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 114/2006 



CHEMF A TE Search Results Page 1 of I 

. ~ Syracuse Research Corporotfon ' n r - · : r,•y• l ': 

- - .... ""',,!,_----~ - '. - -- -,- -: • -.--- .--•-·• ... _ .. -;:-;--• ... -• ••-~r--- ---•~-,,......----•' ~ -- L~,';: _: l""" 

AboutSRC CnerCtntar Training 

CHEMFATE Search Results 

CAS #: 000630-20-6 Name: 1,1,1,2-TETRACHLOROETHANE 

***********************************************~****************************** 
MELT 1,1,1,2-TETRACHLOROETHANE CAS# 630-20-6 

Melting Point -68. 7 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. ARCHER,WL {1979) 

****************************************************************************** 

VP 1, 1 , 1, 2 -TETRACHLOROETHANE CAS# 6 3 0 - 2 0 - 6 
vapor Pressure: 12.03 MM HG CALC 
Temperature (C): 25 
Remarks EXTRAPOLATED FROM TEMP RANGE 59.3-130.2 DEG C 
Abbrev. Ref. BOUBLIK,T ET AL. (1984) 

****************************************************************************** 

VP 1,1,1,2-TETRACHLOROETHANE CAS# 630-20-6 
Vapor Pressure : 1.203E+Ol MM HG MEASURED 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

********************** *************************** *********** ****************** 

ARCHER,WL (1979) 
ARCHER, W. L.; OTHER CHLOROETHANES.; I N: KIRK-OTHMER ENCYCL. CHEM. TECH. 3RD 
ED. 5:722-42.; 1979 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 17.; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

DAUBERT, TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP. , NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 

http:/ /esc.syrres.com/scripts/CHF cgi.exe 12/20/2005 



SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/2812®' 
Chemical: Chlorofonn CAS Number: 000067-66-3 

TOXICITY PHYSICAL CHARACTERISTICS 

~ Value Unit Source Paramell:r Value 

OralRfD: l.OE-2 mg/leg/day IRIS Metal Contain: No 

lnhal RID: mgllcg/day Organic: Yes 

Oral Slope: (mg/kg/dayr-1 Gas: Yes 

Oral Wt--0f-Evid: Particulate: No 

Inhal Slope: 8.lE-2 (mgllcg/dayr-l IRIS Radionuclide: No 

Johal Wt-<>f-Evid: 82 Rad.Element: No 

Oral EDIO: 5. IE-1 mg/leg/day EPA_EDlO Molecular Weight l.2E+2 

Oral EDIO Wgt 8 2 Density: I.SE+O . g/mL@ 20.00 C 

!nhal EDIO: 5.IE-1 mg/kg/day EPA_EDlO 
lnhalEDtOWgt: 82 
Oral LOSO: 3.6E+1 mg/kg RTECS MOBILITY 
Dermal LOSO: 2.0E+4 mg/kg RTECS 
Gas lnhal LCSO: ppm Parameter Value Unit Source 
Dust lnhal LC50: 4.9E+4 mg/L RTECS Vapor Press: 2.0E+2 Torr CHEMFATE 

Henry'• Law: 3.7E-3 atm-m3/mol CHEMFATE 
ACUTE Water Solub: 7.9E+3 mg/L CHEMFATE 

FreshCMC: µg/L Distrib Coef: 8.0E-2 mVg SSG_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh Ecol LCSO: 8.5E+3 µg/L ECOTOX 
Salt Ecol LC50: 2.8E+4 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
Fresh8CF: 6.0E+o ECOTOX 
SaltBCF: 

PERSISTENCE 
ENVIRONMENTAL 

Unit 
Fresh 8CF: 6.9E+2 ECOTOX 

Parameter Value Source Salt8CF: 
LAKE. Halflives 

Hydrolysis: l.3E+6 days CHEMFATE LogKow: 2.0E+o CHEMFATE 
Volatility: 9.6E+1 days THOMAS Water Solub: 7.9E+3 CHEMFATE 
Photolysis: 1.6E+2 days CHEMFATE Geo Mean Sol: mg/L 
Biodeg: 1.8E+2 days FATERATE 
Radio: days 

OTHER DATA 
RIVER • Halflives 

Hydrolysis: 1.3E+6 days CHEMFATE Melting Point: -6.4E+l C 
Volatility: l.OE+o days THOMAS Boiling Point: 6.IE+I C 
Photolysis: l.6E+2 days CHEMFATE Formula: CHCl3 
Biodeg: l.8E+2 days FATERATE 
Radio: days 

LogKow:. 2.0E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A- 81 
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CHEMFATE Search Results 

Retl!r!Lto EFDJl pa~ 

CAS #: 000067-66-3 Name: CHLOROFORM 

****************************************************************************** 
MELT CHLOROFORM 

Melting Point 
Remarks 
Abbrev. Ref. 

-63.52 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 67 - 66-3 

****************************************************************************** 

VP CHLOROFORM CAS# 
TORR 

67-66-3 
MEASURED Vapor Pressure : .9700E+02 

10.0 
.2460E+03 
25.0 

.3620E+03 
40.0 Temperature (C): 

Remarks 
Abbrev. Ref. 

UNITS CONVERTED 
GALLANT,RW (1966B) 

****************************************************************************** 

VP CHLOROFORM CAS# 67-66-3 
Vapor Pressure : .200E 03 TORR MEASURED 
Temperature (Cl: 25. 
Abbrev. Ref. THIBODEAUX,LJ (1981) 

****~************************************************************************* 

VP CHLOROFORM 
Vapor Pressure : 
Temperature (C) : 
Abbrev. Ref. 

197 
25 

MM HG 

BOUBLIK, T ET AL. (1984) 

CAS# 67-66-3 

****************************************************************************** 

VP CHLOROFORM 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

197.3 
25 

MM HG MEAS 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1989) 

CAS# 67-66-3 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION . VOL . 1 7. ; AMSTERDAM 
NETHERLANDS: ELSE:VIER SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DA.lfflER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP. , NEW YORK, 
NY., 4 VOL.; 1989 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 
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GALLANT,RW (1966B) 
GALLANT,R . W. ; PHYSICAL PROPERTIES OF HYDROCARBONS. V. CHLORINATED METHANES. 
HYDROCARBON PROCESS . ; 45:161- 9.; 1966B 

RIDDICK,JA ET AL . {1986) 
RIDDICK,J.A.; BUNGER,W . B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY . 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

THIBODEAUX,LJ (1981) 
THIBODEAUX,L.J.; ESTIMATING THE AIR EMISSIONS OF CHEMICALS FROM HAZARDOUS 
WASTE LANDFILLS.; J. HAZARDOUS MATERIALS; 4:235-44.; 1981 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 



CHEMF A TE Search Results Page 1 of 1 

~ Syracuse Research Corporation s.a.-' [,11~"'. V 

·---· :,. - -· - -.- - -, --;:~ ~ ~ . - ~ - : --;-.._,_-:-.-- - -- ~-.-,. ~ ::..-.... -..,.-,.,.,.., ,,-, .. ----- ~--:- ~- -·. ,,,--~---- J ,"1.-~, .... ,_,-, 

CHEMFATE Search Results 

Return to EFDB _p~~ 

CAS #: 000684-16-2 Name: HEXAFLUORO-2-PROPANONE 

****************************************************************************** 
VP HEXAFLUORO-2-PROPANONE 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev . Ref. 

S.000E+00 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 684-16-2 

******************************************** ********************************** 

DAUBERT,TE & DANNER,RP (1989 ) 
DAUBERT,T . E.; DANNER, R.P . ; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB . CORP. , NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000684-16-2 
Chem Name HEXAFLUORO-2-PROPANONE 
Mel Formula: C3F6O 
Mel Weight 166.02 
Melting Pt : -125 deg C 
Boiling Pt : -27.4 deg C 
Water Solubility : 

Value 3640 mg/L 
Temp 25 deg C 

Type EST 
Ref MEYLAN , WM ET AL . (1996) 

Log P (octanol - water): 
Value 1.46 
Type : EXP 
Ref : HANSCH , C ET AL . (1995) 

Vapor Pressure: 
Value 2230 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.00307 atm- m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value 0 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To P.hy~pJ)emo Page 
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SUPERFUND CHEMICAL DATA MATRJX 
Date: 1128/200,i 
Chemical: Trichloroethane, 1,1,1- CAS Number: 000071..SS-6 

TOXICITY PHY~CALCHARACTERJSTICS 

Parameter Value 1l!!i! ~ Parameter .Y!l!!£ 
OralRID: mg/kg/day Metal Contain: No 

Inhal RID: 6.JE-1 mg/kg/day STSC Organic: Yes 

Oral Slope: (mg/kg/day)"-1 Gas: Yes 

Oral Wt--0f-Evid: Particulate: No 

lnhal Slope: (mg/kg/day)"-1 Radionuclide: No 

Inba1 Wt--0f-Evid: Rad. Element: No 

Oral EDI0: mg/kg/day Molecular Weight l.3E+2 

Oral EDI0 Wgt: Density: 1.3E+o g/mL@ 20.00 C 
lnbaJBDI0: mg/kg/day 
Iobal EDIO Wgt: 
Oral I.050: 5.7E+3 mg/leg ACGIH MOBILITY 
Denna! LOSO: l.6E+4 mg/kg ACGIH 
Gas InhaJ LCS0: 3.9E+3 ppm RTECS Parameter Value Unit Source 
Dust lobal LCSO: mg/L Vapor Press: l.2E+2 Torr CHEMFATE 

Henry's Law: l.7E-2 atm-m3/mol CHEMFATE 
ACUTE Wato: Solub: l.3E+3 mg/L CHEMFATE 

FreshCMC: µg/L DismoCoef: 2.2E-l ml/g SSG_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh Ecol LC50: 3.5E+4 µg/L ECOTOX 
Salt Ecol LC50: 3.IE+4 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
FrcsbBCF: 9.0E+O ECOTOX 
SaltBCF: 

PERSISTENCE 
ENVCRONMENTAL 

Unit Source 
FresbBCF: 9.0E+0 ECOTOX 

Parameter Value SaltBCF: 
LAK.E - Halflives 

Hydrolysis: l.8E+2 days CHEMFATE LogK.ow: 2.SE+o CHEMFATE 
Volatility: 1.0E+2 days THOMAS Water Solub: l.3E+3 CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodcg:' 2.7E+2 days CHEMFATE 
Radio: days 

OTHER DATA 
RIVER - Halflives 

Hydrolysis: l.8E+2 days CHEMFATE Melting Point: -3.0E+l C 
Volatility: l.lE+o days . THOMAS Boiling Point: 7.4E+l C 
Photolysis: days Formula: C2H3 C13 
Biodeg: 2.7E+2 days CHEMFATE 
Radio: days 

LogKow: 2.SE+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A -361 
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CHEMFATE Search Results 

CAS #: 000071-55-6 . Name: 1,1 ,1-TRICHLOROETHANE 

****************************************************************************** 
MELT 1,1,1-TRICHLOROETHANE CAS# 71-55-6 

Melting Point -30.4 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP 1,1,1-TRICHLOROETHANE CAS# 71-55-6 
Vapor Pressure : .l000E+03 .2380E+03 TORR MEASURED 
Temperature (C): 20.0 40.0 
Remarks UNITS CONVERTED 
Abbrev. Ref. ARCHBR,WL (1979) 

****************************************************************************** 

VP 1,1,1-TRICHLOROETHANE CAS# 71-55-6 
Vapor Pressure : 124 MM HG 
Temperature {C): 25 
Abbrev. Ref. BOUBLIK,T ET AL. {1984) 

****************************************************************************** 

VP 1,1,1-TRICHLOROETHANE CAS# 71-55-6 
Vapor Pressure : 123.733 MM HG MEAS 
Temperature {C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

ARCHER, WL (1979) 
ARCHER,W.L.; OTHER CHLOROETHANES.; IN: KIRK-OTHMER ENCYCL. CHEM. TECH. 3RD 
ED. 5:722-42.; 1979 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES : 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 17 . ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989), 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA , 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL . ; 1989 

RIDDICK,JA ET AL . (1986) 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 
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RIDDICK,J.A . ; BUNGER,W.B . ; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION . ; TECHNIQUES OF CHEMISTRY. 4TH ED . NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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C.reer Center fra.ining 

CHEMFATE Search Results 

CAS #: 000074-83-9 Name: METHYL BROMIDE 

****************************************************************************** 
MELT METHYL BROMIDE 

Melting Point 
Remarks 
Abbrev. Ref. 

-94.07 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 74-83-9 

****************************************************************************** 

VP METHYL BROMIDE CAS# 74-83-9 
Vapor Pressure: . 1400E 04 TORR MEASURED 
Temperature (C): 25. 
Abbrev. Ref. NEELY,WB (1976) 

****************************************************************************** 

VP METHYL BROMIDE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.9495E 03 
10. 

.1615E 04 
25. 

UNITS CONVERTED 

TORR 

DAELEMANS,A & SIEBERING,H (1977) 

CAS# 
MEASURED 

74-83-9 

****************************************************************************** 

VP METHYL BROMIDE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

1616 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 74-83-9 

****************************************************************************** 

DAELEMANS,A & SIEBERING,H (1977) 
DAELEMANS,A.; SIEBERING,H.; DISTRIBUTION OF METHYL BROMIDE OVER THE PHASES 
SOIL.; MEDED. FAC. LANDBOUWWET., RIJKSUNIV. GENT.; 42:1729-38.; 1977 

DAUBERT, TE & DANNER, RP ( 19 8 5) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

NEELY,WB (1976) 
NEELY,W . B.; PREDICTING THE FLUX OF ORGANICS ACROSS THE AIR/WATER INTERFACE. 
CONTROL HAZARD MATER. SPILLS, PROC. NAT. CONF. 3RD. PP 197-200.; 1976 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B .; SAKANO,T . K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY- INTERSCIENCE. 2:PP.1325; 1986 
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CHEMFATE Search Results 
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CAS #: 000074-87-3 Name: METIIYL CHLORIDE 

****************************************************************************** 
MELT METHYL CHLORIDE CAS# 74-87-3 

Melting Point 
Remarks 
Abbrev: Ref. 

-97.70 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

************************************* ***************************************** 

VP METHYL CHLORIDE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.1918E 04 
0. 

.3670E 04 
20. 

UNITS CONVERTED 

.6387E 04 
40. 

AHLSTROM,RCJR & STEELE,JM (1979) 

CAS# 
TORR 

74-87-3 
MEASURED 

****************************************************************************** 

VP METHYL CHLORIDE 
Vapor Pressure : 
Temperature (Cl : 
Remarks 
Abbrev. Ref. 

4300 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 74-87-3 

****************************************************************************** 

AHLSTROM,RCJR & STEELE,JM (1979) 
AHLSTROM,R.C. JR.; STEELE,J.M.; METHYL CHLORIDE.; IN: KIRK-OTHMER ENCYCL. 
CHEM. TECH. 3RD ED. 5:677-85.; 1979 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAXANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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Return to EFDap...ag~ 

CAS #: 000074-88-4 Name: METHYL IODIDE 

***************** ************************************************************* 
MELT METHYL IODIDE CAS# 74-88-4 

Melting Point -66.45 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref . RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP METHYL IODIDE 
Vapor Pressure : 
Temperature (C) : 
Abbrev. Ref. 

405 
25 

MM HG 

BOUBLIK,T ET AL. (1984) 

CAS# 74 - 88-4 

****************************************************************************** 

VP METHYL IODI DE 
Vapor Pressure : 
Temperature (C) : 
Remarks 
Abbrev. Ref . 

404 . 46 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEAS 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 74 - 88 - 4 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK,T.; FRIED,V.; HALA,E.; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 17.; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI . PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P . ; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL . ; 1989 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J . A.; BUNGER,W.B.; SAKANO,T.K . ; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE . 2:PP . 1325; 1986 

End of Sear c h 
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CAS #: 000074-95-3 . Name: DIBROMOMETHANE 

****************************************************************************** 
MELT DIBROMOMETHANE CAS# 74-95-3 

Melting Point -52.7 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP DIBROMOME'I'HANE 
Vapor Pressure : 
Temperature (Cl: 
Remarks 
Abbrev. Ref. 

44 . 4 
25 

MM HG 

SRC RECOMMENDED VALUE 
KUDCHADKER,AP ET AL. (1979) 

CAS# 74-95-3 

****************************************************************************** 

KUDCHADKER,AP ET AL. (1979) 
KUDCHADKER,A. P . ; KUDCHADKER, S.A.; SHUKLA,R.P.; PATNAIK,P . R.; VAPOR PRESSURE 
AND BOILING POINTS OD SELECTED HALOMETHANES.; J. PHYS. CHEM. REF. DATA.; 
8:499-517.; 1979 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED. ; WINDHOLZ, M ED. RAHWAY , N. J. : MERCK AND CO., INC. ; 1983 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. . 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000074-97-5 
Chem Name CHLOROBROMOMETHANE 
Mol Formula: CH2BrCl 
Mol Weight : 129. 38 
Melting Pt : -87.9 deg C 
Boiling Pt : 68 deg C 
Water Solubility: 

Value 1.67E+004 mg/L 
Temp 25 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 1.41 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 143 mm Hg 
Temp 25 deg c 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law Constant: 
0.00146 atm- m3/mole 
25 deg C 

EST 
VP/WSOL 

Atmospheric OH Rate Constant: 
Value 8.SE-014 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref DEMORE,¼13 (1996) 

Back To PhxsPro12-Demo Pa~ 
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Cate: 1/28/2004 
Chemical: Ethyl chloride · 

~ 
Oral RID: 
Jubal RID: 
Oral Slope: 
Oral Wt-of-Evid: 
Jubal Slope: 
Jubal Wt-of-Evid: 
Oral EDlO: 
Oral EDIO Wgt 
Jnhal EDIO: 
Jubal EDIO Wgt: 
Oral LD50: 
Dermal LOSO: 
Gas Inbal LC50: 
Dust Inbal LC50: 

ACUTE 
FreshCMC: 
SaltCMC: 

CHRONIC 
Fresh CCC: 
Salt CCC: 

Fresh Ecol LC50: 
Salt Ecol LC50: 

Parameter 

LAKE - Halflivcs 
Hydrolysis: 
Volab1ity: 
Photolysis: 
Biodcg: 
RJldio: 

RIVER .. Halflivcs 
Hydrolysis: 
Volatility: 
Photolysis: 
Biodeg: 
Radio: 

LogKow: 

2.9E+o 

6.IE+4 
1.2E+5 

Value 

3.8E+I 
l.8E-1 

2.8E+I 

3.8E+I 
l.8E-I 

2.8E+I 

l.4E+O 

TOXICITY 

Unit 

mg/kg/day 
mg/kg/day 
(mg/kg/day)"-! 

(mg/lcg/day)"-1 

mg/lcf/day 

mg/kg/day 

mg/kg 
mg/kg 
ppm 
mg/L 

µg/L 
µg/L 

µg/L 
µg/L 

µg/L 
µg/L 

PERSISTENCE 

days 
days 
days 
days 
days 

days 
days 
days 
days 
days 

SUPERFUND CHEMICAL DATA MATRIX 

IRIS 

ACGIH 
RTECS 

PATER.ATE 
THOMAS 

FATERATE 

FATERATE 
THOMAS 

FATERATE 

CHEMFATE 

CAS Number: 000075-00-3 

PHYSICAL CHARACTERISTICS 

Parameter 
Metal Coniain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad. Element: 
Molecular Weight: 

~ 
No 
Yes 
Yes 
No 
No 

Density: 

No 
6.SE+I 
8.9E-I g/mL @ 2S.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Water Solub: 
DistribCoef: 
Geo Mean Sol: 

~ 
FOOD CHAIN 

FreshBCF: 
SaltBCF: 

ENVJRONMENTAL 
FreshBCF: 
SaltBCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Melting Point: 
Boiling Point: 
Formula: 

Value 

l.OE+3 
8.8E-3 
5.7E+3 
3.2E-2 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
ml/g 
mg/L 

BIOACCUMULATION 

J.4E+o 
S.7E+3 

mg/L 

OTHER DATA 

-l.4E+2 
l.2E+l 
C2H5Cl 

C 
C 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
SSG_)<D 

CHEMFATE 
CHEMFATE 

. CLASS INFORMATION 

Parent Substance 

A - 169 
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CAS #: 000075-00-3 Name: CHLOROETHANE 

****************************************************************************** 
MBLT CHLOROETHANE 

Melting Point 
Remarks 
Abbrev. Ref. 

-136.4 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 75-00-3 

****************************************************************************** 

VP CHLO RO ETHANE CAS# 75-00-3 
Vapor Pressure: 1008 MM HG 
Temperature (C): 20 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . PP .4 50; 1985 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 , 

End of Search 
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Date: 1/28/2004 
Chemical: Vinyl chloride 

TOXICITY 

~ Value Unit 

Oral RID: 3.0E-3 mg/kg/day 
Johal RID: 2.9E-2 mg/kg/day 
Oral Slope: I.SE+o (mg/kg/day)'-! 
Oral Wt-.,f-Evid: A 
In)la!Slope: 3.IE-2 (mg/kg/day)"-! 
lnhal Wt-of-Evie!: A 
Oral EDI0: 5.5E-2 mg/kg/day 
Oral EDl0 Wgt: A 
Inhal EDI0: 5.5E-2 mg/kg/day 
lnhal EDI0 Wgt: A 
OralLD50: 5.0E+2 mg/kg 
Dermal LD50: mg/leg 
Gas !aha! LCS0: I.BE+! ppm 
Dust Inhal LC50: mg,L 

ACUTE 
FreshCMC: µg/L 
SaltCMC: µg/L 

OIRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

Fresh Ecol LC50: µg/L 
Salt Ecol LCS0: µg,L 

PERSISTENCE 

Parameter Value Unit 

LAKE • Halflives 
Hydrolysis: days 
Volatility: 1.7E-1 days 
Photolysis: 7.5E-l days 
Biodeg: 1.8E+2 days 
Radio: days 

RIVER• Hnltlives 
Hydrolysis: days 
Volatility: 1.7E-l days 
Photolysis: 7.SE-1 days 
Biodeg: l.8E+2 days 
Radio: days 

LogKow: l.4E+o 

SUPERFUND CHEMICAL DATA MATRIX 

Source 

IRJS 
IRIS 
IRIS 

IRIS 

EPA_EDI0 

EPA_EDI0 

RTECS 

RTECS 

THOMAS 
CHEMFATE 
FATERATE 

THOMAS 
CHEMFATE 
FATERATE 

CHEMFATE 

CAS Number: 000075-01-4 

PHYSICAL CHARACTERISTICS 

~ Value 
Metal Contain: No 
Organic: Yes 
Gas: Yes 
Particulate: No 
Radionuclide: No 
Rad. Element: 
Molecular Weight 
Density: · 

No 
6.3E+I 
9.IE-1 g/mL @ 20.00 C 

Parameter 

Vapor Press: 
Heruy's Law: 
Water Solub: 
Distrib Cocf: 
Geo Mean Sol: 

Parameter 
FOOD CHAIN 

Fn:sh BCF: 
Salt BCF: 

ENVIRONMENTAL 
FreshBCF: 
SaltBCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Melting Point: 
Boiling Point 
Formula: 

Value 

3.0E+3 
2.7E-2 
8.8E+3 
3.7E-2 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg,L 
ml/g 
mg,L 

BIOACCUMULA TION 

1.4E+0 
8.8E+3 

mg,L 

OTHER DATA 

-J.5E+2 
-l.3E+I 
C2H3 Cl 

C 
C 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
SSG_KD 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parcel Substance 

A-395 
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CHEMFATE Search Results 

CAS #:. 000075-01-4 Name: VINYL CHLORIDE 

****************************************************************************** 
MELT VINYL CHLORIDE CAS# 75-01-4 

Melting Point - 153.8 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP VINYL CHLORIDE CAS# 75-01-4 
Vapor Pressure : .2660E 04 TORR MEASURED 
Temperature (C) : 25 . 
Abbrev. Ref. . VERSCHUEREN, K (1983) 

***************** ************************************************************* 

VP VINYL CHLORIDE CAS# 75 - 01-4 
Vapor Pressure : 
Temperature (C) : 
Remarks 
Abbrev. Ref . 

2958 
25. 

TORR MEASURED 

EXTRAPULATED FROM MEASURED DATA USING ANTOINE EQUATION 
BOUBLIK, T ET AL. (1984) 

****************************************************************************** 

VP VINYL CHLORIDE 
Vapor Pressure : 
Temperature (Cf : 

. 2320E 04 
20. 

TORR MEASURED 

Abbrev. Ref. PEARSON,CR & MCCONNELL,G (1975) 

CAS# 75 - 01-4 

***************** ************************************************************* 

VP VINYL CHLORIDE CAS# 75 - 01 - 4 
Vapor Pressure : 2981.6 MM HG MEAS 
Temperature (C) : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1985) 

***************** ************************************************* ************ 

BOUBLIK,T ET AL. (1984) 
BOUBLIK,T.; FRI ED,V.; HALA,E.; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 17.; AMSTERDAM 
NETHERLANDS: ELSEVI ER SCI . PUBL. ; 1984 

DAUBERT , TE & DANNER,RP (1985) 
DAUBERT,T . E . ; DANNER,R.P .; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450 ; 1985 

MERCK INDEX (1983) 
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MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

. PEARSON,CR & MCCONNELL,G (1975) 
PEARSON,C.R.; MCCONNELL,G . ; CHLORINATED Cl AND C2 HYDROCARBONS IN THE MARIN 
ENVIRONMENT.; PROC . ROY . SOC. LONDON SER. B.; 189:305-32.; 1975 

VERSCHUEREN,K (1983) 
VERSCHUEREN,K.; HANDBOOK OF ENVIRONMENTAL DATA ON ORGANIC CHEMICALS. 2ND ED 

NEW YORK,NY: VAN NOSTRAND REINHOLD CO. INC.; 1983 

End of Search 
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SUPERFUNQ CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemlcal: Methylene chloride (dichloromethane) CAS Number: 000075--09-2 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter Value Unit Source Parameter Value 

OralRfD: 6.0E-2 mg/kg/day IR1S Metal Contain: No 

!nhalRfD: 8.6E-1 mg/kg/day HEAST Organic: Yes 

Oral Slope: 7.5E-3 (mg!kwday)A-1 IRJS Gas: Yes 

Oral Wt-<Jf-Evid: 82 Particulate: No 

lnbal Slope: 1.6E-3 (mg/kglday)A•) IRIS Radionuclide: No 

lnhal Wt-of-Evid: 82 Rad. Element: No 

OralEDIO: mg/kg/day Molecular Weight: 8.5E+l 

Oral EDIO Wgt Density: l.3E-I-O g/mL @ 20.00 C 

lnhalEDIO: mg/kg/day 
inhalEDJOWgt: 
Oral LDSO: 2.0E+3 mg/kg ACGIH MOBILITY 
Dermal LOSO: mg/kg 
Gas lnhal LC50: 1.2E+4 ppm ACGIH Parameter Value Unit Source 
Dust Jnhal LCSO: 7.3E+4 mg/L RTECS Vapor Press: 4.3E+2 Torr CHEMFATE 

Henry's Law: 2.2E-3 atm-m3/mol CHEMFATE 
ACUTE WaterSohlb: l.3E+4 mg/L CHEMFATE 

FrcshCMC: µg/L Distnl> Cocf: 2.4E-2 m.Vg SSG_KD 
Salt CMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L BIOACCUMULATION 

Fresh Ecol LC50: 1.4E+5 µg/L ECOTOX 
Salt Ecol LC50: 8.9E+4 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
FrcshBCF: 
SaitBCF: 

PERSISTENCE ENVJRONMENTAL 

Unit Source 
FreshBCF: 5.8E+2 ECOTOX 

Parameter Value SaltBCF: 
LAKE • Halflives 

Hydrolys.is: 2.6E+5 days CHEMFATE Log Kow: l.3E-I-O CHEMFATE 
Volatility: 8.1B+I days THOMAS Water Soiub: l.3E+4 CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodeg: 2.8E+l days FATERATE 
Radio: days 

OTHER DATA 
RIVER • Halflives 

Hydrolysis: 2.6E+5 days CHEMFATE Melting Point: -9.SE+l C 
Volatility: 8.SE-1 days THOMAS Boiling Point: 4.0E+I C 
Photolysis: days Formula: CH2Cl2 
8iodeg: 2.8E+l days FATERATE 
Radio: days 

LogKow: 1.3E-I-O CHEMFATE 

CLASS INFORMATION 

~ Parent Substmce 

A - 249 
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CAS #: 000075-09-2 Name: METHYLENE DICHLORIDE 

****************************************************************************** 
MELT METHYLENE DICHLORIDE 

Melting Point 
Remarks 
Abbrev. Ref. 

-94.92 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 75-09-2 

****************************************************************************** 

VP METHYLENE DICHLORIDE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.2250E+03 
10.0 

.4090E+03 
25.0 

UNITS CONVERTED 
GALLANT,RW (1966B) 

.7600E+03 
40.0 

CAS# 
TORR 

75-09-2 
MEASURED 

****************************************************************************** 

VP METHYLENE DICHLORIDE CAS# 75-09-2 
Vapor Pressure : 435 MM HG 
Temperature (C) : 25 
Abbrev. Ref . BOUBLIK,T ET AL. (1984) 

****************************************************************************** 

VP METHYLENE DICHLORIDE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

433.14 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEAS 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 75 - 09-2 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 17.; AMSTERDAM 
NETHERLANDS : ELSEVIER SCI. PUBL .; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

GALLANT,RW (1966B) 
GALLANT,R.W.; PHYSICAL PROPERTIES OF HYDROCARBONS. V. CHLORINATED METHANES. 
HYDROCARBON PROCESS.; 45:161-9.; 1966B 

RIDDICK,JA BT AL. (1986) 
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RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4TH ED . NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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CAS #: 000075-25-2 Nrune: BROMOFORi\1 

****************************************************************************** 
MELT BROMOFORM CAS# 75-25-2 

Melting Point 
Remarks 
Abbrev. Ref. 

8.05 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP BROMOFORM 
Vapor Pressure: 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

5.4 
25 

MM HG CALC 
CAB# 75-25-2 

EXTRAPOLATED FROM DATA RANGE 30.000 TO 100.800 DEG C 
BOUBLIK,T ET AL. (1984) 

****************************************************************************** 

VP BROMOFORM 
Vapor Pressure : 
Temperature (C): 
Remarks 

Abbrev. Ref. 

CAB# 75-25-2 
5.51 MM HG MEAS 
25 
INTERPOLATED FROM DATA OBTAINED IN THE RANGE 8-423 DEG C, 
SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1989) 

****************************************** ************************************ 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL . 17.; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT, T. E.; DANNER, R. P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP. , NEW YORK, 
NY., 4 VOL.; 1989 

RIDDICK,JA ET AL . (1986) 
RIDDICK,J.A . ; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY- INTERSCIENCE . 2:PP . 1325 ; 1986 

End of Search 
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Date: 1/28/2004 
Chemical: Bromodichloromethane 

TOXICITY 

~ ~ Unit 

Oral RID: 2.0E-2 mg/kg/day 
Inhal RID: mg/kg/day 
Oral Slope: 6.2E-2 (mg/kg/day)"-! 
Oral Wt-of-Evid: B2 
Inhal Slope: (mg/kg/day)"-! 
lnhal Wt-of-Evid: 
Ora!EDI0: mg/kg/day 
Oral ED 10 W gt: 
lnhal EDI0: mg/kg/day 
lohal ED IO W gt: 
Oral LD50: 4.3E+2 mg/kg 
Denna! LD50: mg/kg 
Gas lohal LCS0: ppm 
Dust Inhal LC50: mg/I.. 

ACUTE 
FreshCMC: µg/L 
SaltCMC: µg/L 

CHRONIC 
Fn:shCCC: µg/L 
Salt CCC: µg/L 

Fresh Ecol LCS0: µg/L 
Salt Ecol LCSO: µg/L 

PERSISTENCE 

~ Value Unit 

LAKE - Halflives 
Hydrolysis: 5.0E+4 days 
Volatility: l.lE+2 days 
Photolysis: days 
Biodeg: days 
Radio: days 

RIVER - Halfiives 
Hydrolysis: 5.0E+4 days 
Volatility: l.2E+o days 
Photolysis: days 
Biodc:g: days 
Radio: days 

LogKow: 2.IE+0 

SUPERFUND CHEMICAL DATA MATRIX 

Source 

IRIS 

IR.IS 

RTECS 

CHEMFATE 
IBOMAS 

CHEMFATE 
IBOMAS 

CHEMFATE 

CAS Number: 000075-27-4 

PHYSICAL CHARACTERISTICS 

Parameter 
Metal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad. Element: 
Molecular Weight: 

~ 
No 
Yes 
Yes 
No 
No 

Density: 

No 
l.6E+2 
2.0E+o g/rnL @ 20.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Wati!rSolub: 
DistribCocf: 
Geo Mean Sol: 

Parameter 
FOOD CHAIN 

Fn:shBCF: 
Salt BCF: 

ENVIRONMENTAL 
FresbBCF: 
SaltBCF: 

LogKow: 
Water Sorub: 
Geo Mean Sol: 

Melting Point: 
Boiliag Point: 
Formula: 

Value 

5.0E+l 
l.6E-3 
6.7E+3 
I.IE-I 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
mVg 
mg/I.. 

BIOACCUMULATION 

2.IE+o 
6.7E+3 

mg/L 

OTHER DATA 

-5.7E+l 
9.0E+l 
CH BrC12 

C 
C 

Soun:c 

CHEMFATE 
CHEMFATE 
CHEMFATE 
SSG_KD 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A - 55 
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CAS #: 000075-27-4 Name: BROMODICHLOROMETHANE 

*~**************************************************************************** 
MELT BROMODICHLOROMETHANE CAS# 75-27-4 

Melting Point -55 DEGC 
Remarks SRC "RECOMMENDED VALUE 
Abbrev. Ref. ALDRICH (1988) 

****************************************************************************** 

VP BROMODICHLOROMETHANE CAS# 75-27-4 
Vapor Pressure : .SOE 02 TORR MEASURED 
Temperature (Cl ; 20 . 
Abbrev . Ref. US EPA (1981} 

****************************************************************************** 

VP BROMODICHLOROMETHANE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

50 MM HG 
20 
SRC RECOMMENDED VALUE 
CALLAHAN,MA ET AL. (1979A) 

CAS# 75 - 27-4 

****************************************************************************** 

ALDRICH (1988) 
ALDRICH.; CATALOG HANDBOOK OF FINE CHEMICALS 1988-1989; MILWAUKEE, WI: 
ALDRICH CHEM CO.; 1988 

CALLAHAN, MA ET AL. (1979A} 
CALLAHAN,M.A.; SLIMAK,M.W.; GABEL,N.W.; MAY,I.P.; FOWLER,C.F.; FREED,J.R.; 
JENNINGS , P . ; DURFEE, R. L . ; WHITMORE, F . C. ; MAESTRI, B . ET AL . ; WATER-RELATED 
ENVIRONMENTAL FATE OF 129 PRIORITY POLLUTANTS-VOLUME II.; EPA-440/4-79-029 
WASHINGTON,DC: U.S. EPA.; 1979A 

US EPA (1981) 
U.S. EPA; TREATABILITY MANUAL I. TREATABILITY DATA.; EPA-600/2-82-00lA. 
WASHINGTON,DC: U.S. EPA.; 1981 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 0000 75-29-6 
Chem Name 2 - CHLOROPROPANE 
Mol Formula: C3H7Cl 
Mol Weight : 78.54 
Me l ting Pt : -117.2 deg C 
Boiling Pt : 35.7 deg C 
Water Solubility: 

Value 3100 mg/L 
Temp : 20 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992} 

Log P (octanol-water): 
Value 1. 90 
Type : EXP 
Ref : HANSCH,C ET AL. (1995} 

Vapor Pressure: 
Value 515 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : RIDDICK,JA ET AL. (1986) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law constant: 
0.0175 atm-m3/mole 

: 25 deg C 
: EST 
: VP/WSOL 

Atmospheric OH Rate Constant: 
Value 9.2E-013 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref DONAGHY,T ET AL. (1993) 

Back Ttlh)'..SI'mpDemo Pa$ 
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Date: 1/28/2004 
Chemical: Dichloroethane, 1,1-

Parameter 

Oral RID: 
lnbalRID: 
Oral Slope: 
Oral Wt-of-Evid: 
lnhal Slope: 
lnhal Wt-of-Evid: 
Oral EDIO: 
OralEDIOWgt:. 
lnhal EDIO: 
lnbalEDIOWgt: 
OralLD50: · 
Dermal LD50: 
Gas Inhal LC50: 
Dust lnhal LC50: 

ACUTE 
FreshCMC: 
SaltCMC: 

CHRONIC 
Fresh CCC: 
Salt CCC: 

Fresh Ecol LC50: 
Salt Ecol LC50: 

~ 
LAKE - Halflivcs 

Hydrolysis: 
Volatility: 
Photolysis: 
Biodeg: 
Radio: 

RIVER - Halflives 
Hydrolysis: 
Volatility: 
Photolysis: 
Biodeg: 
Radio: 

LogKow: 

Value 

I.OE-I 
1.4E-1 

l.3E+4 

Value 

8.7E+l 

l.5E+2 

9.4E-1 

l.5E+2 

1.8E-+-O 

TOXICITY 

Unit 

mg/kg/day 
m~g/day 
(mg/kg/day)"-! 

(mg/kg/day)"-1 

m~g,'day 

mg/kg/day 

mg/kg 
mg/kg 
ppm 
mg/L 

µg/L 
µg/L 

µg/L 
µg/L 

PERSISTENCE 

days 
days 
days 
days 
days 

days 
days 
days 
days 
days 

SUPERFUND CHEMICAi.: DATA MATRIX 

Source 

LNECHEM 
HEAST 

ACGIH 

THOMAS 

FATERATE 

THOMAS 

FATERATE 

CHEMFATE 

CAS Number: 000075-34-3 

PHYSICAL CHARACTERISTICS 

Parameter Value 
Metal Contain: No 
Organic: Yes 
Gas: Yes 
Particulate: No 
Radionuclide: No 
Rad. Element: No 
Molecular Weight: 9.9E+ l 
Density: l.2E+o g,'rnL@ 20.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Water Solub: 
Distrib Coef: 
Geo Mean Sol: 

Parameter 
FOOD CHAIN 

FrcshBCF: 
SaltBCF: 

ENVIRONMENTAL 
FreshBCF: 
SaltBCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Melting Point: 
Boiling Point: 
Formula: 

Value 

2.3E+2 
5.6E-3 
5. IE+3 
6.3E-2 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
mVg 
mg/L 

BIOACCUMULATION 

I.SE+o 
5.IE+3 

mg/L 

OTHER DATA 

-9.7E+I 
5.7E+l 
C2 H4C12 

C 
C 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
SSG_KD 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A - 125 
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AbautSlC Training 

CHEMFATE Search Results 

Return to EF.DB p_~ 

CAS #: 000075-34-3 Name: 1,1-DICHLOROETIIANE 

****************************************************************************** 
MELT 1,1-DICHLOROETHANE CAS# 75 - 34-3 

Melting Point -96.96 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref . RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP 1,1-DICHLOROETHANE CAS# 75-34-3 
Vapor Pressure : 227.3 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1985) 

*************** *************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . PP . 450; 19B5 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 



Data: 1/28/2004 
Chemical: Dlchloroethyktne, 1,1· 

Parameter 

Ora!RfD: 
lnhalRID: 
Oral Slope: 
Oral Wt-of-Evid: 
lnbal Slope: 
lnhal Wt-of-Evid: 
Oraf EDIO: 
OralEDI0Wgt 
lnbal EDI0: 
lnbal EDI 0 W gt: 
Oraf LDSO: 
Dermal LD50: 
Gas lnbal LCSO: 
Dust Inhal LC50: 

AClITE 
FreshCMC: 
SaltCMC: 

CHRONIC 
Fresh CCC: 
Salt CCC: 

Fresh Ecol LC50: 
Salt Ecol LC50: 

LAKE - Halllives 
Hydrolysis: 

Value 

5.0E-2 
5.7E-2 

l .2E+o 
C 
l.9E-l 
C 
l.9E-1 
C 
1.9E+2 
2.4E+3 
6.4E+3 

9.0E+3 
2.0E+5 

Volatility: 8. 7E+l 
Photolysis: 
Biodeg: 1.8E+2 
Radio: 

RIVER - Halllives 
Hydrolysis: 
Vola1ility: 9.3E-1 
Photolysis: 
Biodeg: l.8E+2 
Radio: 

LogKow: 2.JE+o 

TOXICITY 

Unit 

mg/kg/day 
mg/kg/day 
(mg/kg.idayY'-1 

(mg/lcg/dayY'-1 

mg/kg/day 

mg/kg/day 

mg/kg 
mg/kg 
ppm 
mg/L 

µg/L 
µg/L 

µg/L 
µg/L 

µg/L 
µg/L 

PERSISTENCE 

days 
days 
days 
days 
days 

days 
days 
days 
days 
days 

SUPERFUND CHEMICAL DATA MATRIX 

Soun:e 

IRIS 
IRJS 

HEAST 

EPA_EDl0 

EPA_EDl0 

RTECS 
RTECS 
RTECS 

ECOTOX 
ECOTOX 

THOMAS 

FATERATE 

THOMAS 

FATERATE 

CHEMFATE 

CAS Number: 000075-35-4 

PHYSICAL CHARACTERISTICS 

Parameter 
Metal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad. Element 
Molecular Weight: 

Value 
No 
Yes 
Yes 
No 
No 

Density: 

No 
9.7E+l 
l .2E+0 g/mL @ 20.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
WaterSohib: 
DistribCoef: 
Geo Mean Sol: 

Parameter 
FOODCHAJN 

Fresh BCF: 
SaltBCF: 

ENVIRONMENTAL 
FresbBCF: 
SaltBCF: 

LogKow: 
Warer Solub: 
Geo Mean Sol: 

Melting Point 
Boiling Point: 
Fonnula: 

Value 

6.0E+2 
2.6E-2 
2.3E+3 
l.2E-l 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
ml/g 
mg/L 

BIOACCUMULATION 

2.JE+o 
2.3E+3 

mg/I. 

OTHER DATA 

-1.2E+2 
3.2E+I 
C2H2Cl2 

C 
C 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
SSG_KD 

CHEMFATE 
CHEMFATE 

CLASS. INFORMATION 

Parent Substance 

A-129 
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Training 

CHEMFATE Search Results 

CAS #: 000075-35-4 Name: 1,1-DICHLOROETHYLENE 

**********~******************************************************************* 
MELT 1,1-DICHLOROETHYLENE CAS# 75-35-4 

Melting Point - 122 . 56 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP 1 ,1-DICHLOROETHYLENE CAS# 75-35-4 
Vapor Pressure : 600 MM HG 
Temperature (C) : 25 
Abbrev. Ref. BOUBLIK,T ET AL. (1984) 

***************** ************************************************************* 

VP 1,1 -DICHLOROETHYLENE CAS# 75 - 35-4 
Vapor Pressure : 599.97 MM HG MEAS 
Temperature (C) : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

***************** W************************************************************ 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRI ED, V. ; BALA, E. ; THE VAPOR PRESSURE·s OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PORE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 1 7 . ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL. ; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T . E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., . NEW YORK, 
NY., 4 VOL.; 1989 

RIDDICK,JA ET AL. (1986) 
RIDDICK, J .A.; Bll"'NGER_, W . B. ; SAKANO, T.K . ; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4 TH ED. NEW YORK, NY 
WILEY- INTERSCIENCE. 2 : PP.1325; 1986 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 
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AboutSrtC Louttons fndmng 

CHEMFATE Search Results 

ReturnJ!> EFD]l_p~ 

CAS #: 000075-43-4 Name: DICHLOROFLUOROMETHANE 

****************************************************************************** 
VP DICHLOROFLUOROMETHANE 

Vapor Pressure : 
Temperature {C) : 
Remarks 
Abbrev. Ref. 

1.362E+03 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 75-43-4 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T . E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 

Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000075-43-4 
Chem Name DICHLOROFLUOROMETHANE 
Mol Formula: CHC12F 
Mol Weight : 102 . 92 
Melting Pt : -135 deg C 
Boiling Pt : 8.9 deg C 
Water Solubility : 

Value 1.88E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : HORVATH , AL (1982) 

Log P (octanol-water) : · 
Value 1.55 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure : 
Value 1360 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1 989 ) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law Const ant: 
0.0108 a.tm- m3/mole 

: 25 deg C 
: EST 
: VP/WSOL 

Atmospheric OH Rate Constant : 
Value 3 . 03E- 014 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON.,R (1989) 

Back To PhvsProp Demo Pag_e 

http:/ /esc.syrres.com/interkow/webprop .exe 1/4/2006 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000075-45-6 
Chem Name CHLORODIFLUOROMETHANE 
Mol Formula: CHC1F2 
Mol Weight : 86.47 
Melting Pt : -157.4 deg C 
Boiling Pt : -40.7 deg C 
Water Solubility: 

Value 2770 mg/L 
Temp 25 deg C 
Type EXP 
Ref HORVATH,AL (1982) 

Log P (octanol - water): 
Value 1.08 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 7250 mm Hg 
Temp 25 deg C 
Type "EXP 
Ref PERRY,RH & GREEN,D (1984) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0 . 0406 atm-m3/mole 
Temp : 22 deg C 

Type : EXP 
Ref : CHANG,W & CRIDDLE,CS (1995) 

Atmospheric OH Rate Constant: 
Value 4.68E-015 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (198 9) 

Back To Phx_sPr.9pJ)emo Pa~ 

http:/ /esc.syrres.com/interkow/webprop.exe 12/21/2005 
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Cll"fff'C•nter fqining 

CHEMFATE Search Results 

CAS #: 000075-61-6 Name: DIBROMODIFLUOROMETHANE 

****************************************************************************** 
VP DIBROMODIFLUOROMETHANE 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

8 . 200E+02 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER , RP (1989) 

CAS# 75-61-6 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000075 - 61 - 6 
Chem Name DIBROMODIFLUOROMETHANE 
Mol Formula : CBr2F2 
Mol Weight : 209.82 
Melting Pt : -110.1 deg C 
Boiling Pt : 25 deg C 
Water Sol ubility: 

Value 313 mg /L 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM ET AL. (1996) 

Log P (octanol-water): 
Value 1.99 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 820 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER, RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.0308 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN, WM & HOWARD, PH (1991) 

Atmospheric OH Rate Constant: 
Value 5.9E-016 cm3/molecule - sec 
Temp 24 deg C 
Type EXP 
Ref ATKINSON,R (1994) ;<5.9E-16 

http://esc.syrres.com/interkow/webprop.exe 1/4/2006 



SRC PhysProp Database Page 1 of 1 

Data From SRC PhysProp n ,atabase: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate .. . most 
estimates were made using SRC software. 

CAS Number: 000075-63-8 
Chem Name BROMOTRIFLUOROMETHANE 
Mol Formula: CBrF3 
Mol Weight 148.91 
Melting Pt : -172 deg C 
Boiling Pt : - 57.8 deg C 
Water Solubility: 

Value 320 mg/L 
Temp 25 deg C 
Type EXP 
Ref HORVATH,AL (1982) 

Log P (octanol-water}: 
Value 1. 86 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 1.22E+004 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989} 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0 . 499 atm-m3/mole 
Temp 25 deg C 
Type EXP 
Ref HINE,J & MOOKERJEE,PK (1975) 

Atmospheric OH Rate Constant: 
Value lE-016 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1994);<1.0E- 16 

http ://esc.syrres.com/interkow/webprop.exe 114/2006 



Date: 1/2812004 
Chemical: Trlchlorofluoromethane 

Parameter 

OralRfD: 
lnhal RID: 
Oral Slope: 
Oral Wt-of-Evid: 
Inbal Slope: 
lnbal Wt-of-Evid; 
Ora!EDl0: 
Ora!EDl0Wgt 
Inhal EDI0: 
lnhal ED!0 Wgt 
Ora!LD50: 
Denna! l.050: 
Gas lnbal LC50: 
Dust Iohal LC50: 

ACUTE 
FrcshCMC: 
SaltCMC: 

CHRONIC 
Fresh CCC: 
Salt CCC: 

Fresh Ecol LC50: 
Salt Ecol LC50: 

Parameter 

LAKE - Halflives 
Hydrolysis: 
Volatility: 
Photolysis: 
Biodeg: 
Radio: 

RIVER - Halilives 
Hydrolysis: 
Volatility: 
Photolysis: 
Biodcg: 
Radio: 

LogKow: 

Value 

3.0E-1 
2.0E-1 

3.7E+3 

13E+5 

Value 

I.0E+2 

3.6E+2 

l.JE+o 

3.6E+2 

2.5E+o 

TOXICITY 

!.ini! 
mg/kg/day 
mg/kg/day 
(mg/kglday)"-1 

(mg/kglday)"-1 

mg/kg/day 

mg/kg/day 

mg/kg 
mg/kg 
ppm 
mg/I. 

µg.lL 
µg.lL 

µg.lL 
µg.lL 

µg.lL 
µg.lL 

PERSISTENCE 

days 
days 
days 
days 
days 

days 
days 
days 
days 
days 

SUPERFUND CHEMICAL DATA MATRIX 

Source 

IRIS 
HEAST 

ACGIH 

ACOIH 

Source 

THOMAS 

FATERATE 

THOMAS 

FATERATE 

CHEMFATE 

CAS Number: 000075-69-4 

PHYSICAL CHARACTERISTICS 

Parameter 
Metal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad.Element: 
Molecular Weight: 

Value 
No 
Yes 
Yes 
No 
No 

Density: 

No 
1.4E+2 
l.5E+o g/mL @ 17.20 C 

Parameter 

Vapor Press: 
Henry's Law: 
Water Solub: 
Distrib Coef: 
Geo Mean Sol: 

Parameter 
FOOD CHAIN 

Fresh BCF: 
SaltBCF: 

ENVIRONMENTAL 
Fresh BCF: 
SaltBCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Melting Point: 
Boiling Point: 
Formula: 

Value 

8.0E+2 
9.7E-2 
l.1E+3 
2.4E-I 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/I. 
mVg 
mglI.. 

BIOACCUMULATION 

Value 

2.5E+o 
l.1E+3 

mg.IL 

OTHER DATA 

-l.lE+2 
2.4E+I 
CC13F 

C 
C 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
SSG_](I) 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A- 367 
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About SRC Career Cenar Training 

CHEMFATE Search Results 

Rd-1,1n1 to EFDB p..a_g_e 

CAS #: 000075-69-4 Name: TRICHLOROFLUORO.METHANE 

****************************************************************************** 
MELT TRICHLOROFLUOROMETHANE 

Melting Point 
Remarks 
Abbrev . Ref. 

-110.48 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 75-69-4 

****************************************************************************** 

VP TRICHLOROFLUOROMETHANE CAS# 75-69 - 4 
Vapor Pressure : .1455E 04 TORR MEASURED 
Temperature {C): 21. 
Remarks GAS 
Abbrev. Ref. KAWAM,A & FLYNN,JB (1978) 

*******************************•********************************************** 

VP TRICHLOROFLUOROMETHANE CAS# 75-69 - 4 
Vapor Pressure: 802.8 MM HG 
Temperature (C}: 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBBRT,TE & DANNER,RP {1985) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP . 450; 1985 

KAWAM,A & FLYNN,JB {1978) 
KAWAM,A.; FLYNN,J.B . ; AEROSOLS.; IN : KIRl<-OTHMER ENCYCL. CHEM. TECH. 3RD. 
ED. 1:5 82-9.; 1978 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A . ; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4 TH ED . NEW YORK, NY 
WILEY- INTERSCIENCE. 2 : PP.1325; 1986 

End of Search 
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Clrfff Centar Training 

CHEMFATE Search Results 

Return to EFDllp~e 

CAS #: 000075-71-8 Name: DICHLORODIFLUOROMETHANE 

****************************************************************************** 
MELT DICHLORODIFLUOROMETHANE 

Melt.i,ng Point 
Remarks 
Abbrev. Ref. 

-158 DEGC 
SRC RECOMMENDED VALUE 
SMART,BE (.1980) 

CAS# 75-71-8 

********************************************************************** * ******* 

VP DICHLORODIFLUOROMETHANE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref . 

4 847.8 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 75-71-8 

********************************************************************* ** ******* 

DAUBERT,TE & DANNER,RP (1985 ) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

SMART,BE (1980) 
SMART,B.E.; FLUORINATED ALIPHATIC COMPOUNDS.; IN: KIRK-OTHMER ENCYCL. CHEM 
TECH. 3RD ED. 10:856-70. ; 1980 

End of Search 
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ClreerC,nter 1rairring 

CHEMFATE Search Results 

Return to E.E.DB p~~ 

CAS #: 000076-01-7 Name: PENTACHLOROETHANE 

****************************************************************************** 
MELT PENTACHLOROETHANE 

Melting Point 
Remarks 
Abbrev. Ref. 

-2 9.0 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK, JA ET AL. (1986) 

CAS# 76-01-7 

****************************************************************************** 

VP PENTACHLOROETHANE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

3.5 
25 

MM HG 

SRC RECOMMENDED VALUE 
ENGINEERING SCIENCES DATA UNIT (1976) 

CAS# 76-01-7 

****************************************************************************** 

ENGINEERING SCIENCES DATA UNIT (1976) 
ENGINEERING SCIENCES DATA UNIT.; VAPOR PRESSURES AND CRITICAL POINTS OF 
LIQUIDS. VII. HALOGENATED ETHANES AND ETHYLENES. i ENG. SCI. DATA ITEM . 
76004. PP.43.; 1976 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W .B. ; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4 TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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Care-er C1nU1r fra.ining 

CHEMFATE Search Results 

Return to EFDB pJige 

CAS #: 000076-03-9 Name: TRICHLOROACETIC ACID 

****************************************************************************** 
VP TRICHLOROACETIC ACID 

Vapor Pressure : 
Temperature (C): 
Abbrev. Ref. 

.lE 01 
51. 

TORR 

VERSCHUEREN, K (1977) 

CAS# 76-03-9 
MEASURED 

***************** ************************************************************* 

VERSCHUEREN, K (1977) 
VERSCHUEREN, K. ; HANDBOOK OF ENVIRONMENTAL DATA ON ORGANIC CHEMICALS. ; NEW 
YORK, NY: VAN NOSTRAND REINHOLD COMPANY. ; 1977 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000076-03-9 
Chem Name TRICHLOROACETIC ACID 

. Mol Formula: C2HC1302 
Mol Weight 163.39 
Melting Pt : 57.5 deg C 
Boiling Pt : 196.5 deg C 
Water Solubility: 

Value 4.4E+004 mg/L 
Temp 25 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 1. 33 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 0.06 mm Hg 
Temp 25 deg c 
Type EXT 
Ref PERRY,RH & GREEN, D (1984) 

pKa Dissociation Constant: 
Value O .51 
Temp 
Type EXP 
Ref SERJEANT,EP & DEMPSEY,B (1979) 

Henry's Law Constant: 
Value 1.35E-008 atm-m3/mole 
Temp 25 deg C 
Type EXP 
Ref BOWDEN ,DJ ET AL. (1998) 

Atmospheric OH Rate Constant: 
Value 5.2E-013 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN, WM & HOWARD,PH (1993) 

Back To PhvsPrnp De.illQ~ 
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Dat~ From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References. for Estimated data generally refer to the method used to make the estimate . ... most 
estimates were made. using SRC software. 

CAS Number: 000076-11-9 
Chem Name 1,1,1,2-TETRACHLOR0-2,2-DIFLUOROETHANE 
Mol Formula: C2Cl4F2 
Mol Weight : 203.83 
Melting Pt : 40.6 deg C 
Boiling Pt : 91.5 deg C 
Water Solubility: 

Value 100 mg/L 
Temp 25 deg C 
Type EXP 
Ref ROY,WR & GRIFFIN,RA (1985) 

Log P (octanol-water): 
Value 3.41 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 60 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1998) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant : 
Value 0.161 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value o cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhvsPrnp Demo Page 

http://esc.syrres.com/mterkow/webprop.exe 1/4/2006 
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Locltlons Training 

CHEMFATE Search Results 

Return to Ef.DJiP-a_ge 

CAS #: 000076-12-0 Name: 1,1,2,2,-TETRACHLORODIFLUOROETIIANE 

****************************************************************************** 
VP 1,1,2,2, - TETRACHLORODIFLUOROETHANE CAS# 76-12-0 

Vapor Pressure : 2.202E+04 MM HG MEASURED 
Temperature {C) : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP= Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000076-12-0 
Chem Name 1,1,2,2,-TETRACHLORODIFLUOROETHANE 
Mal Formula: C2Cl4F2 
Mal Weight 203.83 
Melting Pt : 26 deg C 
Boiling Pt : 93 d eg C 
Water Solubility: 

Value 120 mg/L 
Temp 25 deg C 
Type EXP 
Ref RIDDICK,JA ET AL. (1986) 

Log P (octanol-water): 
Value 3.41 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 50.5 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.113 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value O cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN , WM & HOWARD,PH (1993) 

Back To PhysPro12 Demo P~e 

http://esc.syrres.com/interkow/webprop.exe 1/4/2006 



CHEMF A TE Search Results Page 1 of l 

~ Syracuse Re5earch Corporation . ' ~ e OV~ ,cr;-;,ct 1; ; 

, • ..:.-:-- • __ :--..,-~,- ,..,.....-- 1 ;,) t ----:,•'- , ~•-.•-•••:•?'-•{,'-. -•~<-~r--:--~--,:-_.,;_ -- --,.-.~~:;': >•,-'<~ ~-..,-~;-:r~ «:!---:,,. ;,-_-<-: .~ 

T1-ining 

CHEMFATE Search Results 

Return to EFDB.n~t 

CAS #: 000076-13-1 Name: 1,1,2-TRICHLOR0-1 ,2,2-TRIFLUOROETIIANE 

***************** **************************************** ***************** **** 
MELT 1 , 1,2-TRICHLOR0-1,2,2 - TRIFLUOROETHANE CAS# 76-13-1 

Melting Point -36.4 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref . RIDDICK,JA ET AL. (1986) 

***************** ***************** ******************************************** 

VP l,l,2-TRICHLOR0-1 , 2,2-TRIFLUOROETHANE CAS# 76- 1 3-1 
Vapor Pressure : 362 . 5 MM HG 
Temperature (C) : 25 
Abbrev . Ref. BOUBLIK,T ET AL. (1984) 

****************** ************************************************************ 

VP 1,1,2-TRICHLOR0-1,2,2-TRIFLUOROETHANE CAS# 76 - 13 - 1 
Vapor Pressure : 331.622 MM HG MEAS 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. DAUBERT , TE & DANNER,RP (1989) 

***************** * ***** ******************** ***************** * ***** ***** **** ** * 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES : 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES I N THE NORMAL AND LOW PRESSURE REGION. VOL. 17. ; AMSTERDAM 
NETHERLANDS : ELSEVIER SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T . E.; DP..NNER, R.P . ; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION . ; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB. CORP . , NEW YORK, 
NY . , 4 VOL.; 19 89 

RIDDICK, JA ET AL. (1986) 
RIDDI CK,J.A.; BDNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY - INTERSCIENCE . 2:PP.1325; 1986 

End of Sear ch 
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Lonitions training 

CHEMFATE Search Results 

Return to EFDB page 

CAS #: 000076-14-2 Name: l,2-DICHLORO-1,1,2,2-TETRAFLUOROETHANE 

****************************************************************************** 
MELT 1,2-DICHLOR0-1,1,2,2-TETRAFLUOROETHANE CAS# 76-14-2 

Melting Point -94 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP 1,2-DICHLOR0-1,1,2,2-TETRAFLUOROETHANE CAS# 76-14-2 
Vapor Pressure : 2014 MM HG 
Temperature (C) : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK , JA ET AL. (1986) 

****************************************************************************** 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ , M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W .B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECIINIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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Aba11URC c.r....c•ntar fqfning 

CHEMFATE Search Results 

Return to EFDJJ pJlge 

CAS #: 000076-15-3 Name: CHLOROPENTAFLUOROETHANE 

***************************************** ************************************* 
VP CHLOROPENTAFLUOROETHANE 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev . Ref. 

.7598E 03 
25. 

TORR 

UNITS CONVERTED 
SMART,BE (1980) 

CAS# 76-15 - 3 
MEASURED 

************************************* ***************************************** 

SMART,BE (1980) 
SMART,B.E.; FLUORINATED ALIPHATIC COMPOUNDS. ; IN : KIRK-OTHMER ENCYCL . CHEM 
TECH . 3RD ED. 10:856-70.; 1980 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000076-15-3 
Chem Name CHLOROPENTAFLUOROETHANE 
Mol Formula: C2ClF5 
Mol Weight 154.47 
Melting Pt : -99.4 deg C 
Boiling Pt : -37.9 deg C 
Water Solubility: 

Value 58 mg/L 
Temp 25 deg C 
Type EXP 
Ref HORVATH,AL (1982) 

Log P (octanol -water): 
Value 2.47 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 6860 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 5.58 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant: 
Value O cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

http://esc.syrres.com/interkow/webprop.exe 1/4/2006 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST== Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000764 - 41-0 
Chem Name 1,4-DICHLORO- 2-BUTENE 
Mol Formula: C4H6Cl2 
Mol Weight : 125.00 
Melting Pt : 3.5 deg C 
Boiling Pt : 158 deg C 
Water Solubility: 

Value 580 mg/L 
Temp 25 deg C 
Type EXP 
Ref ALBANESE , V ET AL. {1987) 

Log P (octanol-water): 
Value 2.60 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 3 mm Hg 
Temp 
Type EXP 
Ref ALBANESE , V ET AL. (1987) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry ' s 
Value 
Temp 
Type 
Ref 

Law Constant : 
0.00851 atm-m3/mole 
25 deg C 
EST 
VP/WSOL 

Atmospheric OH Rate Constant: 
Value 3.33E-011 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD , PH (1993) 

Back To Phy_sProp Demo Page 
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SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/2812004 
Chemical: Dlchloropropane, 1,2- CAS Number: 000078-87-S 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter ~ Unit Source Parameter Value 

Ora!RfD: mg/kg/day Metal Contain: No 

InhalRfD: 1.IE-3 mg/kg/day IRIS Organic: Yes 

Oral Slope: 6.SE-2 (mg/kg/day)"• I HEAST Gas: Yes 

Oral Wt-of-Evid: B2 Particulate: No 

lnhal Slope: (mg/kg/day)"-1 Radionuclide: No 

Inhal Wt-of-Evid: Rad. Element: No 

Oral ED10: mg/kg/day Molecular Weight: l.1E+2 

Oral EDlOW'r}: Density: l.2E+o g/mL@ 25.00 C 

lohalEDJO: mw'Jcglday 
[nhal EDI0Wgt: 
Oral LDSO: 2.0E+3 mg/kg ACGIH MOBILITY 
Dermal LD50: 8.8E+3 mg/kg RTECS 
Gas Inhal LC50: 7.2E+2 ppm ACGIH Parameter Value Unit Source 
Dust Inhal LC50: 1.2E+4 mg/L RTECS Vapor Press: 5.2E+l Torr CHEMFATE 

Henry's Law: 2.SE-3 atrn-m3/mol CHEMFATE 
AClJfE Wau:rSoltib: 2.8E+3 mg/L CHEMFATE 

FreshCMC: µg/L Distrib Coef: 8.7E-2 mVg SSG_KD 
SaltCMC: µg/L Geo Meao Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACGUMULATION 

Fresh Ecol LC50: 4.2E+4 µg/L ECOTOX 
Salt Ecol LC50: 5.3E+4 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
FreshBCF: 
SaltBCF: 

PERSI STENCE 
ENVlRONMENTAL 

Parameter Value Unit Source 
FresbBCF: 
SaltBCF: 

LAKE • Halflives 
Hydrolysis: 6.7E+6 days CHEMFATE LogKow; 2.0E+o CHEMFATE 
Volatility: 9.3E+I days TIIOMAS Water Soluh: 2.8E+3 CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodeg: 1.3E+3 days FATERATE 
Radio: days 

OTHER DATA 
RIVER - Halflives 

Hydrolysis: 6.7E+6 days CHEMFATE Melting Point -7.0E+l C 
Volatility : 1.0E+o days THOMAS Boiling Point 9.6E+I C 
Photolysis: days Formula: C3 H6Cl2 
Biodeg: 1.3E+3 days FATERATE 
Radio: days 

LogKow: 2.0E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A- 139 
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tll'ffl' Cent.r frdnlng 

CHEMFATE Search Results 

CAS #: 000078-87-5 Name: 1,2-DICHLOROPROPANE 

****************************************************************************** 
MELT 1,2-DICHLOROPROPANE CAS# 78-87-5 

Melting Point -100 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. ALDRICH (1988) 

****************************************************************************** 

VP 1,2 - DICHLOROPROPANE CAS# 78-B7-5 
Vapor Pressure : .42E 02 TORR MEASURED 
Temperature (C): 20. 
Abbrev. Ref. US EPA (1981) 

****************************************************************************** 

VP 1,2-DICHLOROPROPANE 
Vapor Pressure .3 000E+02 .5200E+02 
Temperature (C) 10 . 0 25.0 
Remarks UNITS CONVERTED 
Abbrev. Ref. GALLANT,RW (1966A) 

. 1030E+03 
40.0 

CAS# 
TORR 

78-87-5 
MEASURED . 

****************************************************************************** 

VP 1,2-DICHLOROPROPANE CAS# 78 - B7 - 5 
Vapor Pressure : 53.3 MM HG 
Temperature (C}: 25 
Abbrev. Ref. BOUBLIK,T ET AL. (1984) 

****************************************************************************** 

VP 1,2-DICHLOROPROPANE CAS# 78-87-5 
Vapor Pressure : S1 . 989 MM HG MEAS 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

ALDRICH (1988) 
ALDRICH.; CATALOG HANDBOOK OF FINE CHEMICALS 1988-1989; MILWAUKEE, WI: 
ALDRICH CHEM CO.; 1988 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 1 7 . ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
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DAUBERT,T.E . ; DANNER, R. P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS : DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP. , NEW YORK, 
NY., 4 VOL.; 1989 

GALLANT,RW (1966A) 
GALLANT,R . W.; PHYSICAL PROPERTIES OF HYDROCARBONS. VII.CHLORINATED 
ALIPHATICS.; HYDROCARBON PROCESS.; 45:111-18.; 1966A 

US EPA (1981) 
U.S. EPA; TREATABILITY MANUAL I. TREATABILITY DATA.; EPA-600/2-82-00lA. 
WASHINGTON,DC: U.S . EPA.; 1981 

End of Search 
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Date: 1/28/2004 
Chemical: Trichloroethane, 1,1,2-

TOXICITY 

Parameter .Y!h!!1 Unit 

OralRID: 4.0E-3 mg/kg/day 
Jubal RID; mg/kg/day 
Oral Slope: 5.7E-2 (mg/kg/day)"- I 
Oral Wt--0f-Evid: C 
lnhal Slupe: 5.7E-2 (mg/kg/day)"-! 
Inhal Wt-of-Evid: C 
OralEDIO: 2.8E+o mg/kg/day 
Oral EDlO Wgt C 
lnhal EDIO: 2.8E+o mg/kg/day 
Inhal EDIO Wgt: C 
OraltDSO: 3.8E+2 mg/kg 
Dermal LOSO: 5.4E+3 mg/l<g 
Gas Johal LCSO: 5.0E+2 ppm 
Dust lnhal LC50: l.3E+I mg/L 

ACUTE 
FreshCMC: µg/L 
SaltCMC: µg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

Fresh Ecol LC50: 4.2E+3 µg/L 
Salt Ecol LC50: 3.4E+4 µg/L 

PERSISTENCE 

~ Value Unit 

LAKE - Halflives 
Hydrolysis: 1.4E+4 days 
Volatility: 1.0E+2 days 
Photolysis: days 
Biodcg: 3.7E+2 days 
Radio: days 

RIVER - Halflives 
Hydrolysis: 1.4E+4 days 
Volatility: l.lE+o days 
Photolysis: days 
Biodeg: 3.7E+2 days 
Radio: days 

LogKow: 2.0E+o 

SUPERFUND CHEMICAL DATA MATRIX 

Source 

IRJS 

IRIS 

BEAST 

EPA_EDJO 

EPA_EDIO 

ACGIH 
RTECS 
RTECS 
RTECS 

ECOTOX 
ECOTOX 

~ 

FATERATE 
TIIOMAS 

FATERATE 

FATERATE 
TIIOMAS 

FATERATE 

CHEMFATE 

CAS Number: 000079-00-5 

PHYSICAL CHARACTERISTICS 

Parameter 
Metal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad. Element: 
Molecular Weight: 

Value 
~ 
Yes 
Yes 
No 
No 

Density: 

No 
1.3E+2 
l.4E+o g/mL @ 20.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Water Solub: 
Distrih Coef: 
Geo Mean Sol: 

~ 
FOOD CHAIN 

Fresh BCF: 
SaltBCF: 

ENVIRONMENTAL 
FrcshBCF: 
SaltBCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Melting Point: 
Boiling Point: 
Formula: 

Value 

2.3E·H 
9.lE-4 
4.4E+3 
I.OE-I 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
mVg 
mg/L 

BIOACCUMULATION 

2.0E+o 
4.4E+3 

mg/L 

OTHER DATA 

-3.7E+t 
1.IE+2 
C2H3Cl3 

C 
C 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
SSG_KD 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A -363 
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AliouUlC Trairring 

CHEMFATE Search Results 

Return to EFDB page 

CAS #: 000079-00-5 Name: l,1,2-TRICHLOROETIIANE 

****************************************************************************** 
MELT 1,1,2-TRICHLOROETHANE CAS# 79-00-5 

Melting Point ~35 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP 1,1,2-TRICHLOROETHANE CAS# 79 - 00-5 
Vapor Pressure : 23 MM HG 
Temperature (C): 25 
Abbrev. Ref. ENGINEERING SCIENCES DATA UNIT (1976) 

****************************************************************************** 

VP 1,1,2-TRICHLOROETHANE CAS# 79 - 00 - 5 
vapor Pressure : 23.25 MM HG MEASE 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref . DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

ENGINEERING SCIENCES DATA UNIT (1976) 
ENGINEERING SCIENCES DATA UNIT.; VAPOR PRESSURES AND . CRITICAL POINTS OF 
LIQUIDS. VII. HALOGENATED ETHANES AND ETHYLENES.; ENG. SCI. DATA ITEM. 
76004. PP.43.; 1976 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF . CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ, M ED. RAHWAY, N .J.: MERCK AND CO., INC_.; 1983 

End of Search 
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SUPERFUND CHEMICAL DATA MATRIX 

Date: 1/28/2004 
Chemical: Trlchloroethylene (TCE) CAS Number: 000079--01~ 

TOXJCITY PHYSICAL CHARACTERISTICS 

~ Value Unit Source Parameter Value 

OraJRID: mg/leg/day Metal Contain: No 

Inbal RID: mg/kg/day Organic: Yes 

Oral Slope: J.IE-2 (mg/kg/day)"-1 LIVECHEM Gas: Yes 

Oral Wt--0f-Evid: B2 Particulate: No 

Inbal Slope: (mg/kg/day)"-1 Radionuclide: No 

Inhal Wt-of-Evid: Rad. Element: No 

Oral EDIO: I.OE+! mg/kg/day EPA_EDIO Molecular Weight: 1.3E+2 

Oral EDIO Wgt: B2 Density: l.5E+o g/mL @ 20.00 C 
JDhalEDIO: I.OE+! mg/kg/day EPA_EDIO 
lnha1 EDI O W gt: B2 
OralLD50: 6.0E+3 mg/kg ACGJH MOBILITY 
Dermal LD50: 2.0E+4 mg/kg RTECS 
Gas Inhal LC50: 4.8E+3 ppm RTECS Parameter Value Unit Source 
Dust Jnhal LC50: 3.3E+l mg/L RTECS Vapor Press: 7.3E+l Torr CHEMFATE 

ACUTE 
Henry's Law: 1.0E-2 atm-m3/mol CHEMFATE 
Water Solub: l.5E+3 mg/L CHEMFATE 

FreshCMC: µg/L Distnl> Coef: 3.3E-I ml/g SSG_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh E:col LC50: 1.9E+3 µg/L ECOTOX 
Salt Ecol LC50: l.2E+4 µg/L ECOTOX Parameter Value Unit Source 

FOODCHAJN 
FreshBCF: 1.7E+I ECOTOX 
SaltBCF: 

PERSISTENCE 
ENVIRONMENTAL 

Parameter Value Unit Source 
FreshBCF: l.7E+I ECOTOX 
SaltBCF: 

LAKE - Halflives 
Hydrolysis: 3.2E+2 days FATERATE LogKow: 2.4E+o CHEMFATE 
Volatility: I.0E+2 days THOMAS Water Solub: I.SE+3 CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodcg: 3.6E+2 days FATERATE 
Radio: days 

OTHER DATA 
RIVER - Halflives 

Hydrolysis: 3.2E+2 days FATERATE Melting Point: -8.5E+l C 
Volatility: I.IE+o days THOMAS Boiling Point: 8.7E+I C 
Photolysis: days Fomwla: C2 HCl3 
Biodeg: 3.6E+2 days FATERATE 
Radio: days 

LogKow: 2.4E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A- 365 
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CAS #: 000079-01-6 Name: TRICHLOROETHYLENE 

****************************************************************************** 
MELT TRICHLOROETHYLENE CAS# 79-01-6 

Melting Point -84.8 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP TRICHLOROETHYLENE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.SSE 02 
25. 

TORR 

FROM JOBN,R. (1976) 

MEASURED 

ROGERS,RD & MCFARLANE,JC (1981) 

CAS# 79-01-6 

****************************************************************************** 

VP TRICHLOROETHYLENE 
Vapor Pressure : 
Temperature (C) : 
Abbrev. Ref. 

69 
25 

.MM HG 

BOUBLIK,T ET AL. (1984) 

CAS# 79-01-6 

****************************************************************************** 

VP TRICHLOROETHYLENE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

73.46 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEAS 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 79-01-6 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E.; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 1 7 . ; AMSTERDAM 
NETHERLANDS: ELSEVIER . SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

ROGERS,RD & MCFARLANE,JC (1981) 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 
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ROGERS,R.D.; MCFARLANE,J.C.; SORPTION OF CARBON TETRACHLORIDE, ETHYLENE 
DIBROMIDE AND TRICHLOROETHYLENE IN SOIL AND CLAY . ; ENVIRON. MONIT. ASSESS.; 
1:155-8.; 1981 

End of search 
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SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/2812004 
Chemical: Tetrachloroethane, 1,1,2,2- CAS Number. 000079-34-5 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter Value :Unit Source ~ Value 

Ora!RfD: mgllqifday Melal Contain: No 

lohal RID: mg/kg/day Organic: Yes 

Oral Slope: 2.0E-1 (mg/kg/day)"-! lRIS Gas: Yes 

Oral Wt-of-Evid: C Particulate: No 

Inhal Slope: 2.0E-1 (mg/kg/day)"-! JRlS Iudionuclide: No 

Inhal Wt-of-Evid: C Rad. Element: No 

Oral EDI0: 6.0E-1 mg/kg/day EPA_EDI0 Molecular Weight: l.7E+2 

Oral EDJ0 Wgt C Density: l.6E+o g/mL @ 20.00 C 

lnbal EDI0: 6.0E-1 mg/kg/day EPA_EDI0 
lnhal EDI0 Wgt: C 
Oral LDS0: 3.2E+2 mg/kg ACGIH MOBILITY 
Dermal LOSO: 6.3E+3 mg/kg ACGIH 
Gas Inbal LC50: I.0E+3 ppm ACGIH ~ Value Unit Source 
Dust lnhal LC50: 3.7E+3 mg/L RTECS Vapor Press: 4.6E+o Torr CHEMFATE 

ACUTE 
Henry's Law: 3.4E-4 atm-m3/mol CHEMFATE 
Water Solub: 3.0E+3 mg/L CHEMFATE 

FreshCMC: µg/L Dislno Coef l.9E-1 ml/g SSG_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOAC<;:UMULATION 

Fresh Ecol LCS0: µg/L 
Salt Ecol LC50: µg/L Parameter Value Unit Source 

FOOD CHAIN 
Fresh BCF: 8.0E+o VER_BCF 
SaltBCF: 

PERSISTENCE 
ENVIRONMENTAL 

Value Unit Source 
. Fresh BCF: 8.0E+0 VER_BCF 

Parameter SaltBCF: 
LAKE - Halflives 

Hydrolysis: 4.4E+I days FATERATE LogKow: 2.4E+o CHEMFATE 
Volatility: 1.IE+2 days TIIOMAS Water Solub: 3.0E+3 CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodeg: l.8E+2 days FATERATE 
Radio: days 

OTHER DATA 
RIVER - Halflives 

Hydrolysis: 4.4E+I days FATERATE Melting Point: -4.4E+l C 
Volalllity: 1.3E+0 days 1HOMAS Boiling Point: 1.5E+2 C 
Photolysis: days Formula: C2 H2C14 
Biodeg: l.8E+2 days FATERATE 
Radio: days 

LogKow: 2.4E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A - 333 
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CAS #: 000079-34-5 Name: 1,1,2,2-TETRACHLOROETHANE 

****************************************************************************** 
MELT 1,1,2,2-TETRACHLOROETHANE CAS# 79-34-5 

Melting Point -44 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP 1, 1, 2, 2 -TETRACHLOROETHANE CAS# 79-34-5 
Vapor Pressure : 6.1 MM HG MEAS 

Temperature (C): 25 
Abbrev. Ref. ENGINEERING SCIENCES DATA UNIT (1976) 

***********************************t****************************************** 

VP 1,1,2,2-TETRACHLOROETHANE CAS# 79-34-5 
Vapor Pressure : 4.620E+OO MM HG MEASURED 
Temperature (C) : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

VP 1,1,2,2-TETRACHLOROETHANE CAS# 79-34-5 
vapor Pressure : 4 . 62 MM HG MEAS 
Temperature (C) : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P . ; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF. CHEMICAL RNGINEERS. PP.450; 1985 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

ENGINEERING SCIENCES DATA UNIT (1976) 
ENGI NEERI NG SCIENCES DATA UNIT.; VAPOR PRESSURES AND CRI TICAL POINTS OF 
LIQUIDS. VII. HALOGENATED ETHANES AND ETHYLENES.; ENG. SCI. DATA ITEM . 
76004. PP.43.; 1976 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
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Date: 1/28/2004 
Chemical: Dlbromo-3-chloropropano, 1,2-

TOXICITY 

Parameter Value J;!.!li! 
Oral RID: mg/kg/day 
lnhal RID: 5.7E-5 mg/kg/day 
Oral Slope: 1.4E+-O (mg/kg/dayY--1 
Oral Wt-of-Evid: B2 
lnhal Slope: 2.4E-3 (mg/kg/dayY--1 
lnhal Wt-of.Evid: B2 
Oral EDJ0: 8.IE-4 mg/kg/day 
Oral EDIO Wgt B2 
lnhal ED10: 8.IE-4 mg/kg/day 
Jnhal EDI0Wgt B2 
Oral LDSO: l.5E+2 . mg/kg 
Dermal LD50: 1.4E+3 mg/kg 
Gas lnhal LC50: 1.0E+2 ppm 
Dust lnhal LC50: mg/L 

ACUTE 
FreshCMC: µg/L 
SaltCMC: µg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

Fresh Ecol LC50: 2.0E+4 µg/L 
Salt Ecol LC50: µg/L 

PERSISTENCE 

~ Value Unit 

LAKE-Halflives 
Hydrolysis: l.4E+2 days 
Volatility: l.4E+2 days 
Photolysis: days 
Biodeg: 1.8E+2 days 
Radio: days 

RIVER - Ha!Oives 
Hydrolysis: 1.4E+2 days 
Volatility: 1.7E+o days 
Photolysis: days 
Biodeg: J.8E+2 days 
Radio: days 

LogKow: 2.3E+o 

SUPERFUND CHEMICAL DATA MATRIX 

Source 

IRIS 
HEAST 

HEAST 

EPA_EDI0 

EPA_EDI0 

RTECS 
RTECS 
RTECS 

ECOTOX 

Source 

CHEMFATE 
THOMAS 

FATERATE 

CHEMFATE 
THOMAS 

FATERATE 

CHEMFATE 

CAS Number: 000096-12-8 

PHYSICAL CHARACTERISTICS 

Parameter 
Metal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad. Element 
Molecular Weight: 

. Value 
~ 
Yes 
Yes 
No 
No 

Density: 

No 
2.4£+2 
2.JE+o g/mL @ 14.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Water Solub: 
Distrib Coef: 
Geo Mean Sol: 

Parameter 
FOOD CHAIN 

FreshBCF: 
SaltBCF: 

ENVIRONMENTAL 
FreshBCF: 
SaltBCF'. 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Value 

5.8E-1 
1.5E-4 
l.2E+3 
1.7E-I 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
mVg 
mg/L 

BlOACCUMULATION 

2.JE+o 
l.2E+3 

mg/L 

OTHER DATA 

Melting Point C 
Boiling Point 2.0E+2 C 
Formula: C3 HS Br2. Cl 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
SSG_KD 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A - 119 
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CAS #: 000096-12-8 Name: 1,2-DIBROMO-3-CHLOROPROPANE 

****************************************************************************** 
MELT 1,2-DIBROMO-3-CHLOROPROPANE CAS# 96-12-8 

Melting Point 6 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. STENGER,VA (1978) 

****************************************************************************** 

VP 1,2-DIBROMO-3-CHLOROPROPANE CAS# 96-12-8 
Vapor Pressure: 0.58 MM HG 
Temperature (Cl: 20 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. MUNNECKE,DE & VANGUNDY,SD (1979) 

****************************************************************************** 

MUNNECKE,DE & VANGUNDY,SD (1979) 
MUNNECKE,D . E.; VANGUNDY,S.D.; MOVEMENT OF FUMIGANTS IN SOIL, DOSAGE, 
RESPONSES, AND DIFFERENTIAL EFFECTS.; ANNU. REV. PHYTOPATHOL.; 17:405-29; 
1979 

STENGER,VA (1978) 
STENGER,V.A.; BROMINE COMPOUNDS .; IN: KIRK - OTHMER ENCYCL. CHEM. TECHNOL. 3 
ED. NEW YORK,NY: WILEY-INTERSCIENCE. 4:243 - 63; 1978 

End of Search 
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SUPERFUND CHEMICAL DATA MATRIX 
Data: 1/28/2004 
Chemical: Trlchloropropane, 1,2,3· CAS Number: 000096-18-4 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter Value .!.!ml Source Parameter Value 

OralRID: 6.0E-3 mg/kg/day IRIS Metal Contain: No 

Inba!RID: mg/kg/day Organic: Yes 

Oral Slope: 7.0E+o (mg/kgtdayY-t HEAST Gas: Yes 

Oral Wt-<>f-Evid: B2 Particulate: No 

Inbal Slope: (mg/kgtdayY-t Radionuclide: No 

lnbal Wt--of-Evid: Rad. Element: No 

OralEDlO: mg/kg/day Molecular Weight: t.5E+2 

Oral EDIOWgt: Density: l.4E+o g/mL@ 20.00 C 

InbalEDIO: mg/kg/day 
Jnha!EDIO Wgt: 
OralLD50: 3.4E+2 mg/kg ACGIH MOBILITY 
Dermal 1D50: 5.2E+2 mg/kg RTECS 
Gas Inhal LCSO: 5.0E+2 ppm RTECS Parameter Value Unit Source 
Dust Jnbal LCSO: mg/L Vapor Press: 3.7E+o Torr CHEMFATE 

Henry's Law: 4.IE-4 atm-m3/mol CHEMFATE 
ACUTE Water Solub:· l.8E+3 mg/L CHEMFATE 

FrcshCMC: µg/L Distrib Coef: l.4E-J mVg SSG_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh F.col LCSO: 2.6E+4 µg/L ECOTOX 
Salt Ecol LCSO: µg/L Parameter Value Unit Source 

FOOD CHAIN 
Fresh BCF: 
SaltBCF: 

PERSISTENCE 
ENVIRONMENTAL 

~ Value Unit Source 
Fresh BCF: 
SaltBCF: 

LAKE - Halflives 
Hydrolysis: l.6E+4 days CHEMFATE LogKow: 2.0E+o CHEMFATE 
Volatility: l.lE+2 days TIIOMAS Warer:Solilb: J.8E+3 CHEMFATE 
Photolysis: days Geo Mean Sol: rog/L 
Biodeg: 3.6E+2 days FATERATE 
Radio: days 

OTHER DATA 
RIVER- Halflives 

Hydrolysis: l.6E+4 days CHEMFATE Melting Point: -1.SE+l C 
Volatility: I.2E+o days THOMAS Boiling Point: 1.6E+2 C 
Photolysis: days Formula: C3 H5Cl3 
Biodeg: 3.6E+2 days FATERATE 
Radio: days 

LogKow: 2.0E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A-371 
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CAS #: 000096-18-4 Name: 1,2,3-TRICHLOROPROPANE 

****************************************************************************** 
MELT 1,2,3-TRICHLOROPROPANE CAS# 96 - 18-4 

Melting Point - 14.7 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP 1,2,3-TRICHLOROPROPANE CAS# 96 - 18-4 
Vapor Pressure: 3.1 MM HG 
Temperature (C): 25 
Abbrev. Ref. MACKAY,D ET AL. (1982) 

****************************************************************************** 

VP 1,2,3-TRICHLOROPROPANE 
Vapor Pressure: 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

3 . 687E+00 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 96-18-4 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB. CORP., NEW YORK, 
NY. , 4 VOL. ; 19 8 9 

MACKAY,D ET AL. (1982) 
MACKAY,D.; BOBRA,A.; CHAN,D.W.; SHIU,W.Y.; VAPOR PRESSURE CORRELATIONS FOR 
LOW-VOLATILITY ENVIRONMENTAL CHEMICALS.; ENVIRON. SCI. TECHNOL . ; 16:645 - 9.; 
1982 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4 TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP= Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000106-35-4 
Chem Name 3-HEPTANONE 

· Mal Formula: C7H14O 
Mal Weight : 114 .19 
Melting Pt : -39 deg C 
Boiling Pt : 147 deg C 
Water Solubility: 

Value 4300 mg/L 
Temp 20 deg C 
Type EXP 
Ref FLICK,EW (1991) 

Log P (octanol-water): 
Value 1. 73 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 2.6 mm Hg 
Temp 20 deg C 

Type EXP 
Ref DAUBERT,TE & DANNER,RP (1993) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 9.0SE-005 atm-m3/mole 
Temp 20 deg C 
Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant: 
Value 7.89E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back ToPhysJ?wpDemoJ>age 
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CAS #: 000106-88-7 Name: 1-BUTENE OXIDE 

****************************************************************************** 
MELT 1 - BUTENE OXIDE CAS# 106-88- 7 

Melting Point - 150 DEGC 
Remarks SETS TO A GLASS, SRC RECOMMENDED VALUE 
Abbrev. Ref . HAWLEY,GG (1981) 

****************************************************************************** 

VP 1 - BUTENE OXIDE 
Vapor Pressure : 
Temperature (C): 
Abbrev. Ref. 

.176E 03 
25. 

TORR 

BOGYO,DA ET AL. (1980 ) 

CAS# 106-88-7 
MEASURED 

****************************************************************************** 

VP 1 - BUTENE OXIDE CAS# 106-88-7 
Vapor Pressure: 180 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. OSBORN,AG & SCOTT,DW (1980) 

****************************************************************************** 

BOGYO,DA ET AL . (1980) 
BOGYO,D.A . ; LANDE, S.S.; MEYLEN, W .M.; HOWARD, P.H.; SANTODONATO,J.; 
INVESTIGATION OF SELECTED ENVIRONMENTAL CONTAMINANTS: EPOXIDES . ; 
EPA-560/11-80-005. WASHINGTON,D.C. :US EPA. PP.202.; 1980 

HAWLEY,GG (1981) 
HAWLEY,G.G.; THE CONDENSED CHEMICAL DISTIONARY. 10TH ED.; NEW YORK,NY: VAN 
NOSTRAND REINHOLD CO. PP.1135.; 1981 

OSBORN,AG & SCOTT,DW (1980) 
OSBORN,A-G.; SCOTT,D.W.; VAPOR PRESSURE OF 17 MISCELLANEOUS ORGANIC COMPOUN 

J CHEM THERMODYNAMIC; 12 : 429 - 38; 1980 

End of Search 
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CHEMFATE Search Results 
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CAS #: 000106-97-8 Name: BUTANE 

****************************************************************************** 
MELT BUTANE 

Melting Point 
Remarks 

1 
2 

Abbrev. Ref. 

-138 . 4 DEG C 

LIDE (1991) 
HPV: LOW 1,3-BUTADIENE C4 STREAMS 

US EPA (2004) 

CAS# 106-97-8 

****************************************************************************** 

VP BUTANE 
Vapor Pressure 2800 
Temperature (C): 40 
Remarks 

MM HG MEASURED 

1 
2 

Abbrev. Ref. 

GAS PRODUCERS ASSOCIATION (1996) 
HPV: LOW 1,3-BUTADIENE C4 STREAMS 

US EPA (2004) 

CAS# 106-97-8 

****************************************************************************** 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS . ; WASHINGTON, DC: 
USEPA, OFF. PREVENT. PEST. TOX. SUBST., POLLUT. PREVENT. TOXICS. AVAILABLE 
HTTP://WWW.EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT.HTM AS OF MARCH, 2004.; 2004 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000106-97-8 
Chem Name N-BUTANE 
Mol Formula: C4Hl0 
Mol Weight : 58.12 
Melting Pt : -138.2 deg C 
Boiling Pt: -0.5 deg C 
Water Solubility: 

Value 61.2 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : MCAULIFFE,C (1966) 

Log P (octanol - water): 
Value 2.89 
Type : EXP 
Ref : HANSCH,C ET AL . (1995) 

Vapor Pressure: 
Value :· 1820 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : RIDDICK,JA ET AL. (1986) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law Constant: 
0.95 atm-m3/mole 

: 25 deg C 
: EST 
: VP/WSOL 

Atmospheric OH Rate Constant: 
Value 2.54E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To Ph)"sProp_Demo Page 

http:/ /esc.syrres.com/interkow/webprop .exe 12/23/2005 



CHEMF A TE Search Results Page 1 of 1 

- Syracuse Research Corporation .·. c,W" i: n:•c:l : 

•;_, .~,-:.--"... , • ,- ... -; •· :;- - • --, • ":, ... -:- ""'":'.,-. ~ .,.,.- ~ -: ; ,,..,. .,_...,--; 1':'.:';""""""'--:,~ --~- ~~-"T,....,...r:;,1".~- -,-• - -,_✓-. -~ • ... -,• ~--~t ,-;-. r-• -;~·: ',.:.:; ;-- 1 

AboutSRC Career Cenkr 

CHEMFATE Search Results 

Re.1Yrn to EFD.IJ page 

CAS #: 000106-99-0 Name: 1,3-BUTADIENE 

****************************************************************************** 
MELT 1,3-BUTADIENE CAS# 106 - 99-0 

Melting Point -108 . 966 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP 1,3-BUTADIENE CAS# 106-99-0 
. Vapor Pressure : 2107 MM HG 

Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref . DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

MERCK INDEX {1 983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO . , INC.; 1983 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 12/23/2005 



Date: 1/28/2004 
Chemical: Acrolein 

Parameter Value 

Ora!RfD: 5.0E-4 
lnhalRID: 5.7E-6 
Oral Slope: 
Oral Wt-of-Evid: 
lnhal Slope: 
Inhal Wt-of-Evid: 
Oral EDIO: 
Oral EDl O W gt: 
Inha!EDIO: 
Inhal EDlO Wgt: 
Oral LDSO: 4.6E+I 
Dermal LOSO: 5.6E+2 
Oas lnba1 LC50: 6.6E+l 
Oust Inhal LC50: l.SE+I 

ACUTE 
FreshCMC: 
SaltCMC: 

CHRONIC 
Fresh CCC: 
Salt CCC: 

Fresh Ecol LC50: 6.0E+O 
Salt Ecol LCSO: 2.7E+2 

Parameter Value 

LAKE - Halflivcs 
Hydrolysis: 
Volatility: 5.0E-1 
Photolysis: 
Biocleg: 2.SE+l 
Radio: 

RIVER - Halflives 
Hydrolysis: 
Volatility: 5.0E-1 
Photolysis: 
Biodeg: 2.8E+I 
Radio: 

LogKow: -1.0E-2 

TOXICITY 

Unit 

mg/kg/day 
mg/kg/day 
(mg/kj¥'day)"-1 

(mg/kg/day)"- I 

mg/kj¥'day 

mg/kg/day 

mg/kg 
mg/kg 
ppm 
mg/L 

µg/L 
µg/L 

µg/L 
µg/L 

µg/L 
µg/L 

PERSISTENCE 

!mi! 

days 
days 
days 
days 
days 

days 
days 
days 
days 
days 

SUPERFUND CHEMICAL DATA MATRIX 

Source 

IR1S 
IRIS 

ACGilI 
ACGJH 
RTECS 
RTECS 

ECOTOX 
ECOTOX 

~ 

THOMAS 

FATERATE 

THOMAS 

FATERATE 

CHEMFATE 

CAS Number: 000107-02-8 

PHYSICAL CHARACTERISTICS 

Parameter 
Meml Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad. Element: 
Molecular Weight: 

Value 
No 
Yes 
Yes 
No 
No 

Density: 

No 
5.6E+ I 
8.4E-I w'mL@ 20.00 C 

~ 
Vapor Press: 
Hcn,y's Law: 
Water Solub: 
Distr:ib Coef: 
Geo Mean Sol: 

Parameter 
FOOD CHAIN 

FrcshBCF: 
SaltBCF: 

ENVIRONMENTAL 
Fresh BCF: 
SaltBCF: 

LogKow: 
Warer Solub: 
Geo Mean Sol: 

Melting Point: 
Boiling Point: 
Formula: 

Value 

2.7E+2 
l.2E-4 
2.1E+5 
I.SE-I 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
ml/g 
mg/L 

BIOACCUMULATION 

Value Unit 

3.4E+2 

3.4E+2 

-l.OE-2 
2.lE+S 

mg/L 

OTHER DATA 

-8.SE+l 
5.3E+l 
C3H40 

C 
C 

Source 

CHEMFATE 
OIEMFATE 
CHEMFATE 
DITOR_KD 

~ 

ECOTOX 

ECOTOX 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A-7 
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CHEMFATE Search Results 

Return to EFDBpJige 

CAS #: 000107-02-8 Name: ACROLEIN 

****************************************************************************** 
MELT ACROLEIN 

Melting Point 
Remarks 
Abbrev. Ref. 

-86.95 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAB# 107-02-8 

****************************************************************************** 

VP ACROLEIN 
Vapor Pressure 
Temperature (C): 
Abbrev. Ref. 

.220E 03 
20. 

TORR 

HESS,LG ET AL. (1978) 

CAS# 107-02-8 
MEASURED 

****************************************************************************** 

VP ACROLEIN 
Vapor Pressure 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

273 MM HG 
25 
SRC RECOMMENDED VALUE 
STULL ,DR (1947) 

CAS# 107-02-8 

****************************************************************************** 

VP ACROLEIN 
Vapor Pressure 
Temperature (C): 
Remarks 
Abbrev. Ref. 

2.741E+02 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1985) 

CAS# 107-02-8 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T .E .; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

HESS,LG ET AL . (1978) 
HESS,L.G.; KURTZ,A.N.; STANTON,D.B.; ACROLE!N AND DERIVATIVES.; IN: 
KIRK-OTHMER ENCYCL. CHEM. TECH. 3RD ED. 1:277-97.; 1978 

RIDDICK,JA ET _AL. (1 986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

STULL,DR (1947) 
STULL,D.R.; VAPOR PRESSURE OF PURE SUBSTANCES-ORGANIC COMPOUNDS.; IND. ENG. 
CHEM.; 39:517-50.; 1947 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 
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Carecr Center Training 

CHEMFATE Search Results 

Return to EFDB pJ.Jge 

CAS #: 000107-12-0 . Name: PROPIONITRILE 

****************************************************************************** 
MELT PROPIONITRILE 

Melting Point 
Remarks 
Abbrev. Ref. 

-91. 8 DEG C 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983) 

CAS# 107-12-0 

****************************************************************************** 

VP PROPIONITRILE CAS# 107-12-0 
Vapor Pressure 40 MM HG 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref . BOUBLIK,T ET AL. (1984) 

****************************************************************************** 

VP PROPIONITRILE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

4.739E+Ol 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1985) 

CAS# 107-12-0 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK,T.; FRIED,V.; HALA,B.; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION . VOL. 1 7. ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

DAUBERT.,TE & DANNER,RP (1985) 
DAUBERT,T . E . ; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

MERCK INDEX (1983) 
MERCK INDEX. ; THE MERCK INDEX . AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED. ; WINDHOLZ, M ED. RAHWAY, N. J . : MERCK AND CO. , INC. ; 1983 

End of Search 
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CAS #: 000107-13-1 Name: ACRYLONITRILE 

****************************************************************************** 
MELT ACRYLONITRILE CAS# 107 - 13 - 1 

Melting Point -83.55 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL . (1986) 

****************************************************************************** 

VP ACRYLONITRILE 
Vapor Pressure : . SOOOE+02 .1000E+03 
Temperature (C): 8.7 23.6 
Abbrev. Ref. NORRIS , MV (1967) 

.llOOE+03 
25 . 0 

CAS# 
TORR 

107-13 - 1 
MEASURED 

****************************************************************************** 

VP ACRYLONITRILE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

108.5 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 107 - 13-1 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . PP . 450; 1985 

NORRIS,MV (1967) 
NORRIS,M . V.; ACRYLONITRILE . ; ENCYCL . IND . CHEM. ANAL.; 4:368-81.; 1967 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A . ; BUNGER,W.B.; SAKANO,T .K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION . ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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CAS #: 000107-18-6 Name: ALL YL ALCOHOL 

****************************************************************************** 
MELT ALLYL ALCOHOL 

Melting Point 
Remarks 
Abbrev. Ref. 

-129 DEG C 
SRC RECOMMENDED VALUE 
ALDRICH (1988) 

CAS# 107 - 18-6 

****************************************************************************** 

VP ALLYL ALCOHOL 
Vapor Pressure: 
Temperature (C): 
Abbrev. Ref. 

28.1 
25 

MM HG 

BOUBLIK,T ET AL . 

CAS# 107-18-6 

(1984) 
****************************************************************************** 

VP ALLYL ALCOHOL 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

2.610E+0l 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 107-18-6 

****************************************************************************** 

ALDRICH (1988) 
ALDRICH.; CATALOG HANDBOOK OF FINE CHEMICALS 1988-1989; MILWAUKEE, WI: 
ALDRICH CHEM CO.; 1988 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E.; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 17. ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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CAS #: 000107-19-7 Name: PROPARGYLICALCOHOL 

****************************************************************************** 
MELT PROPARGYLIC ALCOHOL CAS# 107-19-7 

Melting Point -51. 8 DEG C 
Remarks 

1 CRC HNDBK CHEM PHYS 81ST ED . (2000) 
2 HPV: PROPARGYL ALCOHOL 

Abbrev. Ref. US EPA (2004) 
****************************************************************************** 

VP PROPARGYLIC ALCOHOL 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

1.560E+0l 
25 

MM HG MEASURED 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1989) 

CAS# 107-19-7 

****************************************************************************** 

VP PROPARGYLIC ALCOHOL 
Vapor Pressure: 
Temperature (C): 
Remarks 

1 
2 

Abbrev. Ref. 

15.6 
25 

MM HG CALCULATED 

DAUBERT AND DANNER (1989) 
HPV: PROPARGYL ALCOHOL 

US EPA (2004) 

CAS# 107-19-7 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP . , NEW YORK, 
NY. , 4 VOL. ; 1989 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. TEE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. PREVENT. PEST. TOX. SUBST . , POLLUT . PREVENT. TOXICS. AVAILABLE 
HTTP://WWW.EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT.HTM AS OF MARCH, 2004.; 2004 

End of Search 
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CAS #: 000107-31-3 Name: ME1HYL FORMATE 

**************************************************************************** ** 
VP METHYL FORMATE 

Vapor Pressure : 
Temperature (C) : 
Remarks 
Abbrev . Ref. 

5.857E+02 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1 989) 

CAS# 107-31-3 

***************** *********** ************************************************* * 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P . ; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY. , 4 VOL . ; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000107-31-3 
Chem Name METHYLFORMATE 
Mol Formula: C2H4O2 
Mol Weight 60.05 
Melting Pt: -99 deg C 
Boiling Pt : 31.7 deg C 
Water Solubility: 

Value 2.3E+00S mg/L 
Temp 25 deg C 
Type EXP 
Ref RIDDICK,JA ET AL. (1986) 

Log P (octanol-water): 
Value 0.03 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 586 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.000223 atm-m3/mole 
Temp 25 deg c 
Type EXP 
Ref HINE,J & MOOKERJEE,PK (1975) 

Atmospheric OH Rate Constant: 
Value 2.27E-013 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref KWOK,ESC & ATKINSON,R (1994) 

http://esc.syrres.com/interkow/webprop.exe 12/23/2005 
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CAS #: 000107-87-9 Name: METHYL PROPYL KETONE 

****************************************************************************** 
MELT METHYL PROPYL KETONE 

Melting Point 
Remarks 
Abbrev . Ref. 

-78 DEG C 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983} 

CAS# 107-87-9 

****************************************************************************** 

MELT METHYL PROPYL KETONE CAS# 107-87-9 
Melting Point -78 DEG C 
Remarks 

1 MERCK INDEX (1996} 
2 HPV: METHYL N-PROPYL KETONE 

Abbrev. Ref. US EPA (2004) 
****************************************************************************** 

VP METHYL PROPYL KETONE 
Vapor Pressure : 
Temperature (C}: 
Remarks 
Abbrev. Ref. 

35.4 
25 

MM HG 

SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 107-87-9 

****************************************************************************** 

VP METHYL PROPYL KETONE CAS# 107-87-9 
Vapor Pressure : 35.4 MM HG MEASURED 
Temperature (Cl: 25 
Remarks 

1 RIDDICK ET AL. (1985} 
2 HPV: METHYL N-PROPYL KETONE 

Abbrev. Ref. US EPA (2004) 
****************************************************************************** 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

RIDDICK,JA ET AL . (1986) 
RIDDICK,J.A.; BUNGER,W . B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION . ; TECHNIQUES OF CHEMISTRY. 4TH ED . NEW YORK,NY 
WILEY-INTERSCIENCE. 2 : PP.1325; 1986 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV} CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. PREVENT. PEST. TOX. SUBST., POLLUT. PREVENT. TOXICS. AVAILABLE 

http://esc.syrres.com/scripts/CHFcgi.exe 12/23/2005 
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End of Search 
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AboutSRC Loc:lldons fraimng 

CHEMFATE Search Results 

CAS #: 000107-98-2 Name: l-METHOXY-2-PROPANOL 

****************************************************************************** 
MELT 1 - METHOXY-2-PROPANOL 

Melting Point 
Remarks 
Abbrev. Ref . 

-142 DEG C 
SRC RECOMMENDED VALUE 
DOW CHEMICAL COMPANY (1981) 

CAS# 107 - 98 - 2 

******************** **************************** *** *** ************************ 

VP 1-METHOXY- 2-PROPANOL 
Vapor Pressure : 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

12.5 
25 

MM HG 

SRC RECOMMENDED VALUE 
DOW CHEMICAL COMPANY (1981) 

CAS# 107-98-2 

******************************************* *********************************** 

DOW CHEMICAL COMPANY (1981) 
DOW CHEMICAL COMPANY.; THE GLYCOL ETHERS HANDBOOK .; MIDLAND, MI : DOW 
CHEMICAL CO.; 1981 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000108-03-2 
Chem Name 1-NITROPROPANE 
Mol Formula: C3H7NO2 
Mol Weight : 89.10 
Melting Pt : -108 deg C 
Boiling Pt : 131.1 deg C 
Water Solubility: 

Value l.5E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : RIDDICK,JA ET AL. (1986) 

Log P (octanol-water): 
Value 0.87 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 10.1 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 8.98 
Temp 
Type EXP 
Ref RIDDICK,JA ET AL. (1986) 

Henry's Law Constant: 
Value 8.7E-005 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : HINE,J & MOOKERJEE,PK (1975) 

Atmospheric OH Rate Constant: 
Value 4.4E-013 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref KWOK,ESC & ATKINSON,R (1994) 

Back To PhysProp Demo Page 
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Dale: 1/28/2004 
Chemical: Vinyl acetate 

TOXICITY 

Parameter Value Unit 

OralRID: l.OE+o mg/kg/day 
Inhal RID: 5.7E-2 mg/kg/day 
Oral Slope: (mg/kg/day)"-! 
Oral Wt--0f-Evid: 
lnbal Slope: (mg/kg/day)"-! 
lnbal Wt--0f-Evid: 
OralEDJO: mg/kg/day 
Oral EDl O Wgt 
Inhal EDJO: mg/kg/day 
Jnhal EDIO Wgt: 
OraJLD50: l.6E+3 mg/kg 
Dermal LD50: 2.3E+3 mg/kg 
Gas lnhal LC50: 2.5E+3 ppm 
Dust Inhal LC50: mg/L 

ACUTE 
FrcshCMC: µg/L 
SaltCMC: µg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

Fresh Ecol LC50: l.4E+4 µg/L 
Salt Ecol LC50: I.OE+4 µg/L 

PERSISTENCE 

~ Value Unit 

LAKE - Halflives 
Hydrolysis: 7.3E+-O days 
Volatility: 8.2E+l days 
Photolysis: 2.7E-l days 
Biodcg: days 
Radio: days 

RIVER - Haltlives 
Hydrolysis: 7.3E+o days 
Volatility: 9.2E-l days 
Photolysis: 2.7E-l days 
Biodeg: days 
Radio: days 

LogKow: 7.3E-l 

SUPERFUND CHEMICAL DATA MATRIX 

Source 

HEAST 
IRJS 

ACGlll 
ACGIB 
ACGill 

ECOT0X 
ECOT0X 

CHEMFATE 
THOMAS 
CHEMFATE 

CHEMFATE 
THOMAS 
CHEMFATE 

CHEMFATE 

CAS Number: 000108-05-4 

PHYSICAL CHARACTERISTICS 

Pammeter 
Metal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad. Element: 
Molecular Weight: 

Value 
No 
Yes 
Yes 
No 
No 

Density: 

No 
8.6E+l 
9.3E-1 g/mL @ 20.00 C 

Parameter 

Vapor Press: 
Hcnry's Law: 
WatcrSohib: 
Distrib Coef: 
Geo Mean Sol: 

P=cter 
FOOD CHAIN 

FreshBCF: 
SaltBCF: 

ENVIRONMENTAL 
Fresh BCF: 
SaltBCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Melting Point: 
Boiling Point: 
Formula: 

9.0E+l 
5.IE-4 
2..0E+4 
7.9E-I 

MOBILITY 

Torr 
atm-m3/mol 
mg/L 
ml/g 
mg/L 

BIOACCUMULATION 

7.3E-l 
2.0E+4 

mg/L 

OTHER DATA 

-9.3E+l 
7.3E+l 
C4 H602 

C 
C 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
DITOR_KD 

CHEMFATE 
CBEMFATE 

CLASS INFORMATION 

Parent Substance 

A - 393 
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About SIC 

CHEMFATE Search Results 

Rc:turn to EFDB page 

CAS #: 000108-05-4 Name: VINYL ACETATE 

****************************************************************************** 
MELT VINYL ACETATE 

Melting Point 
Remarks 
Abbrev. Ref. 

-92. 8 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,·JA ET AL. (1986} 

CAS# 108-05-4 

****************************************************************************** 

VP VINYL ACETATE CAS# 108-05-4 
Vapor Pressure: 90.16 MM HG 
Temperature (C}: 20 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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Date: 1/28/2004 
Chemical: Methyl isobutyl ketone 

~ 
Oral RID: 
lnha1 RID: 
Oral Slope: 
Oral Wt--0f-Evid: 
lnhal Slope: 
Inhal Wt--0f-Evid: 
Ora!EDI0: 
O!lll EDIO Wgt: 
Inhal EDI0: 
lnbal EDI0 Wgt: 
Ora!LDSO: 
Dermal LD50: 
Gas Inhal LC50: 
Dust Inhal LC50: 

AClITE 
FreshCMC: 
SaltCMC: 

CHRONIC 
Fresh CCC: 
Salt CCC: 

Fresh Eeol LCSO: 
Salt Ecol LC50: 

Parameter 

LAKE - Halflives 
Hydrolysis: 
Volatility: 
Photolysis: 
Biodeg: 
Radio: 

RIVER - Haltlives 
Hydrolysis: 
Volatility: 
PholOlysis: 
Biodeg: 
Radio: 

LogKow: 

Value 

8.0E-2 
8.6E-l 

2.IE+3 
3.0E+3 

8.3E+4 

4.6E+5 
l.2E+6 

Value 

8.SE+l 

7.0E+o 

l.lE+o 

7.0E+o 

l.2E+o 

TOXICITY 

Unit 

mg/kg/day 
mg/kg/day 
(mg/kg/day)"-! 

(mg/kg/day)"-! 

mg/kg/day 

mg/kg/day 

mg/kg 
mg/kg 
ppm 
mg/L 

µg/L 
µg/L 

µg/L 
µg/L 

µg/L 
µg/L 

PERSISTENCE 

days 
days 
days 
days 
days 

days 
days 
days 
days 
days 

SUPERFUND CHEMICAL DATA MATRIX 

Source 

HEAST 
IRIS 

ACGIH 
RTECS 

RTECS 

ECOTOX 
ECOTOX 

TIIOMAS 

FATERATE 

THOMAS 

FATERATE 

CHEMFATE 

CAS Number: 000108-10-1 

PHYSICAL CHARACTERISTICS 

Parameter 
Metal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad Element: 
Molecular Weight: 

Value 
No 
Yes 
Yes 
No 
No 

Density: 

No 
I.0E+2 
8.0E-1 g/mL @ 25.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Watt:,:So\ub: 
Distrib Coef: 
Geo Mean Sol: 

Parameter 
FOODCHAJN 

Fresh BCF: 
SaltBCF: 

ENVIRONMENTAL 
Fresh BCF: 
Salt BCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Melting Point: 
Boiling Point: 
Formula: 

Value 

2.0E+I 
J.4E-4 
l.9E+4 
2.2E+o 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
ml/g 
mg/L 

BIOACCUMULATION 

l.2E+o 
1.9E+4 

mg/L 

OTHER DATA 

-8.4E+l 
1.2E+2 
C6H12O 

C 
C 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
DITOR_KD 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A - 243 
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AboutSRC frainlng 

CHEMFATE Search Results 

Return to EFD]lpage 

CAS #: 000108-10-1 Name: METIIYL ISOBUTYL KETONE 

**************"**************************************************************** 
MELT METHYL ISOBUTYL KETONE CAS# 108-10-1 

Melting Point 
Remarks 
Abbrev. Ref . 

-84 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP METHYL ISOBUTYL KETONE 
Vapor Pressure : 
Temperature (C): 
Abbrev. Ref. 

. 188E 02 
25. 

TORR 

AMBROSE , D ET AL. (1975) 

CAS# 108 - 10-1 
MEASURED 

*****************************************************************************~ 

VP METHYL ISOBUTYL KETONE CAS# 108-10-1 
Vapor Pressure : .16E 02 TORR MEASURED 
Temperature (C): 20. 
Abbrev . Ref. HANN,RWJR & JENSEN,PA (1977) 

**************************************************** ** ******** ** *********** *** 

VP METHYL ISOBUTYL KETONE CAS# 108-10 - 1 
Vapor Pressure: 19.86 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref . DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

AMBROSE,D ET AL. (1975) 
AMBROSE,D.; ELLENDER,J.H.; LEES,E.B.; SPRAKE , C.H . S-; TOWNSEND,R.; 
THERMODYNAMIC PROPERTIES OF ORGANI C OXYGEN COMPOUNDS. XXXVIII. VAPOUR. 
PRESSURES OF SOME ALIPHATIC KETONES.; J . CHEM. THERM.; 7:453-72 . ; 1975 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMP ILATION TABLES OF PROPERTI ES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

HANN,RWJR & JENSEN,PA (1977) 
HANN,R.W. JR.; JENSEN,P.A. ; WATER QUALITY CHARACTERISTICS OF HAZARDOUS 
MATERIALS.; NTIS-PB-285946 . TEXAS A&M UNIV . , COLLEGE STATION ENVIRONMENTAL 
ENGINEERING DIV. 1751 PP . ; 1977 

RIDDI CK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T. K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY- INTERSCIENCE . 2 : PP . 1325; 1986 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 
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fraimng 

CHEMFATE Search Results 

CAS #: 000108-20-3 Name: DIISOPROPYL ETHER 

****************************************************************************** 
VP DIISOPROPYL ETHER 

Vapor Pressure : 
Temperature (C): 
Abbrev. Ref. 

.130E 03 
20. 

TORR 

VERSCHUEREN,K (1977) 

CAS# 108-20-3 
MEASURED 

****************************************************************************** 

VP DIISOPROPYL ETHER CAS# 108-20-3 
Vapor Pressure : .1491E 03 TORR MEASURED 
Temperature (C): 25. 
Remarks UNITS CONVERTED 
Abbrev. Ref. AMBROSE,D ET AL. (1976) 

****************************************************************************** 

AMBROSE,D ET AL. (1976) 
AMBROSE,D.; ELLENDER,J.H.; SPRAKE, C.H.S.; TOWNSEND, R.; THERMODYNAMIC 
PROPERTIES OF ORGANIC OXYGEN COMPOUNDS. XLIII. VAPOR PRESSURES OF SOME 
ETHERS.; J. CHEM. THERMODYN.; 8:165-78. ; 1976 

VERSCHUEREN,K (1977} 
VERSCHUEREN,K.; HANDBOOK OF ENVIRONMENTAL DATA ON ORGANIC CHEMICALS.; NEW 
YORK, NY: VAN NOSTRAND REINHOLD COMPANY.; 1977 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP= Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000108 - 20-3 
Chem Name DI-ISOPROPYL ETHER 
Mol Formula : C6Hl4O 
Mol Weight 102.18 
Melting Pt : -86.8 deg C 
Boiling Pt : 68.5 deg C 
Water Solubility: 

Value 8800 mg/L 
Temp 20 deg C 
Type EXP 
Ref HEITMANN,W ET AL (1987) 

Log P (octanol-water): 
Value 1. 52 
Type : EXP 
Ref : FUNASAKI,N ET AL. (1985) 

Vapor Pressure: 
Value 149 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1995) 

pKa Dissociation Constant: 
Value - 4.3 
Temp 
Type EXP 
Ref PERRI N,DD (1965 ) 

Henry's Law Constant : 
Value 0.00228 atm- m3/mole 
Temp 25 deg C 
Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant : 
Value 1.02E-011 cm3/molecule - sec 
Temp 25 deg C 
Type EXP 
Ref KWOK,ESC & ATKINSON,R (1994) 

Back 'fo Pnn Prop Demo Page 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 

Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000108-87-2 
Chem Name 1 - METHYLCYCLOHEXANE 
Mol Formula: C7Hl4 
Mol Weight 98.19 
Melting Pt : -126.6 deg C 
Boiling Pt : 100.9 deg C 
Water Solubility: 

Value 14 mg/L 
Temp 25 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water) : 
Value 3. 61 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 46 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.43 atm-m3/mole 
Temp 25 deg C 
Type EXP 
Ref HINE,J & MOOKERJEE,PK (1975) 

Atmospheric OH Rate Constant: 
Value l.04E-011 cm3/molecule - sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To Phy_s_PropJ)emo Pa~ 
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Care« Center Jr1inlng 

CHEMFATE Search Results 

Return to EFDB pag~ 

CAS #: 000108-94-1 Name:. CYCLOHEXANONE 

*******************************~********************************************** 
VP CYCLOHEXANONE 

Vapor Pressure: 
Temperature (C): 
Abbrev. Ref. 

.45E 01 
25. 

TORR MEASURED 

HANN,RWJR & JENSEN,PA (1977) 

CAS# 108-94 - 1 

*******************************~********************************************** 

VP CYCLOHEXANONE 
Vapor Pressure : 
Temperature (C) : 

Remarks 
Abbrev. Ref. 

4.330E+00 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1985) 

CAS# 108-94-1 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . PP . 450; 1985 

HANN, RWJR & JENSEN, PA (1977) 
HANN, R . W. JR. ; JENSEN, P.A. ; WATER QUALITY CHARACTERISTICS OF HAZARDOUS 
MATERIALS.; NTIS-PB-285946. TEXAS A&M UNIV., COLLEGE STATION ENVIRONMENTAL 
ENGINEERING DIV. 1751 PP.; 1977 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000108-94-1 
Chem Name CYCLOHEXANONE 
Mal Formula: C6H10O 
Mal Weight: 98.15 
Melting Pt : -31 deg C 
Boiling Pt: 155.4 deg C 
Water Solubility: 

Value 2.5E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 0.81 
Type : EXP 
Ref : HANSCH, C ET AL. (1995) 

Vapor Pressure: 
Value 4.33 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1985) 

pKa Dissociation Constant: 
Value 11. 3 
Temp 
Type : EXP 
Ref : SERJEANT,BP & DEMPSEY,B (1979) 

Henry's Law Constant: 
Value 9E-006 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : HAWTHORNE,SB ET AL. (1985) 

Atmospheric OH Rate Constant: 
Value 6.39E- 012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To Phy_sProp Demo P~ 
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About$RC 

CHEMFATE Search Results 

Retum.J_Q..EED..Jlp1ge. 

CAS #: 000109-66-0 Name: N-PENTANE 

****************************************************************************** 
MELT N-PENTANE CAS# 109-66-0 

Melting Point -130 DEG C 
Remarks 

1 LIDE (1991) 
2 HPV: PETROLEUM GAS 

Abbrev. Ref. US EPA (2004) 
****************************************************************************** 

VP N-PENTANE 
Vapor Pressure : 860 
Temperature (C): 40 
Remarks 

MM HG MEASURED 

1 
2 

Abbrev. Ref. 

GAS PRODUCERS ASSOCIATION (1996) 
HPV: PETROLEUM GAS 

US EPA (2004) 

CAS# 109-66-0 

****************************************************************************** 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. PREVENT. PEST. TOX . SUBST., POLLUT. PREVENT. TOXICS. AVAILABLE 
HTTP://WWW.EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT.HTM AS OF MARCH, 2004.; 2004 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000109-66-0 
Chem Name N-PENTANE 
Mol Formula: CSH12 
Mol Weight : 72.15 
Melting Pt : -129.7 deg C 
Boiling Pt : 36 deg C 
Water Solubility: 

Value 38 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : RIDDICK,JA ET AL. (1986) 

Log P (octanol - water): 
Value 3.39 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 514 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 1.25 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : HINE,J & MOOKERJEE,PK (1975) 

Atmospheric OH Rate Constant: 
Value 3.948-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To P]m;PropJ)emJ)Pa~ 
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CHEMFATE Search Results 

CAS #: 000109-86-4 Name: 2-METHOXYETHANOL 

****************************************************************************** 
MELT 2-METHOXYETHANOL CAS# 109 - 86-4 

Melting Point - 85 . 1 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref . RIDDICK,JA ET AL. (1986) 

*********************************************************** ******************* 

VP 2-METHOXYETHANOL 
Vapor Pressure: 
Temperature (C) : 
Abbrev . Ref. 

9.5 
25 

MM HG 

DOW CHEMICAL COMPANY (1981) 

CAS# 109 - 86 - 4 

******************************** ********************************************** 

VP 2 - METHOXYETHANOL CAS# 109-86 - 4 
Vapor Pressure: 9.01 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

************ ************ ****************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E. ; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY. , 4 VOL.; 1989 

DOW CHEMICAL COMPANY (1981) 
DOW CHEMICAL COMPANY. ; THE GLYCOL ETHERS HANDBOOK . ; MIDLAND, MI : DOW 
CHEMICAL CO.; 1981 

RIDDICK,JA ET AL . (1986) 
RIDDICK,J.A . ; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY . 4TH ED . NEW YORK,NY 
WILEY-INTERSCI~CE. 2 : PP.1325 ; 1986 

End of Search 
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CHEMFATE Search Results 
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CAS #: 000110-12-3 Name: 5-METHYL-2-HEXANONE 

************************************ ****************************************** 
MELT 5-METHYL-2-HEXANONE CAS# 110-12-3 

Melting Point -73.9 DEG C 
Remarks 

1 LEWIS (1993) 
2 HPV: METHYL ISOMYL KETONE 

Abbrev . Ref. US EPA (2004) 
************* ***************************************************************** 

VP 5-METHYL-2-HEXANONE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev . Ref . 

5 . 200E+00 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 110-12-3 

***************************************************************************** * 

VP 5-METHYL-2-HEXANONE CAS# 110 - 12 - 3 
Vapor Pressure : 5.77 
Temperature (C): 25 
Remarks 

MM HG 

ALARIE (1995) 

MEASURED 

1 
2 

Abbrev. Ref. 
HPV: METHYL ISOMYL KETONE 

US EPA (2004) 
****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB. CORP . , NEW YORK, 
NY., 4 VOL.; 1989 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. PREVENT. PEST. TOX . SUBST., POLLOT. PREVENT. TOXICS. AVAILABLE 
HTTP://WWW . EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT.HTM AS OF MARCH, 2004.; 2004 

End of Search 
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CAS #: 000110-43-0 Name: 2-HEPTANONE 

****************************************************************************** 
MELT 2-HEPTANONE 

Melting Point 
Remarks , 

1 
2 

Abbrev. Ref. 

-35.5 DEG C 

LIDE (1993) 
HPV: METHYL N-AMYL KETONE 

US EPA (2004) 

CAS# 110-43-0 

****************************************************************************** 

VP 2-HEPTANONE 
Vapor Pressure: 
Temperature (Cl: 
Remarks 

1 
2 
3 

Abbrev. Ref. 

2.73 
25 

MM HG MEASURED 

RANGE OF VALUES, 1.6 TO 3.86 MM HG 
HSDB (2001) 
HPV: METHYL N- AMYL KETONE 

US EPA (2004) 

CAS# 110-43-0 

****************************************************************************** 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV} CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. PREVENT. PEST. TOX. SUBST ; , POLLUT. PREVENT. TOXICS. AVAILABLE 
HTTP://WWW.EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT . HTM AS OF MARCH, 2004.; 2004 

End of Search 
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CAS #: 000110-54-3 Name: N-HEXANE 

****************************************************************************** 
VP N-HEXANE 

Vapor Pressure : .5900E+02 
MEASURED 

.9700E+02 .1520E+03 

Temperature {C): s.o 15 . 0 25.0 
Abbrev. Ref . ZWOLINSKI,BJ & WILHOIT,RC (1971) 

CAS# 
. 2310E+03 

35.0 

110-54-3 
TORR 

****************************************************************************** 

VP N-HEXANE 
Vapor Pressure 
Temperature {C): 
Remarks 
Abbrev. Ref. 

1.513E+02 
25 

MM HG 

SRC RECOMMENDED VALUE 
BOUBLIK,T ET AL. (1984) 

CAS# 110-54-3 
MEASURED 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES : 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 17.; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

ZWOLINSKI,BJ & WILHOIT,RC (1971) 
ZWOLINSKI,B.J.; WILHOIT,R.C.; HANDBOOK OF VAPOR PRESSURES AND HEATS OF 
VAPORIZATON OF HYDROCARBONS AND RELATED COMPOUNDS.; API44-TRC101 . COLLEGE 
STATION,TX: THERMODYNAMCS RESEARCH CENTER.; 1971 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP.= Experimental Data, EST= Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000110-54-3 
Chem Name N-HEXANE 
Mol Formula: C6H14 
Mol Weight : 86.18 
Melting Pt : -95.3 deg C 
Boiling Pt : 68.7 deg C 
Water Solubility: 

Value 9. 5 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : MCAULIFFE,C (1966) 

Log P (octanol-water): 
Value 3.90 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 151 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : BOUBLIK,T ET AL. (1984) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 1.8 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value 5.61E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To PhysPrnp Demo Page 
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Data·From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000110-62-3 
Chem Name 1-PENTANAL 
Mal Formula: CSHl0O 
Mal Weight: B6.14 
Melting Pt: - 91.5 deg C 
Boiling Pt : 103 deg C 
Water Solubility: 

Value 1.17E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 1. 31 
Type : EST 
Ref : MEYLAN, WM & HOWARD, PH (1995) 

Vapor Pressure: 
Value 26 mm Hg 
Temp : 20 deg C 
Type : EXP 
Ref : FLICK,EW (1991) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.000147 atm-m3/mole 
Temp 25 deg C 
Type EXP 
Ref BUTTERY,RG ET AL. (1969) 

Atmospheric OH Rate Constant: 
Value 2.B5E-0ll cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To P]ly13P]'Op Demo Page 
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CAS #: 000110-80-5 Name: 2-ETHOXYETHANOL 

****************************************************************************** 
MELT 2-ETHOXYETHANOL CAS# 110-80-5 

Melting Point -100 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref . DOW CHEMICAL COMPANY (1981) 

****************************************************************************** 

VP 2-ETHOXYETHANOL 
Vapor Pressure : .18E 01 . SSE 01 
Temperature (C): 10. 25. 
Remarks TAKEN FROM GRAPHS 
Abbrev . Ref. DOW CHEMICAL COMPANY 

. lOE 
37. 

(1981) 

02 
CAS# 

TORR 
110-80-5 

MEASURED 

****************************************************************************** 

VP 2-ETHOXYETHANOL 
Vapor Pressure: 
Temperature (C): 

.4E 01 
20. 

TORR MEASURED 

Abbrev. Ref. HANN,RWJR & JENSEN, PA (1977) 

CAS# 110-80-5 

****************************************************************************** 

VP 2-ETHOXYETHANOL CAS# 110-80-5 
Vapor Pressure : 5.63 MM HG 
Temperature (C): 25 
Abbrev. Ref. KELLOMAEKI,A (1985) 

****************************************************************************** 

VP 2-BTHOXYETHANOL CAS# 110-80-5 
Vapor Pressure: 5.310E+OO 

25 
MM HG MEASURED 

Temperature (C): 
Remarks 
Abbrev. Ref. 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

DOW CHEMICAL COMPANY (1981) 
DOW CHEMI CAL COMPANY.; THE GLYCOL ETHERS HANDBOOK.; MIDLAND, MI : DOW 
CHEMICAL CO.; 1981 

HANN, RWJR & JENSEN, PA (1977) 

http://esc.syrres.com/scripts/CHF cgi .exe 12/23/2005 
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HANN, R. W. JR. ; JENSEN, P.A. ; WATER QUALITY CHARACTERISTICS OF HAZARDOUS 
MATERIALS.; NTIS-PB-285946. TEXAS A&M UNIV., COLLEGE STATION ENVIRONMENTAL 
ENGINEERING DIV. 1751 PP.; 1977 

KELLOMAEKI,A (1985) 
KELLOMAEKI,A.; VAPOR PRESSURE OF ETHYLENE GLYCOL MONOETHYL ETHER AND SOME O 
ITS CHLORIDE SOLVATES.; ACTA CHEM. SCAND. SER. A.; 39:77-8.; 1985 

End of Search 
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CAS #: 000110-82-7 Name: CYCLOHEXANE 

****************************************************************************** 
MELT CYCLOHEXANE CAS# 110-82-7 

Melting Point 
Remarks 
Abbrev. Ref . 

6 . 554 DEGC 
SRC RECOMMENDED VALUE 
CAMPBELL,ML (1980) 

****************************************************************************** 

VP CYCLOHEXANE 
Vapor Pressure: 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

.4750E+02 
10.0 

.9761E+02 
25 . 0 

.1848E+03 
40 . 0 

CALC FROM ANTOINE EQN 
ZWOLINSKI,BJ & WILHOIT,RC (1971) 

CAS# 
TORR 

110-82-7 
CALCULATED 

****************************************************************************** 

VP CYCLOHEXANE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev . Ref. 

96.86 
25 

MM HG 

SRC RECOMMENDED VALUE 
CHAO,J ET AL . (1983) 

CAS# 110-82 - 7 

****************************************************************************** 

CAMPBELL,ML (1980) 
CAMPBELL,M.L.; HYDROCARBONS Cl-C6 (CYLCOHEXANE); KIRK-OTHMER ENCYCL. CHEM. 
TECH. 3RD ED. NY,NY: WILEY-INTERSCIENCE. 12:931-7.; 1980 

CHAO,J ET AL. (1983) 
CHAO, J. ; LIN , C. T. ; CHUNG, T. H. ; VAPOR PRESSURE OF COAL CHEMICALS . ; J. PHYS . 
CHEM. REF. DATA. ; 12: 1033-63 . ; 1983 

ZWOLINSKI,BJ & WILHOIT,RC (1971) 
ZWOLINSKI,B.J .; WILHOIT,R . C.; HANDBOOK OF VAPOR PRESSURES AND HEATS OF 
VAPORIZATON OF HYDROCARBONS AND RELATED COMPOUNDS.; API44 - TRC101. COLLEGE 
STATION,TX: THERMODYNAMCS RESEARCH CENTER.; 1971 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST ::::: Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000110-83-8 
Chem Name CYCLOHEXENE 
Mol Formula: C6H10 
Mol Weight : 82.15 
Melting Pt : -103.5 deg C 
Boiling Pt : 82.9 deg C 
Water Solubility: 

Value 213 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 2.86 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 89 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0 . 0455 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : HINE,J & MOOKERJEE,PK (1975) 

Atmospheric OH Rate Constant: 
Value : 6.77E-011 cm3/molecule - sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To Phy:_sProp Demo Page 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT == 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000111-65-9 
Chem Name OCTANE 
Mal Formula: C8Hl8 
Mal weight : 114.23 
Melting Pt : -56.8 deg C 
Boiling Pt : 125.6 deg C 
Water Solubility: 

Value 0.66 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 5.18 
Type : EXP 
Ref : MILLER,MM ET AL. (1985) 

Vapor Pressure: 
Value 14.1 mm Hg 
Temp 25 deg C 
Type EXP 
Ref YAWS,CL (1994) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law Constant: 
3.21 atm-m3/mole 
25 deg C 
EST 
VP/WSOL 

Atmospheric OH Rate Constant: 
Value 8.68E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To PhvsProILDemo Pa_ge 
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CAS #: 000111-84-2 Name: NONANE 

****************************************************************************** 
VP NONANE 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref . 

4.4S0E+00 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 111-84-2 

**************************~*************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E . ; DANNER , R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CJIBMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000111-84-2 
Chem Name N-NONANE 
Mol Formula: C9H20 
Mol Weight 128.26 
Melting Pt : -53.5 deg C 
Boiling Pt : 150.8 deg C 
Water Solubility: 

Value 220 mg/L 
Temp 25 deg C 
Type EXP 
Ref RIDDICK, JA ET AL . (1986 ) 

Log P (octanol-water): 
Value 4.76 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 4.45 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER , RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law Constant: 
3.4 atm-m3/mole 
25 deg C 
EST 
VP/WSOL 

Atmospheric OH Rate Constant: 
Value 1 . 02E-011 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To PhysProp Demo P11ge 
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CAS #: 000121-44-8 Name: TRIETHYLAMINE 

****************************************************************************** 
MELT TRIETHYLAMINE CAS# 121-44-8 

Melting Point -115 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983} 

****************************************************************************** 

VP TRIETHYLAMINE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev ; Ref. 

57. 07 
25 

MM HG 

SRC RECOMMENDED VALUE 
RIDDICK, JA ET AL. (1986} 

CAS# 121-44-8 

****************************************************************************** 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J . : MERCK AND CO., INC . ; 1983 

RIDDICK,JA ET AL . (1986) 
RIDDICK,J . A.; BUNGER,W.B.; SAKANO,T . K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000123-19-3 
Chem Name DI(N-PROPYL ) KETONE 
Mal Formula: C7H140 
Mal Weight 114.19 
Melting Pt : - 33 deg C 
Boiling Pt : 144 deg C 
Water Solubility: 

Value 3200 mg/L 
Temp 25 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 1.73 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 6.12 rrnn Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant : 
Value 5.49E-005 atm-m3/rnole 
Temp 25 deg C 

Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant: 
Value 9.34E- 012 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To Ph sPro12Demo Page 

http://esc.syrres.com/interkow/webprop.exe 1/3/2006 



CHEMF ATE Search Results Page 1 of 1 

~ SyrouJse Research Corporation - ,,·,·'- {u,, , .. : i •, 

. --; ~-- ,,- ··•·.- - . ~-- --·· '.".: .. ~- ··:--::,··, 

J11inlng 

CHEMFATE Search Results 

Return toEFDB ~ 

CAS #: 000123-38-6 Name: PROPIONALDEHYDE 

****************************************************************************** 
MELT PROPIONALDEHYDE CAS# 123-38-6 

Melting Point -80 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP PROPIONALDEHYDE CAS# 123-38-6 
Vapor Pressure : 316.8 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

RIDDICK,JA ET AL. (1986} 
RIDDICK,J.A.; BUNGER,W . B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is base4 upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000123-51-3 
Chem Name ISOPENTANOL 
Mol Formula: C5H12O 
Mol Weight : 88.15 
Melting Pt : -117.2 deg C 
Boiling Pt : 131.1 deg C 
Water Solubility: 

Value 2.67E+004 mg/L 
Temp 25 deg C 
Type EXP 
Ref RIDDICK, JA ET AL. (1986) 

Log P (octanol-water), 
Value 1.16 
Type : EXP 
Ref : HANSCH,CETAL. (1995) 

Vapor Pressure: 
Value 2.37 mm Hg 
Temp 25 deg C 
Type EXP 
Ref RIDDICK,JA ET AL. (1986) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value l.41E-005 atm-m3/mole 
Temp 25 deg C 
Type EXP 
Ref BUTLBR,JAV ET AL. (1935) 

Atmospheric OH Rate Constant: 
Value l.31E-0ll cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref SAUNDERS,SM ET AL . . (1993) 

Back To Phy;;Prop Demo ~e 
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CHEMFATE Search Results 

CAS #: 000123-86-4 Name: N-BUTYL ACETATE 

*********** ******************************************************************* 
VP N- BUTYL ACETATE 

Vapor Pressure : 
Temperature (C): 
Abbrev. Ref. 

.15E 02 
25. 

TORR MEASURED 

SYRACUSE RESEARCH CORP (1979) 

CAS# 123 - 86-4 

****************************************************************************** 

VP N-BUTYL ACETATE 
Vapor Pressure : .lOE 02 . lSE 02 
Temperature (C) : 20 . 25. 
Abbrev. Ref. VERSCHlJEREN, K (1977) 

TORR 
CAS# 

MEASURED 
123 - 86 - 4 

****************************************************************************** 

VP N-BUTYL ACETATE CAS# 123 - 86-4 
Vapor Pressure : 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

1.151E+Ol 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1985) 
****************************************************************************** 

DAUBERT, TE & DANNER, RP (1985) 
DAUBERT,T.E . ; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . PP.450; 1985 

SYRACUSE RESEARCH CORP (1979) 
SYRACUSE RESEARCH CORP . ; INFORMATION PROFILES ON POTENTIAL OCCUPATIONAL 
HAZARDS. VOLUME I . SINGLE CHEMICALS.; CONTRACT NO. 210-78-0019. PREPARED F 
NIOSH. SYRACUSE,NY: SYRACUSE RESEARCH CORP . ; 1979 

VERSCHUEREN,K (1977) 
VERSCHUEREN, K. ; HANDBOOK OF ENVIRONMENTAL DATA ON ORGANIC CHEMICALS. ; NEW 
YORK, NY: VAN NOSTRAND REINHOLD COMPANY . ; 1977 

End of search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000123-86-4 
Chem Name N-BUTYL ACETATE 
Mal Formula: C6Hl2O2 
Mal Weight : 116.16 
Melting Pt: -78 deg C 
Boiling Pt : 126.l deg C 
Water Solubility: 

Value 8400 mg/L 
Temp 25 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 1.78 
Type : EXP 
Ref : HANSCH, C ET AL. (1995) 

Vapor Pressure: 
Value 11.5 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1985) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
value 
Temp 
Type 
Ref 

Law Constant: 
0.000281 atm-m3/mole 
25 deg C 
EXP 
KIECKBUSCH,TG & KING,CJ (1979) 

Atmospheric OH Rate Constant: 
Value 4.9E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref KWOK,ESC & ATKINSON,R (1994) 

Back To PhysProp Demo Page 
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CAS #: 000123-91-1 Name: 1,4-DIOXANE 

****************************************************************************** 
MELT 1,4-DIOXANE 

Melting Point 
Remarks 
Abbrev. Ref. 

11. BO DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 123-91-1 

****************************************************************************** 

VP 1,4-DIOXANE 
vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

38.09 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 123-91-1 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K . ; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED . NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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CAS #: 000126-98-7 Name: METHACRYLONITRILE 

****************************************************************************** 
VP METHACRYLONITRILE 

Vapor Pressure : 
Temperature (Cl: 
Remarks 
Abbrev. Ref. 

7.120E+Ol 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 126-98-7 

****************************************************************************** 

DAUBERT , TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION . ; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA , 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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Data From SRC Ph,ysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. · 

CAS Number : 000126-98-7 
Chem Name METHACRYLONITRILE 
Mol Formula: C4H5N 
Mol Weight 67.09 
Melting Pt : -35.8 deg C 
Boiling Pt : 90.3 deg C 
Water Solubility: 

Value 2.54E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992} 

Log P (octanol-water}: 
Value 0.68 
Type : EXP 
Ref : TANII,H & HASHIMOTO,K (1984) 

Vapor Pressure: 
Value 71. 2 nun Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.000247 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value 8.36E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To Pl:wlPrQP_Demo ~ 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000127- 19-5 
Chem Name N,N'-DIMETHYLACETAMIDE 
Mol Formula : C4H9NO 
Mol Weight : 87 . 1 2 
Mel t ing Pt : -20 deg C 
Boiling Pt : 165 deg C 
Water Solubility: 

Value 1E+006 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : RIDDICK,JA ET AL. (1986) 

Log P (octanol-water): 
Value - 0.77 
Type : EXP 
Ref : HANSCH , C ET AL . (1995) 

Vapor Pressure: 
Value 2 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1989) 

pKa Diss oci at i on Constant : 
Value 10 . B 
Temp 25 deg C 
Type EXP 
Ref RI DDICK,JA ET AL. (1986) 

Henry's Law Constant: 
Value 1 . 31E - 008 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : TAFT,RW ET AL. (1985) 

Atmospheric OH Rate Constant: 
Value l . 36E-011 cm3/molecule-sec 
Temp 27 deg C 
Type EXP 
Ref KOCH,R ET AL . (1997) 

Back To .ehnProp Demo Pag_e 
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CAS #: 000141-78-6 Name: ETHYL ACETATE 

***************************************************************~************** 
MELT ETHYL ACETATE CAS# 141-78-6 

Melting Point -83.6 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. WEAST,RC ET AL. (1985) 

****************************************************************************** 

VP ETHYL ACETATE CAS# 141-78-6 
Vapor Pressure : . 243E 02 .689E 02 .9450E 02 .1652E 03 TORR 

MEASURED 
Temperature (C) : - .11 18.67 25. 37.06 
Remarks UNITS CONVERTED 
Abbrev. Ref. AMBROSE,D ET AL. (1981) 

****************************************************************************** 

VP ETHYL ACETATE CAS# 141-78-6 
Vapor Pressure : 93.66 MM HG 
Temperature {C): 25 
Remarks CALCULATED FROM T-RANGE OF - 83 . 4 TO -250. 25 DEG C, SRC 

RECOMMEDNED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

AMBROSE,D ET AL. (1981) 
AMBROSE, D . ; ELLENDER, J. H. ; GUNDRY, H. A. ; LEE, D. A. ; TOWNSEND, R. ; THERMODYNAMI 
PROPERTIES OF ORGANIC OXYGEN COMPOUNDS. LI. THE VAPOUR PRESSURES OF SOME 
ESTERS AND FATTY ACIDS.; J. CHEM. THERM.; 13:795-802.; 1981 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

WEAST,RC ET AL. (1985) 
WEAST,R.C.; ASTLE,M . J.; BEYER,W.H.; CRC HANDBOOK OF CHEMISTRY AND PHYSICS 
66TH ED; CRC PRESS; BOCA RATON, FLA; 1985 

End of Search 
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CAS #: 000141-79-7 Name: :MESITYL OXIDE 

****************************************************************************** 
VP MESITYL OXIDE 

Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

l.102E+Ol 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 141 - 79-7 

**************************************************** ************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P . ; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP. , NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP :::: Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. · 

CAS Number : 000141-79-7 
Chem Name MESITYL OXIDE 
Mol Formula: C6H10O 
Mol Weight 98.15 
Melting Pt : -59 deg C 
Boiling Pt : 130 deg C 
Water Solubility: 

Value 2.89E+004 mg/L 
Temp 20 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 1. 37 
Type : EST 
Ref : MEYLAN, WM & HOWARD, PH (1995) 

Vapor Pressure: 
Value 8 . 21 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989} 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 3.67E-005 atm-m3/mole 
Temp 20 deg C 
Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant: 
Value 7.86E-011 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To Phvsj>ropl)emo~ 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP :::: Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000142-82-5 
Chem Name N-HEPTANE 
Mol Formula: C7H16 
Mol Weight 100.21 
Melting Pt : -90.6 deg C 
Boiling Pt : 98.5 deg C 
Water Solubility: 

Value 3.4 mg/L 
Temp 25 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water}: 
Value 4.66 
Type : EXP 
Ref : MILLBR,MM ET AL. (1985} 

Vapor Pressure: 
Value 46 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 2 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant: 
Value 7.15E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To PhS-sPro11 Demo Page 
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CAS #: 001634-04-4 . Name: METHYL TERT-BUTYL ETIIER 

****************************************************************************** 
MELT METHYL TERT-BUTYL ETHER CAS# 1634-04-4 

Melting Point -109 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP METHYL TERT-BUTYL ETHER CAS# 1634-04-4 
Vapor Pressure : .251E 03 TORR MEASURED 
Temperature (C): 25. 
Remarks UNITS CONVERTED 
Abbrev. Ref. AMBROSE,D ET AL. (1976) 

****************************************************************************** 

VP METHYL TERT-BUTYL ETHER 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

249 MM HG 
25 
SRC RECOMMENDED VALUE 
DATJBERT,TE & DANNER,RP (1985) 

CAS# 1634-04-4 

****************************************************************************** 

AMBROSE,D ET AL. (1976) 
AMBROSE,D.; ELLENDER,J.H.; SPRAKE, C.H.S.; TOWNSEND, R.; THERMODYNAMIC 
PROPERTIES OF ORGANIC OXYGEN COMPOUNDS. XLIII. VAPOR PRESSURES OF SOME 
ETHERS.; J. CHEM. THERMODYN.; 8:165-78.; 1976 

DAUBERT,TE & DANNER,RP (1985) 
DATJBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

End of Search 
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CHEMFATE Search Results 
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CAS #: 000287-92-3 Name: CYCLOPENTANE 

****************************************************************************** 
VP CYCLOPENTANE 

Vapor Pressure : 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

3.178E+02 MM HG 
25 

MEASURED 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1989) 

CAS# 287-92-3 

********************* ****************** ***************•*********************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E . ; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB . CORP. , NEW YORK, 
NY. , 4 VOL. ; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP ::::: Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000287-92-3 
Chem Name CYCLOPENTANE 
Mol Formula: C5H10 
Mol Weight 70.14 
Melting Pt : -93.8 deg C 
Boiling Pt : 49.3 deg C 
Water Solubility: 

. Value 156 mg/L 
Temp 25 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFBLSER,RM (1992) 

Log P (octanol-water): 
Value 3.00 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 318 mm Hg 
Temp 25 deg c 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.188 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant: 
Value 5.16E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To Phy.sPropJ)emo Pa~ 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. · 

CAS Number : 004170-30-3 
Chem Name CROTONALDEHYDE 
Mol Formula: C4H60 
Mol weight : 70.09 
Melting Pt : -76 . 5 deg C 
Boiling Pt : 104 deg C 
Water Sol ubility : 

Value 1.81E+005 mg/L 
Temp : 20 deg C 
Type : EXP 
Ref : BAXTER,WFJR (1979) 

Log P (octanol - water): 
Value 0.60 
Type : EST 
Ref : MEYLAN,WM & HOWARD , PH (1995) 

Vapor Pressure: 
Value 30 mm Hg 
Temp : 20 deg C 
Type : EXP 
Ref : WEBER , RC ET AL. (1981 ) 

pKa Dissociat ion Cons t ant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant : 
Value 9.68E-006 atm-m3/mole 
Temp : 20 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheri c OH Rate Constant: 
Value 3 . 62E-0ll cm3/molecule - sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysProp...Ikmo Pa~ 
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CAS #: 000460-19-5 Name: CYANOGEN 

****************************************************************************** 
VP CYANOGEN 

Vapor Pressure : 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

4.302E+03 MM HG MEASURED 
25 
SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1989) 

CAS# 460-19-5 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP . , NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000460-19-5 
Chem Name CYANOGEN 
Mol Formula: C2N2 
Mol Weight : 52.04 
Melting Pt : -27.9 deg C 
Boiling Pt : - 21.1 deg C 
Water Solubility: 

Value l . 51E+005 mg/L 
Temp : 25 deg C 
Type : EST 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 0.07 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 4300 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.0054 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value O cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysProp Demo Pa~ 
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CAS #: 000050-00-0 Name: FORMALDEHYDE 

****************************************************************************** 
MELT FORMALDEHYDE 

Melting Point 
Remarks 
Abbrev. Ref. 

-92 DEGC 
SRC RECOMMENDED VALUE 
WEAST,RC ET AL. {1985) 

CAS# 50-00-0 

****************************************************************************** 

VP FORMALDEHYDE 
Vapor Pressure : 
Temperature {C): 

5.24E 03 
25 

CAS# 50-00-0 
MM HG MEAS 

Remarks INTERPOLATED FROM DATA OBTAINED IN THE RANGE -92 TO 135 DE 
C, SRC RECOMMENDED VALUE. 

Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 
****************************************************************************** 

DAUBERT , TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION. ; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

WEAST,RC ET AL. (1985) 
WEAST,R.C . ; ASTLE,M.J . ; BEYER,W.H.; CRC HANDBOOK OF CHEMISTRY AND PHYSICS 
66TH ED; CRC PRESS; BOCA RATON, FLA; 1985 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 

Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the. full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000540-84-1 
Chem Name 2,2,4-TRIMETHYLPENTANE 
Mol Formula: C8H18 
Mol Weight 114.23 
Melting Pt : -107.3 deg C 
Boiling Pt: 99.2 deg C 
Water Solubility: 

Value 2.44 mg/L 
Temp 25 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 4.09 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 49.3 mm Hg 
Temp 25 deg C 

Type EXP 
Ref DAUBERT,TE & DANNER,RP (1991) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value · 3.04 atm-m3/mole 
Temp 25 deg C 

Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant: 
Value 3.688-0 12 cm3/molecule-sec 
Temp 25 deg c 
Type EXP 
Ref ATKINSON,R (1989) 

Back To PhysPn>p De1T1QPage 
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CAS #: 000563-80-4 Name: 3-METHYL-2-BUTANONE 

****************************************************************************** 
VP 3 - METHYL-2-BUTANONE CAS# 563-80 - 4 

Vapor Pressure : 5.220E+Ol MM HG MEASURED 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

VP 3-METHYL-2 - BUTANONE 
Vapor Pressure : 
Temperature (C): 
Remarks 

1 
2 

Abbrev·. Ref. 

52.2 
25 

MM HG MEASURED 

DAUBERT AND DANNER (1989) 
HPV: 2-BUTANONE, 3-METHYL 

US EPA (2004) 

CAS# 563-80-4 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT, T. E. ; DANNER, R. P. ; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP. , NEW YORK, 
NY., 4 VOL.; 1989 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. PREVENT . PEST. TOX. SUBST., POLLUT. PREVENT. TOXICS. AVAILABLE 
HTTP://WWW.EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT.HTM AS OF MARCH, 2004.; 2004 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 

Extrapolated Data Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000563-80-4 
Chem Name 3-METHYL-2-BUTANONE 
Mol Formula: C5H10O 
Mol Weight 86.14 
Melting Pt : -92 deg C 
Boiling Pt : 94.3 deg C 
water Solubility: 

Value 6.08E+004 mg/L 
Temp 25 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) . 

Log P (octanol-water): 
Value 0.84 
Type : EXP 
Ref : HANSCH, C ET AL. (1995) 

Vapor Pressure: 
Value 52.2 mm Hg 
Temp 25 deg c 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law Constant: 
9.73E-005 atm-m3/mole 
25 deg C 
EST 
VP/WSOL 

Atmospheric OH Rate Constant: 
Value 2.87E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref LECALVE,S ETAL. (1998) 

Back To PhyM?rop.Demo Page 
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CAS #: 000591-78-6 Name: METHYL N-BUTYL KETONE 

****************************************************************************•* 
VP METHYL N-BUTYL KETONE 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev . Ref. 

.1162E 02 .199E 02 
25 . 0 34.6 
UNITS CONVERTED 
AMBROSE,D ET AL. (1975) 

. 672E 02 
59 . 4 

CAS# 
TORR 

591-78-6 
MEASURED 

****************************************************************************** 

AMBROSE,D ET AL . (1975) 
AMBROSE,D.; ELLENDER,J .H.; LEES, E.B.; SPRAKE, C.H.S.; TOWNSEND,R.; 
THERMODYNAMIC PROPERTIES OF ORGANIC OXYGEN COMPOUNDS. XXXVIII. VAPOUR 
PRESSURES OF SOME ALIPHATIC KETONES . ; J. CHEM . THERM . ; 7:453-72.; 1975 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/3/2006 



SRC PhysProp Database Page 1 of 1 

Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000591-78-6 
Chem Name 2-HEXANONE 
Mol Formula: C6Hl2O 
Mal Weight 100.16 
Melting Pt : -55.5 deg C 
Boiling Pt : 127.6 deg C 
Water Solubility: 

Value 1.75E+004 mg/L 
Temp : 20 deg C 
Type : EXP 
Ref : PAPA,AJ & SHERMAN, PDJR (1981) 

Log P (octanol-water): 
Value 1.38 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 11.6 mm Hg 
Temp 25 deg C 
Type EXP 
Ref AMBROSE,D ET AL. ('1975) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 9.32E-005 atm-m3/mole 
Temp : 25 deg C 

Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value 9.lE-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To PhysPropDemo ~e 
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CHEMFATE Search Results 
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CAS #: 000060-29-7 Name: ETIIYL ETHER 

****************************************************************************** 
VP ETHYL ETHER 

Vapor Pressure : 
Temperature {C): 
Abbrev . Ref. 

.4420E 03 
20. 

TORR MEASURED 

HANN,RWJR & JENSEN,PA (1977) 

CAS# 60-29-7 

****************************************************************************** 

VP ETHYL ETHER CAS# 
MEASURED 

60-29-7 
Vapor Pressure : .442E _03 . 921E: 03 TORR 
Temperature (C): 20. 40. 
Abbrev. Ref. VERSCHUEREN,K (1977) 

****************************************************************~************* 

VP ETHYL ETHER 
Vapor Pressure : 
Temperature (C): 

Remarks 
Abbrev. Ref. 

S . 371E+02 MM HG 
25 
SRC RECOMMENDED VALUE 
BOUBLIK,T ET AL . (1984) 

CAS# 60-29-7 
MEASURED 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V . ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES : 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION . VOL. 17.; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

HANN,RWJR & JENSEN,PA (1977) 
HANN,R. W. JR.; JENSEN,P.A.; WATER QUALITY CHARACTERISTICS OF HAZARDOUS 
MATERIALS.; NTIS-PB-285946. TEXAS A&M UNIV., COLLEGE STATION ENVIRONMENTAL 
ENGINEERING DIV. 1751 PP.; 1977 

VERSCHUEREN,K (1977) 
VERSCHUEREN,K . ; HANDBOOK OF ENVIRONMENTAL DATA ON ORGANIC CHEMICALS.; NEW 
YORK, NY: VAN NOSTRAND REINHOLD COMPANY.; 1977 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000060-29-7 
Chem Name DIETHYL ETHER 
Mal Formula: C4H100 
Mal Weight : 74.12 
Melting Pt : -116.3 deg C 
Boiling Pt : 34.5 deg C 
Water Solubility: 

Value 6.04E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : RIDDICK,JA ET AL. (1986) 

Log P (octanol-water): 
Value 0.89 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 538 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1995) 

pKa Dissociation Constant: 
Value -3 .59 
Temp 
Type : EXP 
Ref : KULEVSKY,N ET AL. (1969) 

Henry's Law Constant: 
Value 0.00123 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : BOCEK,K (1976) 

Atmospheric OH Rate Constant: 
Value 1.31E-011 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1994) 

Back.To Ph~Prop Demo Pf!g__~ 
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CHEMFATE Search Results 

CAS #: 000060-35-5 Name: ACETAMIDE 

****************************************************************************** 
MELT ACETAMIDE 

Melting Point 
Remarks 

Abbrev. Ref. 

CAS# 60-35-5 
69.5 DEGC 
SRC RECOMMENDED VALUE, BO DEG C FREEZING POINT (RIDDICK,J 
AL. (1986) 
RIDDICK,JA ET AL. (1986) 

*******************************•********************************************** 

VP ACETAMIDE 
Vapor Pressure : 
Temperature {C): 
Remarks 

Abbrev. Ref. 

0.11 
25 

MM HG 

ESTIMATED USING PCCHEM, BASED ON BP 
INDEX (1983), SRC RECOMMENDED VALUE 
SRC (1988) 

CAS# 60-35-5 

221 DEG C FROM MERCK 

****************************************************************************** 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 
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CHEMFATE Search Results 
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CAS #: 000624-83-9 Name: METHYLISOCY ANATE 

****************************************************************************** 
MELT METHYL ISOCYANATE 

Melting Point 
Remarks 
Abbrev. Ref. 

-45 DEGC 
SRC RECOMMENDED VALUE 
WEAST,RC ET AL. (1985) 

CAS# 624-83 - 9 

****************************************************************************** 

VP METHYLISOCYANATE CAS# 624-83-9 
Vapor Pressure : 221 MM HG 
Temperature {C): 25 
Remarks EST USING METHOD IN NEELY,WB & BLAU,GE (1985), SRC 

RECOMMENDED VALUE 
Abbrev . Ref. SRC (1988) 

****************************************************************************** 

VP METHYL ISOCYANATE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

3.480E+02 
20 

MM HG 

SRC RECOMMENDED VALUE 
UNION CARBIDE (1979) 

CAS# 624-83-9 
MEASURED 

****************************************************************************** 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

UNION CARBIDE (1979) 
UNION CARBIDE; 1979-1980 CHEMICALS AND PLASTICS PHYSICAL PROPERTIES.; UNIO 
CARBIDE CORP., NEW YORK. P. 17.; 1979 

WEAST,RC ET AL. (1985) 
WEAST,R.C.; ASTLE,M.J.; BEYER,W . H.; CRC HANDBOOK OF CHEMISTRY AND PHYSICS 
66TH ED; CRC PRESS; BOCA RATON, FLA; 1985 

End of Search 
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CHEMFATE Search Results 
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CAS #:. 000064-17-5 Name: ETHANOL 

****************************************************************************** 
MELT ETHANOL 

Melting Point 
Remarks 
Abbrev. Ref. 

-114 .49 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 64-17-5 

****************************************************************************** 

MELT ETHANOL CAS# 64-17-5 
Melting Point -114 DEG C 

Remarks 
1 VERSCHUEREN (1996) 
2 HPV: ETHANOL 

Abbrev. Ref . US EPA (2004) 
****************************************************************************** 

VP ETHANOL 
Vapor Pressure 
Temperature (C): 
Remarks 
Abbrev. Ref. 

59.26 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 64-17-5 

****************************************************************************** 

VP ETHANOL 
Vapor Pressure 
Temperature (C): 
Remarks 

1 
2 

3 

Abbrev. Ref. 

59.03 
25 

MM HG MEASURED 
CAS# 64-17-5 

USED EQUILIBRIUM STILL OF SCATCHARD ET AL. METHOD 
KRETSCHMER ET AL. (1948) 
HPV: ETHANOL 

US EPA (2004) 
****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B . ; SAKANO,T.K . ; ORGANIC SOLVENTS : PHYSICAL PROPERTI 
AND METHODS OF PURI FICATION . ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

US EPA (2004) 
U.S . EPA; HIGH PRODUCTION VOLUME (BPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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USEPA, OFF . PREVENT. PEST . TOX. SUBST., POLLUT. PREVENT. TOXICS. AVAILABLE 
HTTP : //WWW.EPA . GOV/OPPTINTR/CHEMRTK/HPVCHMLT.HTM AS OF MARCH, 2004 .; 2004 

End of Search 
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ReturnJ:2 EJ?J)Jl_p~~ 

CAS #: 000064-18-6 Name: FORMIC ACID 

****************************************************************************** 
MELT FORMIC ACID 

Melting Point 
Remarks 
Abbrev. Ref. 

8.27 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 64-18-6 

***************************************~************************************** 

VP FORMIC ACID 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

42.59 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 64 - 18 - 6 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K. ; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFI~TION.; TECHNIQUES OF CHEMISTRY. 4TH ED . NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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CHEMFATE Search Results 

Return to EFDJlpage 

CAS #: 000064-19-7 Name: ACETIC ACID 

****************************************************************************** 
VP ACETIC ACID CAS# 64-19-7 

Vapor Pressure : .156E 02 .2168E 02 .3780E 02 .6635E 02 TORR 
MEASURED 

Temperature (C): 25.0 30.9 41.5 53.1 
Remarks UNITS CONVERTED 
Abbrev. Ref. AMBROSE,D ET AL. (1977) 

****************************************************************************** 

VP ACETIC ACID 
Vapor Pressure: 
Temperature (C) : 

.114E 02 .20E 02 TORR 
20. 30. 

CAS# 
MEASURED 

64-19-7 

Abbrev. Ref. VERSCHUEREN, K . (1977) 
****************************************************************************** 

VP ACETIC ACID CAS# 64-19-7 
Vapor Pressure : 1. 573E+0l 

25 
MM HG MEASURED 

Temperature (C): 
Remarks 
Abbrev. Ref. 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

VP ACETIC ACID CAS# 64-19-7 
Vapor Pressure : 11.4 MM HG MEASURED 
Temperature (C): 20 
Remarks 

1 VERSCHUEREN (1996) 
2 HPV: ACETIC ACID AND SALTS. 

Abbrev. Ref. US EPA (2004) 
****************************************************************************** 

AMBROSE,D ET AL. (1977) 
AMBROSE,D.; ELLENDER,J.H.; SPRAKE,C.H.S.; TOWNSEND,R . ; THERMODYNAMIC 
PROPERTIES OF ORGANIC OXYGEN COMPOUNDS. XLV. THE VAPOUR PRESSURE OF ACETIC 
ACID.; J. CHEM. THERM.; 9:735-41.; 1977 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS . ; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. PREVENT. PEST. TOX. SUBST., POLLUT. PREVENT. TOXICS. AVAILABLE 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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HTTP://WWW . EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT. HTM AS OF MARCH, 2004.; 2004 

VERSCHUEREN,K (1977) 
VERSCHUEREN,K . ; HANDBOOK OF ENVIRONMENTAL DATA ON ORGANIC CHEMICALS . ; NEW 
YORK, NY : VAN NOSTRAND REINHOLD COMPANY.; 1977 

End of Search 
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Data From SRC PhysProp D.atabase: 
Abbreviations in the 'Type' field: EXP= Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000064-19-7 
Chem Name ACETIC ACID 
Mol Formula: C2H4O2 
Mol Weight : 60.05 
Melting Pt : 16.6 deg C 
Boiling Pt : 117.9 deg C 
Water Solubility: 

Value 1E+006 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : MERCK INDEX {1996) 

Log P (octanol-water): 
Value -0.17 
Type : EXP 
Ref : HANSCH,C ET AL . {1995) 

Vapor Pressure: 
Value 15.7 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP {1985) 

pKa Dissociation Constant: 
Value 4.76 
Temp 25 deg C 
Type : EXP 
Ref : SERJEANT,EP & DEMPSEY,B (1979) 

Henry's Law Constant: 
Value lE-007 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : GAFFNEY,JS ET AL. (1987) 

Atmospheric OH Rate Constant: 
Value 7.4E-013 cm3/molecule-sec 
Temp 25 deg C 

Type EXP 
Ref ATKINSON,R (1989) 

Back To Phy_sPropDemo P~e 
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CHEMFATE Search Results 

Return to EFD)lJ)a~ 

CAS #: 000067-56-1 Name: METHANOL 

****************************************************************************** 
MELT METHANOL 

Melting Point 
Remarks 
Abbrev. Ref. 

-97.68 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 67-56-1 

****************************************************************************** 

MELT METHANOL CAS# 67-56 - 1 
Melting Point 
Abbrev. Ref. 

-97.8 DEG C 
MERCK INDEX (1983) 

****************************************************************************** 

VP METHANOL 
Vapor Pressure 
Temperature (C) 
Abbrev. Ref. 

127 
25 

MM HG 

BOUBLIK,T ET AL. 

CAS# 67-56-1 
MEAS 

(1984) 

****************************************************************************** 

VP METHANOL CAS# 67-56 - 1 
Vapor Pressure 126 MM HG MEAS 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 

Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 
****************************************************************************** 

VP METHANOL CAS# 67-56-1 
Vapor Pressure 95 
Temperature (C): 25 
Remarks 

MM HG 

1 
2 

Abbrev. Ref. 

BOUBLICK ET AL. (1984) 
HPV: METHANOL. 

US EPA (2004) 

MEASURED 

****************************************************************************** 

BOUBLIK,T ET AL . (1984) 
BOUBLIK, T. ; FRIBD, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES · OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 1 7 . ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL . ; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E . ; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB . CORP . , NEW YORK, 

http://esc.syrres.com/scripts/CHFcgi.exe 12/20/2005 
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NY., 4 VOL.; 1989 

MERCK INDEX (1983) 

Page 2 of2 

MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ, M ED. RAHWAY, N. J. : MERCK AND CO., INC.; 1983 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4 TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. -PREVENT. PEST . TOX. SUBST. , POLLOT. PREVENT. TOXICS . AVAILABLE 
HTTP://WWW.EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT.HTM AS OF MARCH, 2004.; 2004 

End of Search 
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CHEMFATE Search Results 
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CAS #: 000067-63-0 Name: ISOPROPANOL 

****************************************************************************** 
MELT ISOPROPANOL 

Melting Point 
Remarks 
Abbrev. Ref. 

-88.0 DEGC 
SRC RECOMMENDED VALUE 
RIDDIC~,JA ET AL. (1986) 

CAS# 67-63-0 

****************************************************************************** 

VP ISOPROPANOL 
Vapor Pressure : 
Temperature {C), 
Remarks 
Abbrev. Ref. 

45.42 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) . 

CAS# 67-63-0 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION . ; TECHNIQUES OF CHEMISTRY . 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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Date; 1/28/2004 
Chemical: Acetone 

TOXICITY 

Parameter Value !.mi! 
OralRtD: 9.0E-1 mg/kg/day 
InhalRtD: m&'kg/day 
OndSlope: (mg/kg/day)"-1 
Oral Wt-of-Evid: 
Inbal Slope: (mg/leg/day)"-! 
Inbal Wt-of-Evie!: 
Oral ED10: mg/kg/day 
Oral EDI0 Wgt: 
Inhal EDI0: mg/leg/day 
Inhal EDI0 Wgt: 
OralLD50: 5.3E+3 mg/kg 
Dermal LOSO: 2.0E+4 mg/kg 
Gas Inhal LC50: ppm 
Dust Inhal LCSO: 3.7E+ l mg/L 

ACUTE 
FreshCMC: µg/L 
SaltCMC: µg/L 

CHRONIC 
Fresh CCC: µg/L 
SahCCC: µg/L 

Fresh Ecol LC50: J.0E+4 µg/L 
Salt Ecol LC50: J.9E+n µg/L 

PERSISTENCE 

~ Value Unit 

LAKE - Halflives 
Hydrolysis: days 
Volatility: l .2E+o days 
Photolysis: 5.7E-1 days 
Biodcg: 7.0E+O days 
Radio: days 

RIVER - Halflives 
Hydrolysis: days 
Volatility: 1.2E+o days 
Photolysis: 5.7E-1 days 
Biodeg: 7.0E+o days 
Radio: days 

LogKow: -2.4E-1 

SUPERFUND CHEMICAL DATA MATRIX 

Source 

IRIS 

ACGIH 
ACG!H 

RTECS 

ECOTOX 
ECOTOX 

THOMAS 
CHEMFATE 
FATERATE 

THOMAS 
CHEMFATE 
FATERATE 

CHEMFATE 

CAS Number: 000067-64-1 

PHYSICAL CHARACTERISTICS 

Pammetcr 
Metal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad. Element: 

Value 
No 
Yes 
Yes 
No 
No 

Molecular Weight 
Density: 

No 
5.8E+I 
7.9E-1. g/mL @ 20.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Wau:rSohib; 
Distrib Coef: 
Geo Mean Sol: 

Value 

2.3E+2 
3.9E-5 
J.0E+6 
8.7E-2 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
mVg 
mg/L 

BIOACCUMULATION 

Parameter 
FOOD CHAIN 

Fresh BCF: 
SaltBCF: 

ENVIRONMENTAL 
Fresh BCF: 
SaltBCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

-24E-J 
J.0E+6 

rng/L 

OTHER DATA 

Melting Point: -9.SE+l 
Boiling Point: 5.6E+I 
F orrnula: C3 H6 0 

C 
C 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
DITOR_KD 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A - 5 
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CHEMFATE Search Results 
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CAS #: 000067-64-1 Name: ACETONE 

*******************~********************************************************** 
MELT ACETONE CAS# 67-64-1 

Melting Point 
Remarks 
Abbrev. Ref. 

-94 .7 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP ACETONE 
Vapor Pressure 
Temperature (C): 
Abbrev. Ref. 

231. 5 
25 

MM HG 

BOUBLIK,T ET AL. (1984) 

CAS# 67-64-1 

*********************************************************** ******************* 

VP ACETONE 
Vapor Pressure 
Temperature (C): 
Remarks 
Abbrev. Ref. 

230.0 MM HG MEAS 
25 
SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1989) 

CAS# 67-64-1 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA_, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION . VOL. 17.; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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CAS. #: 000071-23-8 Name: N-PROP ANOL 

****************************************************************************** 
MELT N-PROPANOL CAS# 71-23-8 

Melting Point 
Remarks 
Abbrev. Ref. 

-127 DEG C 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983) 

****************************************************************************** 

VP N-PROPANOL 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

20.99 
25 

MM HG 

SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 71-23-8 

****************************************************************************** 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4 TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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CHEMFATE Search Results 

CAS #: 000071-36-3 Name: 1-BUTANOL 

****************************************************************************** 
MELT 1-BUTANOL 

Melting Point 
Remarks 
Abbrev. Ref. 

-88.62 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 71-36-3 

****************************************************************************** 

VP 1 - BUTANOL CAS# 71-36-3 
Vapor Pressure : .103E 01 .234E 01 .502E 01 . 1006E 02 . 1933E 02 

.3539E 02 TORR MEASURED 
Temperature (C): 0.0 10.0 20 .o 30.0 40.0 

50.2 
Abbrev. Ref. MUNDAY,EB ET AL. (1980) 

****************************************************************************** 

VP 1-BUTANOL 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev . Ref . 

. 471E 01 
20. 

TORR 

UNITS CONVERTED 
SHERMAN, PDJR (1978) 

CAS# 71-36-3 
MEASURED 

****************************************************************************** 

VP 1-BUTANOL CAS# 71-36-3 
Vapor Pressure : 6.7 

25 
MM HG 

Temperature (C): 
Abbrev. Ref. BOUBLIK,T ET AL . (1984) 

****************************************************************************** 

VP 1 - BUTANOL 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

7.00 MM HG MBAS 
25 
SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1989) 

CAS# 71-36-3 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION . VOL. 17. ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI . PUBL. ; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R . P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYS I CAL PROPERTY DATA, 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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AMERICAN INSTITUTE OF CHEMICAL ENGI NEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; .1989 

MUNDAY,EB ET AL. {1980) 
MUNDAY,E.B.; MULLINS,J.C . ; EDIE,D.D.; VAPOR PRESSURE DATA FOR TOLUENE, 
1-PENTANOL, 1-BUTANOL, WATER, AND 1-PROPANOL AND FOR THE WATER AND 1-PROPAN 
SYSTEM FROM 273.15 TO 323.15.; J. CHEM . ENG. DATA. ; 25:191-4.; 1980 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

SHERMAN, PDJR (1978) 
SHERMAN,P.D. JR.; BUTYL ALCOHOLS.; IN: KIRK-OTHMER ENCYCL. CHEM. TECHNOL. 
3RD ED. 4:338-45 . ; 1978 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000074-99 - 7 
Chem Name PROPYNE 
Mel Formula: C3H4 
Mol Weight 40.07 
Melting Pt : -102.7 deg C 
Boiling Pt : -23.2 deg C 
Water Solubility: 

Value 3640 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : MCAULIFFE,C (1966) 

Log P (octanol-water): 
Value 0.94 
Type : EXP 
Ref : HANSCH,C ET AL . (1995) 

Vapor Pressure: 
Value 4310 mm Hg 
Temp 25 deg c 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law Constant: 
0.011 atm-m3/mole 
25 deg C 
EST 
VP/WSOL 

Atmospheric OH Rate Constant: 
Value 5.9E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To PhxsProJLDemo Pag_e 
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About SAC Training 

CHEMFATE Search Results 

CAS #: 000075-05-8 Name: ACETONITRILE 

****************************************************************************** 
MELT ACETONITRILE 

Melting Point 
Remarks 
Abbrev. Ref. 

-45 DEGC 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983) 

CAS# 75-05-8 

****************************************************************************** 

VP ACETONITRILE 
Vapor Pressure : 
Temperature (C): 
Abbrev. Ref. 

.5490E+02 .7090E+02 
15 . 5 20. 
BEILSTEIN (NA- - ) 

. . 1106E+03 
30. 

CAS# 
TORR 

75-05-8 
MEASURED 

****************************************************************************** 

VP ACE TONI TR ILE CAS# 75-05-8 
Vapor Pressure: 88.8 

25 
MM HG 

Temperature (C): 
Remarks 
Abbrev. Ref. 

SRC RECOMMENDED VALUE 
BOUBLIK,T ET AL. (1984) 

****************************************************************************** 

VP ACETONITRILE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

91.1 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEAS 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 75-05-8 

****************************************************************************** 

BEILSTEIN (NA--) 
BEILSTEIN; BEILSTEIN ONLINE. BEILSTEIN'S HANDBUCH DER ORGANISCHEN CHEMIE.; 
FRANKFORT, GERMANY: MDL INFORMATION - SYSTEMS GMBH. AVAILABLE THROUGH 
HTTP://LIBRARY.DIALOG.COM/BLUESHEETS/HTML/BL0390.HTML AS OF 2003.; NA--

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL . 17.; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

http://esc.syrres.com/ scripts/CHF cgi .exe 12/20/2005 
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MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED . ; WINDHOLZ, M ED. RAHWAY, N. J. : MERCK AND CO. , INC. ; 19 8 3 

End of Search 
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CHEMFATE Search Results 

R.rt.urn to EFDB p...age 

CAS #: 000075-07-0 Name: ACETALDEHYDE 

****************************************************************************** 
MELT ACETALDEHYDE CAS# 75-07-0 

Melting Point -123 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref . RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP ACETALDEHYDE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.3300E+03 .50B0E+03 
0. 0 10. 0 
UNITS CONVERTED 
HAGEMEYER,HJ (1978) 

.7545E+03 
20.0 

CAS# 
TORR 

75-07-0 
MEASURED 

****************************************************************************** 

VP ACETALDEHYDE CAS# 75-07-0 
Vapor Pressure : 902 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. BOUBLIK,T ET AL. (1984) 

***********************************.*****************************************~* 

BOUBLIK,T ET AL. {1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; TiiE VAPOR PRESSURES OF PURE SUBSTANCES : 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION . VOL . 1 7 . ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

HAGBMEYER,HJ (1978) 
HAGEMEYER,H.J.; ACETALDEHYDE.; IN: KIRK-OTHMER ENCYCL. CHEM. TECH. 3RD ED . 
1:97-112.; 1978 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J .A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of search 

http:/ /esc.syrres.com/scripts/CHF cgi.exe 12/20/2005 
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CHEMFATE Search Results 

Return to EFDB p_3ge 

CAS #: 000075-12-7 Name: FORMAMIDE 

****************************************************************************** 
MELT FORMAMIDE 

Melting Point 
Remarks 
Abbrev. Ref . 

2.55 DEGC 
SRC RECOMMENDED VALUE 
EBERLING,CL (1980) 

CAS# 75-12-7 

****************************************************************************** 

VP FORMAMIDE 
Vapor Pressure: 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

.98E 00 .200E 02 
70.5 122.5 
UNITS CONVERTED 
EBERLING,CL (1981) 

.9998E 02 
157.5 

CAS# 
TORR 

75-12-7 
MEASURED 

******~*********************************************************************** 

VP FORMAMIDE 
Vapor Pressure : 0.023 
Temperature (C): 25 
Remarks 

CAS# 75 - 12-7 
MM HG 

1 

2 

EXTRAPOLATED FROM REPORTED ANTOINNE'S EQUATION IN RIDDICK, 
ET AL (1986) 

EXPERIMENTAL TEMPERATURE RANGE OF EQUATION NOT REPORTED, 
SRC RECOMMENDED VALUE 

Abbrev. Ref . SRC (1988) 
****************************************************************************** 

VP FORMAMIDE 
Vapor Pressure : 
Temperature (Cl: 
Remarks 
Abbrev. Ref. 

6.l00E-02 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 75 - 12-7 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R . P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMIS.PHERE PUB. CORP. , NEW YORK, 
NY., 4 VOL.; 1989 

EBERLING,CL (1980) 
EBERLING,C.L.; FORMAMIDE; IN: KIRK- OTHMER ENCYCL. CHEM . TECH. 3RD ED. 
11:258-63.; 1980 

EBERLING,CL (1981) 
EBERLING,C.L.; FORMAMIDE . ; IN : KIRK- OTHMER ENCYCL . CHEM. TECH. 3RD ED. 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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11:258-63; 1981 

SRC (1988) 

SRC . ; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 
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Date: 1/28/2004 
Chemical: Carbon disulfide 

TOXICITY 

~ Value Unit 

Oral RID: I.OE-I mg/kg/day 
lnhal RID: 2.0E-1 mg/kg/day 
Oral Slope: (mg/kg/day)"-1 
Oral Wt,-of-Evid: 
Inhal Slope: (mg/kg/day)"-! 
[nha] Wt-of-Evid: 
OralEDl0: mg/kg/day 
Oral EDI0 Wgt: 
lnhal EDIO: mg/kg/day 
lnbal EDI0 Wgt: 
Oral LDS-0: 1.2E+3 mg/kg 
Dermal LD50: mg/kg 
Gas Johal LC50: 2.0E+3 ppm 
Dust lnhal LCS-0: mg/L 

ACUfE 
FrcshCMC: µg/L 
SaltCMC: µg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

Fresh Ecol LC50: 1.9E+3 µg/L 
Salt Ecol LC50: 4.5E+4 µg/L 

PERSISTENCE 

Parameter Value Unit 

LAKE- Halflivcs 
Hydrolysis: 4.0E+2 days 
Volatility: 7.7E+l days 
Photolysis: l.lE+I days 
Biodeg: days 
Radio: days 

RIVER - Halflives 
Hydrolysis: 4.0E+2 days 
Volatility: 8.3E-1 days 
Photolysis: I.IE+] days 
Biodeg: days 
Radio: days 

LogKow: 2.2E+o 

SUPERFUND CHEMICAL DATA MATRIX 

Source 

IRJS 
IR1S 

RTECS 

RTECS 

ECOTOX 
ECOTOX 

CHEMFATE 
TIIOMAS 
CHEMFATE 

CHEMFATE 
THOMAS 
CHEMFATE 

CHEMFATE 

CAS Number: 000075-15-0 

PHYSICAL CHARACTERISTICS 

~ 
Metal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad Element: 

Value 
No 
No 
Yes 
No 
No 

Molecular Weight 
Density: 

No 
7.6E+I 
l.3E+o g/mL @ 20.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Water Solub: 
Distn"b Coef: 
Geo Mean Sol: 

Parameter 
FOOD CHAIN 

FreshBCF: 
SaltBCF: 

ENVIRONMENTAL 
Fresh BCF: 
SaltBCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Value 

3.6E+2 
3.0E-2 
l.2E+3 
9.IE-2 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
ml/g 
mg/L 

BIOACCUMULATION 

2.2E+0 
l.2E+3 

mg/L 

OTHER DATA 

Melting Point: -1.2E+2 
4.6E+I 
CS2 

C 
C Boiling Point: 

Fonnula: 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
SSG_KD 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A-65 
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Lor:1tto111 Caretl'Cenbllr Training 

CHEMFATE Search Results 

Return to EED_B_Jl.3_g~ 

CAS #: 000075-15-0 . Name: CARBON DISULFIDE 

****************************************************************************** 
MELT CARBON DISULFIDE 

Melting Point 
Remarks 
Abbrev. Ref. 

46.2 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 75-15-0 

****************************************************************************** 

VP CARBON DISULFIDE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.1270E+03 
0.0 

.29708+03 
20.0 

UNITS CONVERTED 
TIMMERMAN,RW (1978) 

.75808+03 
46.3 

CAS# 
TORR 

75-15-0 
MEASURED 

****************************************************************************** 

VP CARBON DISULFIDE CAS# 75-15-0 
Vapor Pressure : 358 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. BOUBLIK,T ET AL. (1984) 

****************************************************************************** 

VP CARBON DISULFIDE CAS# 75-15-0 
Vapor Pressure : 359 MM HG MEAS 
Temperature (C) : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E.; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 1 7. ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILAT+ON.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

RIDDICK,JA ET AL. (19 86) 
RIDDICK,J.A . ; BUNGER,W.B.; SAKANO,T.K. i. ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

http://esc.syrres.com/ scripts/CHF cgi.exe 12/22/2005 



CHEMF A TE Search Results Page 2 of 2 

TIMMERMAN,RW (1978) 
TIMMERMAN,R . W. ; CARBON DISULFIDE .; IN: KIRK-OTHMER ENCYCL. CHEM. TECH. 3RD 
ED. 4:742-57 .; 1978 

End of Search 
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~Center frafnfng 

CHEMFATE Search Results 

Return to EFDB page 

CAS #: 000075-21-8 Name: ETHYLENE OXIDE 

****************************************************************************** 
MELT ETHYLENE OXIDE 

Melting Point 
Remarks 
Abbrev . Ref. 

-111 DEGC 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983) 

CAS# 75-21-8 

****************************************************************************** 

VP ETHYLENE OXIDE 
Vapor Pressure : 
Temperature (C) : 

.1095E 04 
20. 

TORR MEASURED 

Abbrev. Ref . MARTIN,H & WORTHING,CR (1977) 

CAS# 75-21 - 8 

****************************************************************************** 

VP ETHYLENE OXIDE 
Vapor Pressure : 
Temperature (C): 
Abbrev . Ref. 

.116E 04 
25. 

TORR 

GALLANT,RW (1967) 

CAS# 75 - 21-8 
MEASURED 

****************************************************.************************** 

VP ETHYLENE OXIDE 
Vapor Pressure : 
Temperature (C): 
Abbrev . Ref . 

.1305E 04 
25. 

TORR 

BOGYO,DA ET AL. 

CAB# 75-21-8 
MEASURED 

(1980) 
****************************************************************************** 

VP ETHYLENE OXIDE CAS# 75 - 21 - 8 
Vapor Pressure : .7791E 03 TORR MEASURED 
Temperature (C): 11.06 
Abbrev. Ref. MCDONALD,RA ET AL. (1959) 

****************************************************************************** 

VP ETHYLENE OXIDE CAS# 75 - 21-8 
Vapor Pressure : 1314 MM HG 
Temperature {C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref . DAUBERT,TE & DANNER,RP (1985) 

******************************************************** ********************** 

BOGYO , DA ET AL . (1980 ) 
BOGYO , D . A.; LANDE, S.S. ; MEYLEN, W . M. ; HOWARD , P .H. ; SANTODONATO , J . ; 
I NVESTIGATION OF SELECTED ENVIRONMENTAL CONTAMINANTS: EPOXIDES .; 
EPA-560/11- 80 - 0 05. WASHINGTON,D .C . : US EPA. PP . 202. ; 1980 

DAUBERT, TE & DANNER,RP (1985) 

http:// esc. syrres .com/ scripts/ CHF cgi.exe 12/20/2005 
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DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP . 450; 1985 

GALLANT,RW (1967) 
GALLANT , R.W.; PHYSICAL PROPERTIES OF HYDROCARBONS. XII. C2 - C4 OXIDES .; 
HYDROCARBON PROCESS.; 46:143-150 . ; 1967 

MARTIN,H & WORTHING,CR (1977) 
MARTIN,H.; WORTHING,C.R.; PESTICIDE MANUAL. FIFTH EDITION, BRITISH CROP 
PROTECTION COUNCIL. 563 PP.; 1977 

MCDONALD,RA ET AL. (1959) 
MCDONALD,R.A.; SHRADER,S.A.; STULL,D.R.; VAPOR PRESSURES AND FREEZING POINT 
OF 30 ORGANICS . ; J. CHEM. ENG. DATA.; 4:311-13.; 1959 

MERCK INDEX (1983) 
MERCK INDEX.; TEE MERCK INDEX . AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ, M ED. RAHWAY, N. J. : MERCK AND CO., INC. ; 1983 

End of Search 
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About:SRC fnirrlng 

CHEMFATE Search Results 

Rm.rn to EFDB p-3_g~ 

CAS #: 000075-44-5 Name: PHOSGENE 

****************************************************************************** 
MELT PHOSGENE 

Melting Point 
Remarks 
Abbrev. Ref. 

-118 DEGC 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983) 

CAS# 75-44-5 

****************************************************************************** 

VP PHOSGENE CAS# 75 - 44-5 
Vapor Pressure 0.5566E 03 0.8155E 03 0.9940E 03 0.1222E 04 0.1485E 04 

TORR MEASURED 
Temperature (C): o.o 9.6 15.0 20.9 26.7 
Abbrev. Ref. GERMANN,AFO & TAYLOR,QW (1926) 

****************************************************************************** 

VP PHOSGENE 
Vapor Pressure 
Temperature (C) : 
Remarks 
Abbrev. Ref . 

1418 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 75-44-5 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P . ; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . PP.450; 1985 

GERMANN,AFO & TAYLOR,QW (1926) 
GERMANN,A.F.O.; TAYLOR,Q.W.; THE CRITICAL CONSTANTS AND VAPOR TENSION OF 
PHOSSGENE.; J. AM. CHEM . SOC . ; 48:11554-9.; 1926 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ, M ED. RAHWAY, N. J. : MERCK AND CO., INC.; 1983 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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Trafning 

CHEMFATE Search Results 

Return to EFDB-llaig_e. 

CAS #: 000075-50-3 . Name: TRIMETIIYL AMINE 

****************************************************************************** 
MELT TRIMETHYL AMINE 

Melting Point 
Remarks 
Abbrev . Ref . 

- 124 DEG C 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983) 

CAS# 75-50 - 3 

************ ****************************************************************** 

VP TRIMETHYL AMINE 
Vapor Pressure : 
Temperature (C) : 
Abbrev. Ref . 

. 1432E 04 
20. 

TORR MEASURED 

SCHWEIZER,AE ET AL. (1978) 

CAB# 75-50-3 

****************************************************************************** 

VP TRIMETHYL AMI NE CAB# 75-50-3 
Vapor Pressure: 
Temperature (C) : 
Remarks 
Abbrev . Ref. 

1607 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1 985) 

************* ******* ********************* ** *** *** ******* ***************** ***** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . PP.450 ; 1985 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX . AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED. ; WINDHOLZ, M ED . RAHWAY, N. J. : MERCK AND CO. , INC. ; 1983 

SCHWEIZER , AE ET AL . (1978) 
SCHWEIZER , A . E . ; FOWLKES,R.L.; MCMAKI N,J . H. ; WHYTE,T . E . JR . ; AMINES (LOWER 
ALIPHATIC). ; IN: KIRK-OTHMER ENCYCL . CHEM. TECHNOL . 3RD ED . 2:272-83.; 197 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe · 1/4/2006 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000075-52-5 
Chem Name NITROMETHANE 
Mol Formula: CH3NO2 
Mol Weight 61.04 
Melting Pt : -28.5 deg C 
Boiling Pt : 101.1 deg C 
Water Solubility: 

Value 1.11E+005 mg/L 
Temp 25 deg C 
Type EXP 
Ref RIDDICK,JA ET AL. (1986) 

Log P {octanol-water): 
Value -0. 35 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 35.8 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant : 
Value 10.2 
Temp 25 deg C 
Type 
Ref RIDDICK,JA ET AL. (1986) 

Henry's Law Constant: 
Value 2.86E-005 atm-m3/mole 
Temp 25 deg C 
Type EXP 
Ref GAFFNEY,JS ET AL. (1987) 

Atmospheric OH Rate Constant: 
Value 1.3E-013 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref KWOK,ESC & ATKINSON,R (1994) 

Back To PhysProp .. Demo P~e 

http://esc.syrres.com/interkow/webprop.exe 1/4/2006 
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Busme,sArus fraining 

CHEMFATE Search Results 

Retum to EFDBp~ 

CAS #: 000075-55-8. Name: 2-MEIBYLAZIRIDINE 

****************************************************************************** 
MELT 2-METHYLAZIRIDINE 

Melting Point 
Remarks 
Abbrev. Ref. 

-65.00 DEGC 
SRC RECOMMENDED VALUE 
HAM,GE (1981) 

CAS# 75-55-8 

****************************************************************************** 

VP 2-METHYLAZIRIDINE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

111. 8 
20 

MM HG 

SRC RECOMMENDED VALUE 
HAM,GE (1981) 

CAS# 75-55-8 

****************************************************************************** 

HAM,GE (1981) 
HAM,GE; IMINES, CYCLIC.; KIRK-OTHMER ENCYCL CHEM TECH 3RD ED. NY,NY: 
WILEY-INTERSCIENCE. 13:142-66; 1981 

End of Search 
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AbautSRC fqinfng 

CHEMFATE Search Results 

Return to EFDB pJtgg. 

CAS #: 000075-65-0 .Name: TERT-BUTANOL 

****************************************************************************** 
MELT TERT-BUTANOL 

Melting Point 
Remarks 
Abbrev. Ref. 

25.62 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 75-65-0 

****************************************************************************** 

VP TERT-BUTANOL CAS# 75-65-0 
Vapor Pressure: .306E 02 

20. 
TORR MEASURED 

Temperature (C): 
Remarks 
Abbrev. Ref. 

UNITS CONVERTED 
SHERMAN,PDJR (1978) 

****************************************************************************** 

VP TERT-BUTANOL 
Vapor Pressure: 
Temperature (C): 
Remarks 

Abbrev. Ref. 

41. 7 
25 

MM HG 
CAS# 75-65-0 

EXTRAPOLATED FROM DATA BEGINNING AT 39 . 15 DEG C, SRC 
RECOMMENDED VALUE 
BOUBLIK,T ET AL . (1984) 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 1 7 . ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY . 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE . 2:PP.1325; 1986 

SHERMAN, PD.JR (1978) 
SHERMAN, P. D. JR. ; BUTYL ALCOHOLS . ; IN: KIRK-OTHMER ENCYCL. CHEM. TECHNOL. 
3RD ED. 4:338-45.; 1978 

End of Search 
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AlioutSIC Training 

CHEMFATE Search Results 

RetJml to EFDB page 

CAS #: 000765-34-4 Name: GL YCIDYLALDEHYDE 

****************************************************************************** 
MELT GLYCIDYLALDEHYDE 

Melting Point 
Remarks 
Abbrev. Ref. 

-62 DEG C 
SRC RECOMMENDED VALUE 
DEAN,JA (1985) 

CAS# 765-34-4 

****************************************************************************** 

VP GLYCIDYLALDEHYDE CAS# 765-34-4 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

27 
25 

MM HG 

ESTIMATED BY PCCHEM-PCGEMS, SRC RECOMMENDED VALUE 
SRC (1988) 

****************************************************************************** 

DEAN,JA (1985) 
DEAN,J.A.; LANGE'S HANDBOOK OF CHEMISTRY 13TH ED.; NY, NY: MCGRAW-HILL BOO 
co.; 1985 

SRC (1988) 
SRC . ; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 
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AboutSRC 

CHEMFATE Search Results 

Return to EFDB pJtge 

CAS #: 000078-83-1 Name: ISOBUTYL ALCOHOL 

****************************************************************************** 
MELT ISOBUTYL ALCOHOL 

Melting Point 
Remarks 
Abbrev. Ref. 

-108 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 78-83-1 

**********************************************************************.******** 

VP ISOBUTYL ALCOHOL 
Vapor Pressure : 
Temperature (C): 
Abbrev. Ref. 

.126E 02 
25. 

TORR 

DORIGAN,J ET AL. (1976) 

CAS# 78-83-1 
MEASURED 

****************************************************************************** 

VP ISOBUTYL ALCOHOL 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.880E 01 
20. 

TORR 

UNITS CONVERTED 
SHERMAN,PDJR (1978) 

CAS# 78-83-1 
MEASURED 

****************************************************************************** 

VP ISOBUTYL ALCOHOL CAS# 78-83-1 
Vapor Pressure : 10.45 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1985} 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

DORIGAN,J ET AL. (1976) 
DORIGAN,J.; FULLER,B.; DUFFY,R.; PRELIMINARY SCORING OF SELECTED ORGANIC AI 
POLLUTANTS. APPENDIX III-CHEMISTRY, PRODUCTION, AND TOXICITY OF CHEMICALS F 
THROUGH N.; EPA-450/3-77-008D. RESEARCH TRIANGLE PARK,NC: U.S. EPA. PP.303 
1976 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W . B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE . 2:PP.1325; 1986 

SHERMAN,PDJR (1978) 
,SHERMAN,P.D. JR.; BUTYL ALCOHOLS.; IN: KIRK-OTHMER ENCYCL. CHEM. TECHNOL. 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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CHEMFATE Search Results 
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CAS #: 000078-92-2 Name: 2-BUTANOL 

****************************************************************************** 
MELT 2-BUTANOL 

Melting Point 
Remarks 
Abbrev. Ref. 

-114. 7 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA BT AL . (1986) 

CAS# 78-92-2 

****************************************************************************** 

VP 2-BUTANOL 
Vapor Pressure : 
Temperature {C): 
Remarks 
Abbrev. Ref. 

18.33 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 78 - 92-2 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R . P. ; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP . 450; 1985 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC . SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY . 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemical: Methyl ethyl ketone CAS Number: 000078-93-3 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter Value 1l!ill Source Parameter Value 

OralRID: 6.0E-1 mg/kg/day IRIS Metal Contain: No 

Inhal RID: 1.4E-+-O mg/leg/day IRIS Organic: Yes 

Oral Slope: (mg/leg/day)"-! Gas: Yes 

Oral Wt-of-Evid: 
Particulate: No 

Inhal Slope: (mg/kg/day)"-1 Radionuclide: No 

Inbal Wt--0f-Evid: Rad. Element: No 

Oral EDI0: mg/kg/day Molecular Weight: 7.2E+l 

Oral EDI0 Wgt: Density: 8.0E-1 g/mL@ 25.00 C 

InbalEDI0: mg/kg/day 
Inhal EDI0 Wgt: 
Oral LD50: 5.5E+3 mg/leg ACGilI MOBILITY 
Dermal LOSO: 6.5E+3 mg/kg RTECS 
Gas lnhal LC50: ppm Parameter Value Utrit Source 
Dust lnhal LC50: 2.7E+4 mg/L RTECS Vapor Press: 9.5E+I Torr CHEMFATE 

Henry's Law: 5.6E-5 atm-m3/mol CHEMFATE 
AClITE Water Solub: 2.2E+5 mg/L CHEMFATE 

FreshCMC: µg/L Distrib Coef: 2.9E-I ml/g DITOR_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
SahCCC: µg/L BIOACCUMULATION 

Fresh Ecol LCS0: S.2E+S µg/L ECOTOX 
Salt Ecol LC50: 4.0E+5 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
Fresh BCF: 
SaltBCF: 

PERSISTENCE ENVIRONMENTAL 

Unit Source 
FreshBCF: 

Parameter ~ SaltBCF: 
LAKE-Halflives 

Hydrolysis: 1.8E+4 days FATERATE LogKow: 2.9E-1 CHEMFATE 
Volatility: 7.5E+l days !ROMAS Water Solub: 2.2E+5 CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodeg: 7.0E-+-0 days FATERATE 
Radio: days 

OTHER DATA 
RIVER - Halflives 

Hydrolysis: 1.8E+4 days FATERATE Melting Point: -8.7E+I C 
Volatility: l.2E+o days THOMAS Boiling Point: 8.0E+l C 
Photolysis: days Formula: C4H8O 
Biodeg: 7.0E+o days FATERATE 
Radio: days 

LogKow: 2.9E-I CHEMFATE 

CL.ASS INFORMATION 

Parent Substance 

A-241 
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frafnbig 

CHEMFATE Search Results 

Return to EFDB p_a~ 

CAS #: 000078-93-3 Name: METHYL ETHYL KETONE 

****************************************************************************** 
MELT METHYL ETHYL KETONE CAS# 78 - 93-3 

Melting Point -86 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP METHYL ETHYL KETONE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

95.3 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAB# 78 - 93-3 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP . 450; 1985 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED. ; WINDHOLZ, M ED. RAHWAY, N. J . : MERCK AND CO. , INC. ; 1983 

End of Search 
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Training 

CHEMFATE Search Results 

CAS #: 000079-09-4 Name: PROPIONIC ACID 

****************************************************************************** 
MELT PROPIONIC ACID CAS# 79-09-4 

Melting Point -20.8 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. SAX,NI & LEWIS,RJSR (1987) 

****************************************************************************** 

VP PROPIONIC ACID CAS# 79-09-4 
Vapor Pressure : .29E 01 TORR MEASURED 
Temperature (C): 20. 
Abbrev . Ref. VERSCHUEREN,K (1977) 

****************************************************************************** 

VP PROPIONIC ACID 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.338E 01 
25.0 

.2168E 02 
55.1 

UNITS CONVERTED 
AMBROSE,D ET AL. (1981) 

TORR 
CAS# 

MEASURED 
79-09-4 

****************************************************************************** 

VP PROPIONIC ACID CAS# 79-09-4 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

3.53 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEAS 

DAUBERT,TE & DANNER,RP (1985) 
****************************************************************************** 

AMBROSE,D ET AL. (1981) 
AMBROSE, D. ; ELLENDER, J. H . ; GUNDRY, H. A. ; LEE, D. A; ; TOWNSEND, R. ; THERMODYNAMI 
PROPERTIES OF ORGANIC OXYGEN COMPOUNDS. LI. THE VAPOUR PRESSURES OF SOME 
ESTERS AND FATTY ACIDS.; J. CHEM. THERM.; 13:795-802.; 1981 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R . P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

SAX,NI & LEWIS,RJSR (1987) 
SAX,N.I.; LEWIS,R.J . S . R.; HAWLEY'S CONDENSED CHEMICAL DICTIONARY 11TH ED; 
VANNOSTRAND REINHOLD CO .; N.Y . ,N.Y.:P496; 1987 

VERSCHUEREN,K (1977) 
VERSCHUEREN,K.; HANDBOOK OF ENVIRONMENTAL DATA ON ORGANIC CHEMICALS.; NEW 
YORK, NY: VAN NOSTRAND REINHOLD COMPANY . ; 1977 
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Training 

CHEMFATE Search Results 
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CAS #: 000079-20-9 Name: METHYL ACETATE 

******************** *************** *** ******************** ******************** 
MELT METHYL ACETATE CAS# 79-20 - 9 

Melting Point -98.1 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. WEAST,RC ET AL. (1988) 

****************************************************************************** 

VP METHYL ACETATE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

216 . 2 MM HG 
25 
SRC RECOMMENDED VALUE 
AMBROSE,D ET AL . (1981) 

CAS# 79 - 20 - 9 
MEASURED 

***************************************************** ************************ * 

AMBROSE,D ET AL. (1981) 
AMBROSE, D . ; ELLENDER, J. H . ; GUNDRY, H. A. ; LEE, D. A. ; TOWNSEND, R. ; THERMODYNAMI 
PROPERTIES OF ORGANIC OXYGEN COMPOUNDS. LI. THE VAPOUR PRESSURES OF SOME 
ESTERS AND FATTY ACIDS . ; J. CHEM. THERM . ; 13:795-802.; 1981 

WEAST,RC ET AL. (1 988) 
WEAST , R.C.; ASTLE,M.J.; BEYER, W.H.; CRC HANDBOOK OF CHEMISTRY AND PHYSICS. 
69TH ED . ; BOCA RATON, FL: CRC PRESS INC . ; 1988 

End of Search 
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CAS #: 000080-62-6 Name: METHYL METHACRYLATE 

****************************************************************************** 
VP METHYL METHACRYLATE 

Vapor Pressure: . 83E 01 . 293E 02 . 810E 02 
CAS# 

TORR 
80-62-6 

MEASURED 
Temperature (C): 0. 20. 40. 
Abbrev. Ref. NEMEC,JW & KIRSCH,LS (1981) 

****************************************************************************** 

VP METHYL METHACRYLATE 
Vapor Pressure : 
Temperature (C) : 

Remarks 
Abbrev. Ref. 

38 . 4 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 80-62 - 6 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R . P . ; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

NEMEC,JW & KIRSCH,LS (1981) 
NEMEC,J.W.; KIRSCH,L.S.; METHACRYLIC ACID AND DERIVATIVES.; IN : KIRK-OTHME 
ENCYCL. CHEM. TECHNOL. 3RD. ED. 15:346-76.; 1981 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000080-62-6 
Chem Name METHYL METHACRYLATE 
Mol Formula: C5H8O2 
Mol We i ght : 100.12 
Melting Pt : -48 deg C 
Boiling Pt : 100.5 deg C 
Water Solubility: 

Value l.5E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : NEMEC,JW & KIRSCH,LS (1981 ) 

Log P (octanol-water): 
Value 1. 38 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 38.5 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1985) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.000319 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref VP/WSOL 

Atmospheri c OH Rate Constant: 
value 2 . 6E-0ll cm3/molecule-sec 
Temp 2 5 deg C 
Type EXP 
Ref SAUNDERS,SM ET AL . (1993) 

Back To Phy_sPro:ILDemo Page 
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Data From SRC.PhysProp·Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 

Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are. NOT available here. 
References for Estimated data generally refer to the. method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000096-22-0 
Chem Name 3-PENTANONE 
Mol Formula: CSHl0O 
Mol Weight : 86.14 
Melting Pt : -39 deg C 
Boiling Pt : 101.9 deg C 
Water Solubility: 

Value 4.81E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 0.99 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 37.7 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 8.BBE-005 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value 2E-012 cm3/molecule-sec 
Temp 25 deg C 

·Type EXP 
Ref ATKINSON,R (1989) 

Back To PhysPropJLemo ~ 
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Canter Center fqining 

CHEMFATE Search Results 

Return to_EFDB pag~ 

CAS #: 000097-63-2 Name: ETHYL METHACRYLATE 

****************************************************************************** 
MELT ETHYL METHACRYLATE CAS# 97-63-2 

-44.7 DEGC Melting Point 
Remarks ESTIMATED BY EQUATION 20 IN NEELY,WB & BLAU,GE (1985), SRC 

RECOMMENDED VALUE 
Abbrev . Ref. SRC (1988) 

****************************************************************************** 

VP ETHYL METHACRYLATE CAS# 97-63-2 
Vapor Pressure : 20.59 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 
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Syracuse Research Corporation 
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AboutSlC Taining 

CHEMFATE Search Results 

R~turn to EFI)_B_p~ge. 

CAS #: 000098-51-1 Name: P-TERT-BUTYLTOLUENE 

****************************************************************************** 
VP P-TERT-BUTYLTOLUENE 

Vapor Pressure : . 6710E 00 TORR 
Temperature (C) : 25 . 
Abbrev . Ref. DREISBACH,RR (1955) 

CAS# 98-51-1 
CALCULATED 

******************************* *** * * ****************************************** 

DREISBACH,RR (1955) 
DREISBACH,R.R.; PHYSICAL PROPERTIES OF CHEMICAL COMPOUNDS . I.; ADVANCES IN 
CHEMISTRY SERIES NO. 15.; WASHINGTON, DC : AMERICAN CHEMICAL SOCIETY . ; 1955 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are. NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made. using SRC software. · 

CAS Number: 000098 - 51 - 1 
Chem Name P - (T-BUTYL)TOLUENE 
Mol Formula: C11H16 
Mol Weight : 148 . 25 
Melting Pt : - 52 deg C 
Boiling Pt : 190 deg C 
Water Solubility: 

Value 5.5 mg/L 
Temp 25 deg C 
Type EST 
Ref AMOORE,JE & HAUTALA,E (1983) 

Log P (octanol - water) : 
Value 5.17 
Type : EXP 
Ref : CHEM INSPECT TEST I NST (1992 ) 

Vapor Pressure: 
Value 0.671 mm Hg 
Temp 25 deg C 
Type EST 
Ref DREISBACH,RR (1955) 

pKa Di ssociation Constant : 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.0154 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref MEYLAN , WM & HOWARD,PH (1991 ) 

Atmospheric OH Rate Constant : 
Value l . 4E- 0ll cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref BOLZACCHINI,E ET AL. (1997) 

Back To PhvsPro:tLDemo Pa__ge. 
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CHEMFATE Search Results 
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CAS #: 000099-87-6 Name: P-CYMENE 

****************************************************************************** 
VP P-CYMENE 

Vapor Pressure : 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

l.460E+OO 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 99-87-6 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB . CORP., NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field : EXP = Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000099-87 - 6 
Chern Name P-CYMENE 
Mol Formula : Cl0H14 
Mol Weight: 134.22 

·Melt i ng Pt : - 68 . 9 deg C 
Boiling Pt : 177 . 1 deg C 
Water Solubility: 

Value 23.4 rng/L 
Temp 25 deg C 
Type EXP 
Ref BANERJEE,S ET AL (1980) 

Log P (octanol - water) : 
Value 4.10 
Type : EXP 
Ref : HANSCH , C ET AL. (1995) 

Vapor Pressure: 
Value 1 . 46 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989 ) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant : 
Value 0.011 atrn-rn3/rnole 
Temp 25 deg C 
Type EST 
Ref VP/WSOL 

Atmospher ic OH Rate Constant : 
Value 1.SlE- 011 cm3/rnolecule-sec 
Temp 22 deg C 
Type EXP 
Ref CORCHNOY , SB & ATKINSON,R (1990 ) 

Back To PhysPr_opJ)emo Page 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST == Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. · 

CAS Number: 024959-67-9 
Chem Name BROMIDE 
Mal Formula: HBr 
Mol Weight 80.92 
Melting Pt : 
Boiling Pt : 
Water Solubility: 

Value 3.8E+004 mg/L 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM ET AL. {1996) 

Log P {octanol-water): 
Value 0.63 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 7.94E-009 mm Hg 
Temp : 25 deg C 

Type : EST 
Ref : NEELY,WB & BLAU,GE (1985) 

pKa Dissociation constant : 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.0245 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value O cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993 ) 

Back To PhysPropJ)emo P~e 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are. abbreviated citations ... the. full reference citations are. NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made. using SRC software. 

CAS Number : 000057-12-5 
Chem Name CYANIDE ION 
Mol Formula: CN 
Mol Weight 26.02 
Melting Pt : 
Boiling Pt : 
Water Solubility : 

Value 9.54E+004 mg/L 
Temp : 25 deg C 

Type : EST 
Ref : MEYLAN, WM ET AL. (1996) 

Log P (octanol-water): 
Value -0.69 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 308 mm Hg 
Temp 25 deg C 

Type EST 
Ref NEELY,WB & BLAU,GE (1985) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.0242 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant : 
Value 3E-014 crn3/molecule - sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back.To PhysPropJ)emo P~ 

http://esc.syrres.com/interkow/webprop.exe 113/2006 



SRC PhysProp Database Page 1 of 1 

Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 007553-56-2 
Chem Name IODINE 
Mol Formula: 12 
Mol Weight : 253.81 
Melting Pt : 113.6 deg C 
Boiling Pt : 185.24 deg C 
Water Solubility: 

Value 330 mg/L 
Temp 25 deg C 
Type EXP 
Ref CLAYTON,GD & CLAYTON,FE (1994) 

Log P (octanol-water): 
Value 2.49 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
value 0 . 233 mm Hg 
Temp 25 deg C 
Type EXP 
Ref LYDAY,PA (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.0245 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value o cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993 ) 

Back To P.hy_sProp Demo P~g__t:,_ 
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About :SRC Training 

CHEMFATE Search Results 

Return to EFDRn~ 

CAS #: 007647-01-0 Name: HYDROCHLORIC ACID 

****************************************************************************** 
VP HYDROCHLORIC ACID 

Vapor Pressure : 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

3.540E+04 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER , RP (1989) 

CAS# 7647-01-0 

******************** ************** **** * **** * ***** * ************* *************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E . ; DANNER, R. P. ; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB . CORP., NEW YORK, 
NY. , 4 VOL. ; 1989 

End of Search 
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Training 

CHEMFATE Search Results 

CAS #: 007664-39-3 Name: HYDROGEN FLUORIDE 

****************************************************************************** 
VP HYDROGEN FLUORIDE 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

9 . 172E+02 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 7664-39-3 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT, T . E. ; DANNER, R. P. ; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations. in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations. are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate .... most 
estimates were made using SRC software. 

CAS Number : 007664-39-3 
Chem Name HYDROGEN FLUORIDE 
Mol Formula: HF 
Mol Weight 20.01 
Melting Pt : -83.36 deg C 
Boiling Pt : 20 deg C 
Water Solubility: 

Value 922 mg/L 
Temp : o deg C 
Type : EXP 
Ref : DEAN,JA (1985) 

Log P (octanol-water): 
Value 0.23 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 917 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE &. DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 3.19 
Temp 
Type EXP 
Ref BUDAVARI,S ET AL. (1996) 

Henry's Law Constant: 
Value 
Temp 
Type 
Ref 

Atmospheric OH Rate Constant: 
Value O cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysPr_QJL.Demo Page 
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CHEMFATE Search Results 

CAS #: 007664-41-7 Name: AMMONIA 

****************************************************************************** 
VP AMMONIA 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

7.SOBE+03 MM HG MEASURED 
25 _ 

SRC R8COMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1989) 

CAS# 7664-41-7 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION,; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP ., NEW YORK, 
NY., 4 VOL . ; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 007664-41-7 
Chem Name AMMONIA 
Mol Formula : H3N 
Mol Weight 17.03 
Melting Pt : -77.7 deg C 
Boiling Pt : -33.35 deg C 
Water Solubility : 

Value 4.82E+005 mg/L 
Temp 24 deg C 
Type EXP 
Ref DEAN,JA (1985) 

Log P (octanol-water) : 
Value 0.23 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 7510 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989 ) 

pKa Di ssociation Constant: 
Value 9.25 
Temp 25 deg C 
Type EXP 
Ref LIDE,DR (1996) 

Henry ' s Law Constant: 
Value 1.61E-005 atm-m3/mole 
Temp 25 deg c 
Type EXP 
Ref BETTERTON,EA (1992A) 

Atmospheric OH Rate Constant : 
Value O cm3/mol ecule - sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back ToPhysProp__Demo Pa~ 
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CHEMFATE Search Results 
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CAS #: 007782-50-5 Name: CHLORINE 

*******************~****** ******* ********************************************* 
VP CHLORINE 

Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref . 

5.854E+03 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 7782-50-5 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E . ; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA , 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB. CORP . , NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 

http://esc.syrres.com/scripts/CHF cgi.exe 1/4/2006 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT = 
Extrapolated Data Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. . 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAB Number : 007782-50-5 
Chem Name CHLORINE 
Mal Formula: Cl2 
Mal Weight 70 . 91 
Melting Pt : -101 deg C 
Boiling Pt : -34 . 05 deg C 

Water Solubility: 
Value 6300 mg/L 
Temp 25 deg c 
Type EXP 
Ref AMOORE,JE & HAUTALA,E (1983) 

Log P (octanol - water): 
Value 0.85 
Type : EST 
Ref : MEYLAN,WM & HOWARD 1 PH (1995) 

Vapor Pressure: 
Value 5850 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: . 
Value 0.0117 atm-m3/mole 
Temp 
Type EXP 
Ref STAUDINGER,J & ROBERTS,PV (1996) 

Atmospheric OH Rate Constant: 
Value O cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysPro12 Demo _Page 
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AboutSRC hining 

CHEMFATE Search Results 

Return to EFD:S page 

CAS #: 000101-55-3 Name: 4-BROMOPHENYL PHENYL ETHER 

****************************************************************************** 
MELT 4-BROMOPHENYL PHENYL ETHER 

Melting Point 
Remarks 
Abbrev . Ref. 

18.7 DEGC 
SRC RECOMMENDED VALUE 
WEAST,RC ET AL. (1985} 

CAS# 101-55 - 3 

****************************************************************************** 

VP 4-BROMOPHENYL PHENYL ETHER CAS# 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

0.0015 
20 

TORR 

EXTRAPOLATED DATA, SRC RECOMMENDED VALUE 
CALLAHAN,MA ET AL. (1979A) 

101 - 55-3 

****************************************************************************** 

VP 4-BROMOPHENYL PHENYL ETHER CAS# 101-55-3 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

1. 500E-03 
20 

MM HG EXTRAPOLATED 

SRC RECOMMENDED VALUE 
CALLAHAN,MA ET AL. (1979) 

****************************************************************************** 

CALLAHAN,MA ET AL. (1979) 
CALLAHAN, M.A.; SLIMAK,M.W.; GABEL,N. W,; MAY, I.P.; FOWLER, C . F.; FREED,·J .R.; 
JENNINGS,P.; DURFEE,R.L.; WHITMORE,F.C.; MAESTRI,B. ET AL.; WATER-RELATED 
ENVIRONMENTAL FATE OF 129 PRIORITY POLLUTANTS.; EPA-440/4-79-029A. 
WASHINGTON,DC: U.S . EPA . ; 1979 

CALLAHAN,MA ET AL. (1979A) 
CALLAHAN,M.A . ; SLIMAK,M.W.; GABEL,N.W.; MAY,I.P . ; FOWLER,C.F.; FREED,J . R.; 
JENNINGS,P.; DURFEE,R.L.; WHITMORE,F.C.; MAESTRI,B. ET AL.; WATER-RELATED 
ENVIRONMENTAL FATE OF 129 PRIORITY POLLUTANTS-VOLUME II.; EPA-440/ 4-79-029 
WASHINGTON,DC: U.S. EPA.; 1979A 

WEAST,RC ET AL. (1985) 
WEAST,R.C.; ASTLE,M.J.; BEYER,W.H.; CRC HANDBOOK OF CHEMISTRY AND PHYSICS 
66TH ED; CRC PRESS; BOCA RATON, FLA; 1985 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000103-33-3 
Chem Name AZOBENZENE 
Mol Formula: Cl2HlON2 
Mol Weight : 182.23 
Melting Pt : 68 deg C 

Boiling Pt : 293 deg C 
Water Solubility: 

Value 6. 4 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : TAKAGISHI,T ET AL (1969) 

Log P (octanol-water): 
Value 3.82 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 0.000361 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : JONES,AH (1960) 

pKa Dissociation Constant: 
Value -2.95 
Temp 
Type : EXP 
Ref : HOEFNAGEL,MA ET AL. (1969) 

Henry's Law Constant: 
Value 1.358-005 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value 1.55E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysPwp Demo !1!ge 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the .estimate ... most 
estimates were made using SRC software. 

CAS Number: 000107-66-4 
Chem Name DI-N-BUTYL PHOSPHATE 
Mol Formula: C8H19O4P 
Mol Weight : 210.21 
Melting Pt : 
Boiling Pt : 
Water Solubility: 

Value 1.72E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : BEILSTEIN 

Log P (octanol-water): 
Value 2 .29 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 9.6E-005 mm Hg 
Temp : 25 deg C 
Type : EST 
Ref : HL X WSOL 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 4.26E-009 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : MEY~,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value S.27E-011 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To Ph..)'.sPro11Demo Pag_e 
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SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemical: Hexachlorobenzene CAS Number: 000118•74-1 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter ~ Unit ~ Parameter Value 

Oral RfD: 8.0E-4 mg/kg/day IRIS ~lain: No 

Inhal RID: mg/kg/day Organic; Yes 

Oral Slope: 1.6E-+-O (mg/kg/day)"• I IRIS Gas: Yes 

Oral Wt-of-Evid; B2 Particulate; Yes 

lnhal Slope: 1.6E-+-O (mg/kg/day)"-1 IRIS Radionuclide: No 

lnhal Wt-of-E vid: B2 Rad. Element No 

Ora!EDIO: 2.6E-2 mg/kg/day EPA_EDI0 Molecular Weight: 2.8E+2 

Oral EDIO Wgt B2 Density: 2.0E-+-0 g/mL@ 23.00 C 

Inhal EDI0: 2.6E-2 mg/kg/day EPA_EDI0 
Inhal EDIO Wgt B2 
Ora!LD50: l.7E+3 mg/kg ACGIH MOBILITY 
Dermal LOSO: mg/kg 
Gas lnhal LC50: ppm Parameter Value Unit Source 
Dust lnhaJ LC50; 3.3E+3 mg/L RTECS Vapor Press: 1.SE-5 Torr CHEMFATE 

Hemy's Law: l.3E-3 atm-rn3/mol CHEMFATE 
ACUTE Water Solub: 6.2E-6 mg/L CHEMFATE 

FreshCMC: µg/L Distrib Coef: 1.IE+2 ml/g SSG_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh Ecol LCSO: 3.0E+l µg/L ECOTOX 
Salt Ecol LC50: µg/L Parameter Value Unit Source 

FOOD CHAIN 
FreshBCF: 1.8E+5 ECOTOX 
SaltBCF: 5.lE+5 ECOfOX 

PERSISTENCE 
ENVIRONMENTAL 

Unit Source 
FreshBCF: 9.2E+5 ECOTOX 

Parameter Value SaltBCF: 5. lE+5 ECOTOX 
LAKE - Halllives 

Hydrolysis: days LogKow; 5.3E-+-O CHEMFATE 
Volatility: 1.5E+2 days THOMAS Water Solub: 6.2E-6 CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodeg: l.5E+3 days CHEMFATE 
Radio: days 

OTHER DATA 
RIVER - Haltlives 

Hydrolysis: days Melting Point: 2.3E+2 C 
Volatility: 1.6E-t-O days THOMAS Boiling Point: 3.3E+2 C 
Photalysis: days Fomrula: C6Cl6 
Biodeg: l.5E+3 days CHEMFATE 
Radio: days 

LogKow: 5.3E-+-O CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A 0 191 
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CHEMFATE Search Results 
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CAS #: 000118-74-1 Name: HEXACHLOROBENZENE 

****************************************************************************** 
MELT HEXACHLOROBENZENE 

Melting Point 
Remarks 
Abbrev. Ref. 

228.7 DEGC 
SRC RECOMMENDED VALUE 
KAO,CI & POFFENBERGER,N (1979) 

CAS# 118-74-1 

****************************************************************************** 

VP HEXACHLOROBENZENE 
Vapor Pressure: 
Temperature ( C) : 

. 1089E-04 
20. 

CAS# 118-74-1 
TORR MEASURED 

Abbrev. Ref. LEONI,V & DARCA,SU (1976) 
****************************************************************************** 

VP HEXACHLOROBENZENE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev . Ref. 

.ll0E-04 
20. 

TORR 

FROM PERKOW,W. 
KILZER,L ET AL. 

(1976) 
(1979) 

CAS# 118-74-1 
MEASURED 

****************************************************************************** 

VP HEXACHLOROBENZENE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

. 168E-04 TORR 
25. 
CALC FROM ANTOINE EQN 
FARMER, WJ ET AL. (1980) 

CAS# 118-74-1 
CALCULATED 

****************************************************************************** 

VP HEXACHLOROBENZENE CAS# 118-74-1 
Vapor Pressure : 1.80E-5 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. SCHOENE,K ET AL. (1984) 

****************************************************************************** 

FARMER,WJ ET AL. (1980) 
FARMER,W.J.; YANG,M.S.; LETEY,J.; SPENCER,W.F.; HEXACHLOROBENZNE: ITS VAPOR 
PRESSURE AND VAPOR PHASE DIFFUSION IN SOIL.; SOIL SCI. SOC . AM.; 44:676-80. 
1980 

KAO,CI & POFFENBERGER,N (1979) 
KAO,C.I.; POFFENBERGER,N.; CHLORINATED BENZENE; IN: KIRK- OTHMER ENCYL CHEM 
TECH 3RD., NY,NY: WILEY INTRSCI PUBL:5:797-808; 1979 

KILZER,L ET AL. (1979) 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 
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KILZER,L.; SCHEUNERT,I . ; GEYER,H . ; KLEIN , W.; KORTE,F.; LABORATORY SCREENING 
OF THE VOLATILIZATION RATES OF ORGANIC CHEMICALS FROM WATER AND SOIL . ; 
CHEMOSPHERE.; 8 : 751-61.; 1979 

LEONI,V & DARCA,SU (1976 ) 
LEONI, V. ; DARCA, S . U. ; EXPERIMENTAL DATA AND CRITICAL REVIEW OF THE OCCURREN 
OF HEXACHLOROBENZENE IN THE ITALIAN ENVIRONMENT . ; SCI. TOTAL ENVIRON.; 
5:253-72.; 1976 

SCHOENE,K ET AL. (1984) 
SCHOENE,K.; BOEHMER,W.; STEINHANSES,J . ; DETERMINATION OF VAPOR PRESSURES DO 
TO 0.01 PA BY HEADSPACE GAS-CHROMATOGRAPHY.; FRESENIUS ' Z. ANAL . CHEM.; 
319:903-6.; 1984 

End of Search 
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AbautSRC Tniining 

CHEMFATE Search Results · 

RJ!turn to EJ'DB_page 

CAS #: 000119-90-4 Name: 3,3'-DIMETHOXYBENZIDINE 

****************************************************************************** 
MELT 3,3'-DIMETHOXYBENZIDINE CAS# 119-90-4 

Melting Point 137-138 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP 3, 3 '-DIMETHOXYBENZIDINE CAS# 119-90-4 
Vapor Pressure : 2 .12E-7 MM HG 
Temperature (C): 25 
Remarks ESTIMATED BY PCCHEM, SRC RECOMMENDED VALUE 
Abbrev. Ref. SRC (1988) 

*******************************~********************************************** 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 

http://esc.syrres.com/ scripts/CHF cgi.exe 12/20/2005 



CHEMF ATE Search Results Page 1 of 1 

- Syracuse Research Corporation ' S-c,•c :-c,r .. -c: l'; 

•?...-- - • ~ , • -· ,------ - .,---... .;... ., •• _,_ -~ r .. -,-.. ... -- ,-. --...., •'• "?:f"' --···~ - --........ ,. ---- - - - - ... - • :;'•· ,..., _,,.." ·- .--

About SIC Career Center raining 

CHEMFATE Search Results 

RetuJ"Il to EFDB~ 

CAS #: 000126-73-8 Name: TRI-N-BUTYL PHOSPHATE 

*******************************~********************************************** 
MELT TRI-N-BUTYL PHOSPHATE CAS# 126-73-8 

Melting Point -79 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. ALDRICH (1988) 

*******************************~********************************************** 

VP TRI-N-BUTYL PHOSPHATE 
Vapor Pressure : 1.20E-04 
Temperature (C): 25 
Remarks 

MM HG 

SRC RECOMMENDED VALUE 

CAS# 126-73-8 
CALC 

1 
2 EXTRAPOLAT:E:D FROM TEMP RANGE 114 DEG C(0.8 MMHG) - 160-16 

DEG C (15 MMHG) 
Abbrev. Ref. RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

ALDRICH {1988) 
ALDRICH.; CATALOG HANDBOOK OF FINE CHEMICALS 1988-1989; MILWAUKEE, WI: 
ALDRICH CHEM CO.; 1988 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000128-37-0 
Chem Name 2,6-DI-T-BUTYL-4 - METHYLPHENOL (BHT) 
Mol Formula: Cl5H240 
Mol Weight : 220.36 
Melting Pt : 71 deg C 
Boiling Pt : 265 deg C 

Water Solubility: 
Value O. 6 mg/L 
Temp 25 deg C 
Type EXP 
Ref INOI,H ET AL. {1979A) 

Log P (octanol - water): 
Va l ue 5.10 
Type : EXP 
Ref : TSCATS 

Vapor Pressure: 
Value 0.00516 mm Hg 
Temp 25 deg C 
Type EXT 
Ref PERRY,RH & GREEN,D (1984) 

pKa Dissoc i ation Constant : 
Value 12.2 
Temp 
Type EXP 
Ref SERJEANT,EP & DEMPSEY,B {1979) 

Henry's Law Constant: 
Value 4.12E- 006 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM & HOWARD , PH (1991 ) 

Atmospheric OH Rate Constant : 
Value 1.83E-Oll cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back Toj>ey_sPro_p Demo_Page 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates.were made using SRC software. 

CAS Number : 000131-89-5 
Chem Name 2-CYCLOHEXYL-4,6-DINITROPHENOL 
Mal Formula: Cl2H14N2O5 
Mal Weight 266.26 
Melting Pt : 107 deg C 
Boiling Pt : 
Water Solubility: 

Value 15 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 4.12 
Type : EXP 
Ref : ELLINGTON, JT & STANCIL,FE (198B) 

Vapor Pressure: 
Value 4.198-008 mm Hg 
Temp 25 deg C 
Type EST 
Ref NEELY,WB & BLAU,GE (1985) 

pKa Dissociation Constant: 
Value 4.52 
Temp 25 deg C 
Type EST 
Ref LIPNICK,RL ET AL. (1986) 

Henry's Law Constant: 
Value 5.54E-008 a~m-m3/mole 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value l.02E- 0ll cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To Phy_sProp Demo Page 
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CAS #: 000133-06-2 Name: CAPTAN 

****************************************************************************** 
MELT CAPTAN CAS# 133-06-2 

Melting Point 
Remarks 
Abbrev. Ref . 

178 DEGC 
SRC RECOMMENDED VALUE 
WORTHING,CR & WALKER,SB (1983) 

****************************************************************************** 

VP CAPTAN CAS# 133-06-2 
Vapor Pressure .lE-04 TORR MEASURED 
Temperature (C) : 25. 
Remarks UPPER LIM 
Abbrev. Ref . MARTIN,H & WORTHING,CR (1977) 

****************************************************************************** 

VP CAPTAN 
Vapor Pressure 
Temperature (C): 
Remarks 
Abbrev. Ref . 

6.0E-5 
25.25 

MM HG 

SRC RECOMMENDED VALUE 
GILE,JD & GILLETT,JW (1979) 

CAS# 133-06-2 

****************************************************************************** 

GILE,JD & GILLETT,JW (1979) 
GILE,J.D.; GILLETT,J.W.; FATE OF SELECTED FUNGICIDES IN A TERRESTRIAL 
LABORATORY ECOSYSTEM.; J. AGRIC. FOOD CHEM.; 27:1159-64.; 1979 

MARTIN,H & WORTHING,CR (1977) 
MARTIN,H.; WORTHING,C.R.; PESTICIDE MANUAL. FIFTH EDITION, BRITISH CROP 
PROTECTION COUNCIL. 563 PP.; 1977 

WORTHING,CR & WALKER,SB (1983) 
WORTHING,C.R.; WALKER,S.B.; PESTICIDE MANUAL 7TH ED; BRITISH CROP PROTECTIO 
COUNCIL. LAVENHAM SUFFOLK, ENGLAND: LAVENHAM PRESS LTD; 1983 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP= Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were. made using SRC software. 

CAS Number: 023950-58 - 5 
Chem Name PRONAMIDE 
Mol Formula: C12H11Cl2NO 
Mol Weight : 256.13 
Melting Pt : 155 deg C 
Boiling Pt: 
Water Solubility: 

Value 15 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFBLSER,RM (1992) 

Log P (octanol-water} : 
Value 3 . 43 
Type : EXP 
Ref : ELLINGTON,JT & STANCIL , FE (1988) 

Vapor Pressure: 
Value 4.35E-007 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : TOMLIN,C (1994) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 9.77E - 009 atm- m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value l.32E-011 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN, WM & HOWARD,PH (1993) 

Back To Ph:ysProJLDemo Pa~ 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the. full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 026140-60-3 
Chem Name TERPHENYL 
Mol Formula: C18Hl4 
Mol Weight : 230.31 
Melting Pt : 
Boiling Pt : 
Water Solubility: 

Value 0.215 rng/L 
Temp : 25 deg C 

Type : EST 
Ref : MEYLAN,WM ET AL. (1996) 

Log P (octanol-water): 
Value 5.52 
Type : EST 
Ref : MEYLAN, WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 3.09E-006 mm Hg 
Temp : 25 deg C 
Type : EST 
Ref : NEELY,WB & BLAU,GE (1985) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 3.lSE-005 atrn-rn3/mole 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value 9.19E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To Pb):§.Pro11Demq_F_g,g__~ 
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CHEMFATE Search Results 
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CAS #: 000510-15-6 Name: CHLOROBENZILATE 

****************************************************************************** 
MELT CHLOROBENZILATE 

Melting Point 
Remarks 
Abbrev. Ref. 

35-37 DEGC 
SRC RECOMMENDED VALUE 
MARTIN,H & WORTHING,CR (1977) 

CAS# 510-15-6 

****************************************************************************** 

VP CHLOROBENZILATE CAS# 510-15-6 
Vapor Pressure: 2.2E-6 MM HG 
Temperature (C): 20 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MARTIN,H & WORTHING,CR (1977) 

****************************************************************************** 

MARTIN,H & WORTHING,CR (1977) 
MARTIN,H.; WORTHING,C.R.; PESTICIDE MANUAL . FIFTH EDITION, BRITISH CROP 
PROTECTION COUNCIL. 563 PP.; 1977 

End of Search 
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Locations ftJinlng 

CHEMFATE Search Results 

Return to EFDB_p,3_g~ 

CAS #: 000057-24-9 Name: STRYCHNIDIN-10-ONE 

****************************************************************************** 
MELT STRYCHNIDIN-10-ONE CAS# 57-24-9 

Melting Point 268-290 DEGC 
Remarks DEPENDS ON SPEED OF HEATING, SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP STRYCHNIDIN-10-ONE CAS# 57-24-9 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

9.43E-12 
25 

MM HG 

ESTIMATED BY PCCHEM-PCGEMS, SRC RECOMMENDED VALUE 
SRC (1988) 

****************************************************************************** 

MERCK INDEX (1983) 
MERCK INDEX. ; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO . , INC.; 1983 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATBD VALUES; 1988 

End of Search 
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Cll'ffl' C11nter Training 

CHEMFATE Search Results 

CAS #: 000060-11-7 Name: 4-(DIMETIILAMINO)AZOBENZENE 

****************************************************************************** 
MELT 4-(DIMETHLAMINO)AZOBENZENE CAS# 60-11-7 

Melting Point 114-117 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref -. MERCK INDEX (1983) 

****************************************************************************** 

VP 4- (DIMETHLAMINO)AZOBENZENE CAS# 60-11-7 
Vapor Pressure : 7E- 8 MM HG 
Temperature (C): 25 
Remarks EXTRAPOLATED FROM DATA RANGE 356-407 DEG K, SRC RECOMMENDE 

VALUE 
Abbrev. Ref. CAMPANELLI,AR ET AL. (1985) 

****************************************************************************** 

CAMPANELLI,AR ET AL. (1985) 
CAMPANELLI,A.R.; FERRO,D.; PAVEL,N.V.; STUDY OF THE 4:1 INCLUSION COMPOUND 
BETWEEN DEOXYCHOLIC ACID AND (E)-P-DIMETHYLAMINOAZOBENZENE BY VAPOR PRESSUR 
MEASUREMENTS.; THERMOCHIM. ACTA; 87:231-8; 1985 

MERCK INDEX (1983) 
MERCK INDEX. ; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the. 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data Extrapolated data is based upon experimental measurement outside. the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made. using SRC software. 

CAS Number: 000603-34-9 
Chem Name TRIPHENYLAMINE 
Mol Formula: Cl8Hl5N 
Mol Weight 245.33 
Melting Pt : 127 deg C 
Boiling Pt : 365 deg C 
Water Solubility: 

Value 0.315 mg/L 
Temp 25 deg C 
Type EST 
Ref MEYLAN, WM ET AL. (1996) 

Log P (octanol-water): 
Value 5.74 
Type : EXP 
Ref : HANSCH, C ET AL. (1995) 

Vapor Pressure: 
Value 0 . 000392 mm Hg 
Temp 25 deg C 
Type EXP 
Ref FORWARD,MV ET AL. (1949) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 5.41E-006 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value 2E-010 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To Ph_xsProp Demo Page 
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Training 

CHEMFATE Search Results 
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CAS #: 000608-93-5 Name:.PENTACHLOROBENZENE 

****************************************************************************** 
MELT PENTACHLOROBENZENE CAS# 608-93-5 

Melting Point 86 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. WEAST,RC ET AL. (1985) 

****************************************************************************** 

VP PENTACHLOROBENZENE CAS# 60B-93-5 
Vapor Pressure : 
Temperature (C): 
Remarks 

Abbrev. Ref. 

2.19E-3 
25 

MM HG 

EXTRAPOLATED FROM A LIQUID STATE FROM AT-RANGE OF 
9B.6-276.0 DEG C WITH FUGACITY RATIO CORRECTION, 
EXPERIMENTAL DATA FROM PERRY,RH & GREEN (1984), SRC 
RECOMMENDED VALUE 
MACKAY,D & SHIU,WY (19B1) 

****************************************************************************** 

MACKAY,D & SHIU,WY (1981) 
MACKAY,D.; SHIU,W.Y.; A CRITICAL REVIEW OF HENRY'S LAW CONSTANTS FOR 
CHEMICALS OF ENVIRONMENTAL INTEREST.; J. PHYS. CHEM . REF. DATA.; 19 : 1175-99 
1981 

WEAST,RC ET AL. (1985) 
WEAST,R . C . ; ASTLE,M.J.; BEYER,W.H.; CRC HANDBOOK OF CHEMISTRY AND PHYSICS 
66TH ED; CRC PRESS; BOCA RATON, FLA; 1985 

End of Search 
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CHEMFATE Search Results 

Return toJWI)B_pJ1ge 

CAS #: 000067-72-1 Name: HEXACHLOROETHANE 

****************************************************************************** 
MELT HEXACHLOROETHANE CAS# 67-72-1 

Melting Point 186.8 DEGC 
Remarks SUBLIMES, SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP HEXACHLOROETHANE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

0 .21 
20 

MM HG 

SRC RECOMMENDED VALUE 
ARCHER, WL (1979) 

CAS# 67-72-1 

****************************************************************************** 

ARCHER, WL (1979) 
ARCHER, W. L. ; OTHER CJil,OROETHANES. ; IN: KIRK-OTHMER ENCYCL. CHEM. TECH. 3RD 
ED. 5:722-42.; 1979 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ, M ED. RAHWAY, N. J. : MERCK AND CO., INC.; 1983 

End of Search 
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CHEMFATE Search Results 
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CAS #: 000070-30-4 Name: HEXACHLOROPHENE 

****************************************************************************** 
MELT . HEXACHLOROPHENE 

Melting Point 
Remarks 
Abbrev. Ref. 

164-165 DEGC 
SRC RECOMMENDED VALUE 
MERCK INDEX (19B3) 

CAS# 70-30-4 

****************************************************************************** 

VP HEXACHLOROPHENE CAS# 70-30-4 
Vapor Pressure : l.SE-10 MM HG 
Temperature (C): 25 
Remarks ESTIMATION BASED ON MEASURED WATER SOLUBILITY AND ESTIMATE 

HENRY'S LAW CONSTANT, SRC RECOMMENDED VALUE 
Abbrev. Ref. SRC (19B8) 

***********************.******************************************************* 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 19B3 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 19B8 

End of Search 
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CHEMFATE Search Results 
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CAS #: 000077-47-4 Name: HEXACHLOROCYCLOPENTADIENE 

****************************************************************************** 
MELT HEXACHLOROCYCLOPENTADIENE CAS# 77-47-4 

Melting Point 11.34 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. STBVENS,JE (1979) 

****************************************************************************** 

VP HEXACHLOROCYCLOPENTADIENE 
Vapor Pressure: 
Temperature (C) : 
Abbrev. Ref. 

.6300E-01 
25. 

TORR 

BELL,MA ET AL. (1978) 

CAS# 77-47 - 4 
MEASURED 

****************************************************************************** 

VP HEXACHLOROCYCLOPENTADIENE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.81E-Ol 
25. 

TORR MEASURED 

FROM VERSCHUEREN,K . (1977) 
KILZER,L ET AL. (1979) 

CAB# 77-47-4 

****************************************************************************** 

VP HEXACHLOROCYCLOPENTADIENE 
Vapor Pressure : 
Temperature (C): 
Abbrev. Ref . 

.8E-01 
25. 

TORR 

WOLFE,NL ET AL. 

CAS# 77-47-4 
MEASURED 

(1982) 
*************"*********** ****************************************************** 

VP HEXACHLOROCYCLOPENTADIENE 
Vapor Pressure: 
Temperature (C): 
Abbrev. Ref. 

0.10 
25 

MM HG 

ATALLAH,YH ET AL. 

CAB# 77-47-4 

(1980) 
************************************** **************************************** 

VP HEXACHLOROCYCLOPENTADIENE CAS# 77-47-4 
Vapor Pressure: 6.000E-02 MM HG MEASURED 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

VP HEXACHLOROCYCLOPENTADIENE 
vapor Pressur e : 
Temperature (C) : 
Remarks 
Abbrev. Ref . 

5.96E- 2 MM HG 
25 
SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER , RP (1989) 

CAS# 77-47 - 4 

****************************************************************************** 

http://esc.syrres.com/scripts/CHF cgi.exe 12/20/2005 
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ATALLAH, YH ET AL. (1980) 
ATALLAH, Y. H. ; WHITACRE, D. M. ; BUTZ, R . G. ; FATE OF HEXACHLOROCYCLOPENTADIENE I 
THE ENVIRONMENT.; PRESENTED BEFORE THE DIV . OF ENVIRON. CHEM., AMERICAN 
CHEMICAL SOCIETY, AUGUST 24-29, 1980 . SAN FRANCISCO , CA.; 1980 

BELL,MA ET AL. (1978) 
BELL,M.A.; EWING,R.A.; LUTZ,G .A.; REVIEWS OF THE ENVIRONMENTAL EFFECTS OF 
POLLUTANTS: XII. HEXACHLOROCYCLOPENTADIENE.; EPA-600/1-78-047. COLUMBUS, O 
U.S . EPA. PP . 94 . ; 1978 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INS~ITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T . E.; DANNER, R . P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB . CORP., NEW YORK, 
NY., 4 VOL.; 1989 

KILZER,L ET AL. (1979) 
KILZER, L . ; SCHEUNERT, I. ; GEYER, H. ; KLEIN, W. ; KORTE, F . ; LABORATORY SCREENING 
OF THE VOLATILIZATION RATES OF ORGANIC CHEMICALS FROM WATER AND SOIL.; 
CHEMOSPHERE.; 8:751-61.; 1979 

STEVENS,JE (1979) 
STEVENS,J.E.; CHLORINATED DERIVATIVES OF CYCLOPENTADIENES; IN: KIRK-OTHMER 
ENCYCL CHEM TECH 3RD ED NY,NY: WILEY 5:791-7; 1979 

WOLFE , NL ET AL . (1982) 
WOLFE,N.L .; ZEPP,R.G . ; SCHLOTZHAUER,P . ; SINK,M . ; TRANSFORMATION PATHWAYS OF 
HEXACHLOROCYCLOPENTADIENE IN THE AQUATIC ENVIRONMENT.; CHEMOSPHERE . ; 
11:91-101.; 1982 

End of Search 
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CAS #: 000822-06-0 Name: 1,6-DIISOCYANATOHEXANE 

****************************************************************************** 
VP 1,6-DIISOCYANATOHEXANE CAS# 822-06-0 

Vapor Pressure : 0.03 MM HG EST 
Temperature (C): 25 
Abbrev. Ref. GOLDBERG,NA & KUCHERYAVYI,VI (1960) 

****************************************************************************** 

GOLDBERG,NA & KUCHERYAVYI,VI (1960) 
GOLDBERG,N.A.; KITCHERYAVYI,V . I.; SOME PHYSICOCHEMICAL PROPERTIES OF 
HEXAMETHYLENE DIISOCYNATE . ; PRIICLAD. KHIM.; 33:1912-13 . ; 1960 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the_ full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number: 000822-06-0 
Chem Name HEXAMETHYLENE DIISOCYANATE 
Mol Formula: C8Hl2N2O2 
Mol Weight : 168.20 
Melting Pt : -67 deg C 
Boiling Pt : 255 deg C 
Water Solubility: 

Value 117 mg/L 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM ET AL. (1996) 

Log P (octanol-water): 
Value 3.20 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 0.03 mm Hg 
Temp 25 deg C 
Type EST 
Ref GOLDBERG,NA & KU'CHERYAVYI,VI (1960) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 4.8E-005 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value 7.74E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref ATKINSON,R (1988) 

Back To Phy))ProJLDemo PJ!ge 

http:/ /esc.syrres.com/interkow/webprop.exe 114/2006 
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CAS #: 000082-68-8 Name: PENTACHLORONITROBENZENE 

****************************************************************************** 
VP PENTACHLORONITROBENZENE 

Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.5E-04 
20.25 

.113E-03 
25.00 

.113E-03 
25.25 

SRC RECOMMENDED VALUE 
GILE,JD & GILLETT,JW (1979) 

CAS# 
TORR 

82-68-8 
MEASURED 

****************************************************************************** 

GILE,JD & GILLETI,JW (1979) 
GILE,J.D.; GILLETT,J.W . ; FATE OF SELECTED FUNGICIDES IN A TERRESTRIAL 
LABORATORY ECOSYSTEM.; J. AGRIC. FOOD CHEM.; 27:1159-64.; 1979 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 12/21/2005 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. · 

CAS Number : 000082-68-8 
Chem Name PENTACHLORONITROBENZENE 
Mol Formula: C6Cl5NO2 
Mol Weight : 295.34 
Melting Pt : 144 deg C 
Boiling Pt : 328 deg C 
Water Solubility: 

Value 0 . 44 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water) : 
Value 4.64 
Type : EXP 
Ref : SANGSTER (1994) 

Vapor Pressure: 
Value SE-005 mm Hg 
Temp : 20 deg c 
Type : EXP 
Ref : GILE,JD & GILLETT,JW (1979) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law Constant: 
4 . 42E- 005 atm-m3/mole 

: 25 deg C 
: EST 
: VP/WSOL 

Atmospheric OH Rate Constant: 
Value 7.23E-015 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN, WM & HOWARD, PH ( 1993) 

Back To PhysPropJ)emo Page 
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CHEMFATE Search Results 

Return to EFDB p~~ 

CAS #: 000082-68-8 Name: PENTACHLORONITROBENZENE 

****************************************************************************** 
VP PENTACHLORONITROBENZENE 

Vapor Pressure: 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

. SE-04 
20.25 

.113E-03 
25.00 

. 113E-03 
25 . 25 

SRC RECOMMENDED VALUE 
GILE,JD & GILLETT,JW (1979) 

CAS# 
TORR 

82-68-8 
MEASURED 

****************************************************************************** 

GILE,JD & GILLETT,JW (1979) 
GILE,J.D.; GILLETT,J.W.; FATE OF SELECTED FUNGICIDES IN A TERRESTRIAL 
LABORATORY ECOSYSTEM.; J. AGRIC. FOOD CHEM.; 27:1159-64.; 1979 

End of Search 
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SUPERFUNO CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemical: Hexachlorobutadlene CAS Number: 000087-68-3 

TOXICITY PHYSICAL CHARACTERISTICS 

~ Value Unit Source Parameter Value 

Oral RID: 2.0E-4 mg/kg/day HEAST Metal Contain: No 

lnhal RID: mg/kg/day Organic: Yes 

Oral Slope: 7.BE-2 (mg/kg/day)"-1 IRIS Gas: Yes 

Oral Wt-of-Evid: C Paniculate: No 

lnhal Slope: 7.7E-2 (mg/kg/day)"-1 IRIS Radionuclide: No 

lnhal Wt-of-Evid: C Rad. Element: No 

OralEDI0: 1.7E+o mg/kg/day EPA_EDI0 Molecular Weight 2.6E+2 

Oral EDIO W gt: C Density: l.6E+o g/mL @ 25.00 C 

Inhal EDl0: l.7E+o mg/kg/day EPA_EDI0 
lnbal EDlO Wgt: C 
OralLDS0: 4.6E+l mg/kg ACGIH MOBILITY 
Denna! LD50: mg/kg 
Gas Inbal LC50: ppm Parameter Value Unit Source 
Dust Johal LC50: mg/L Vapor Press: 2.2E-1 Torr CHEMFATE 

Hcniy' s Law: 8.IE-3 atm-m3/mol CHEMFATE 
ACUTE Water Solub: 3.2E+o mg/L CHEMFATE 

FrcsbCMC: µg/L DistribCoef: 7.6E+3 ml/g DITOR_KD 
SahCMC: µg/L Geo Mean Sol: mg/L 

CHRONJC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh Ecol LCSO: 6.0E+l µg/L ECOTOX 
Salt Ecol LC50: 4.SE+2 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
Fresh BCF: 6.0E+J VER_BCF 
SahBCF: 1.0E+-4 ECOTOX 

PERSISTENCE 
ENVIRONMENTAL 

Source 
Fresh BCF: 2.3E+3 VER BCF 

Parameter Value Unit SahBCF: 1.0E+4 ECOTOX 
LAKE • Halflives 

Hydrolysis: days LogKow: 4.BE+o CHEMFATE 
Volatility: 1.4E+2 days THOMAS Water Solub: 3.2E+o CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodeg: 1.8E+2 days FATERATE 
Radio: days 

OTHER DATA 
RIVER - Halflives 

Hydrolysis: days Melting Point: -2.IE+l C 
Volatility: 1.5E+o days THOMAS Boiling Point: 2.2E+2 C 
Photolysis: days Formula: C4Cl6 
Biodeg: l.8E+2 days FATERATE 
Radio: days 

LogKow: 4.8E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A-193 



CHEMF A TE Search Results Page 1 of 1 

= Syracuse Research Corporation - ~ .... ,.., c.u:.;.: r ; 

,, , _ ·--- •- . •;--·~ · -- .. ,. .. - "''l'C:.,:,-,-r·, 1" ., ., ,,.... •· -,,,.... ._., ... -~~.,,-...,.~·-··-:- • \- --~;,,- • ~ • _"'.!: ...... -~"';-· 

AboutSRC Career Center fraining 

CHEMFATE Search Results 

Return to EFDB .nage 

CAS #: 000087-68-3 .. Name: HEXACHLOROBUTADIENE 

****************************************************************************** 
VP HEXACHLOROBUTADIENE CAS# 87-68-3 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

0 . 076 
25 

MM HG CALC 

EXTRAPOLATED FROM EXPERIMENTAL DATA BEGINNING AT 70 DEG C 
BOUBLIK,T ET AL. (1984) 

********************************************************************~********* 

VP HEXACHLOROBUTADIENE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

2.213E-01 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 87 - 68-3 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK,T.; FRIED,V.; HALA,E.; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 1 7 . ; AMSTERDAM 
NETHERLANDS: ELSEVI ER SCI. PUBL.; 1984 

DAUBERT,TE & DANNBR,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP . , NEW YORK, 
NY., 4 VOL . ; 1989 

End of Search 
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SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemical: Pentachlorophenol (PCP) CAS Number: 000087-86-5 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter Value Unit Source Parameter ~ 
Oral RID: 3.0E-2 mg/kg/day IRIS Metal Contain: No 

Inhal RID: mg/kg/day Organic: Yes 

Oral Slope: l.2E-l (mg/kg/day)"'-1 IRIS Gas: Yes 
Oral Wt-of-Evid: B2 Particulate: Yes 
InhaJ Slope: (mg/kg/day)"-1 Radionuclide: No 

lnhal W1-<1f-Evid: Rad. Element: No 

OralEDl0: mg/kg/day Molecular Weight: 2.7E+2 

OralEDl0W'l):. Density: 2.0E+o g/mL@ 22.00 C 
Inhal EDl0: mg/kg/day 
Inhal EDl0 Wgt 
Oral LD50: l.5E+2 mg/kg ACGIH MOBILITY 
Denna! lD50: 9.6E+I mg/kg ACGIH 
Oas Inhal LC50: ppm Parameter Value Unit Source 
Dust Inhal LC50: mg/L VaporPress: 3.2E-5 Torr CHEMFATE 

Hcmy'sl..aw: 2.4E-8 atm-m3/mol CHEMFATE 
ACUTE F.K Water Solub: 2.0E+3 mg/L CHEMFATE 

FresbCMC: l.9E+I bb 
µg/L WATCRIT DistribCocf: l.2E+o ml/g RTl_lON 

SaltCMC: l.3E+I µg/L WATCRIT Geo Mean Sol: mg/L 

CHRONIC f , JC 
Fresh CCC: l.5E+I bb µg/L WATCRIT 
Salt CCC: 7.9E+o µg/L WATCRIT 

BIOACCUMULATION 

Fresh Ecol LCS0: 4.0E-1 µg/L ECOTOX 
Salt Ecol LC50: 3.7E+I µg/L ECOTOX Parameter Value Unit Source 

FOODOIAIN 
FrcshBCF: 4.5E+4 ECOTOX 
SahBCF: l.3E+3 ECOTOX 

PERSISTENCE 
ENVIRONMENTAL 

!l!!h Source 
FrcshBCF: 4.5E+4 ECOTOX 

~ Value SahBCF: 3.8E+3 ECOTOX 
LAKE- Halllives 

Hydrolysis: days LogKow: 5.IE+o CHEMFATE 
Volatility: days Water Solub: 2.0E+3 CHEMFATE 
Photolysis: 4.2E+o days CHEMFATE Geo Mean Sol: mg/L 
Biodcg: 4.8E+l days CHEMFATE 
Radio: days 

OTHER DATA 
RIVER - Halflivcs 

Hydrolysis: days Melting Point: l.7E+2 C 
Volatility: days Boiling Point: C 
Photolysis: 4.2E+o days CHEMFATE Formula: C6HCl5O 
Biodeg: 4.8E+I days CHEMFATE 
Radio: days 

LogKow: 5.IE+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A-269 
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CAS #: 000087-86-5 Name: PENTACHLOROPHENOL 

****************************************************************************** 
VP PENTACHLOROPHENOL CAS# 87-86-5 

Vapor Pressure : 1. lE-4 
20 

MM HG MEAS 
Temperature (C) : 
Abbrev. Ref. SCOW,K ET AL. (1980) 

****************************************************************************** 

VP PENTACHLOROPHENOL CAS# 87-86-5 
Vapor Pressure: 
Temperature (C): 
Remarks 

Abbrev. Ref. 

3.17E-s 
25 

MM HG CALC 

EXTRAPOLATED FROM DATA FOR THE LIQUID MATERIAL OBTAINED IN 
THE RANGE 192.2-309.3 DEG C AND CONVERTED TO VAPOR PRESSUR 
FOR THE SOLID. SRC RECOMMENDED VALUE 
BOUBLIK,T ET AL . (1984) 

****************************************************************************** 

BOUBLIK, T ET AL. (1984) 
BOUBLIK,T.; FRIED,V . ; HALA,E.; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 17.; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI. PUBL.; 1984 

SCOW,K ET AL. (1980) 
SCOW, K. ; GOYER, M. ; PAYNE, E. ; PERWACK, J. ; THOMAS, R. ; WALLACE, . ; WALKER, P . ; 
WOOD, M. ; AN EXPOSURE AND RISK ASSESSMENT FOR PENTACHLOROPHENOL. ; 
EPA-440/4-81-021 . (NTIS PBSS-211944). CAMBRIDGE,MA: ARTHUR D. LITTLE INC. 
PP.195.; 1980 

End of Search 
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CAS #: 000091-94-1 Name: 3,3'-DICHLOROBENZIDINE 

****************************************************************************** 
MELT 3,3'-DICHLOROBENZIDINE CAS# 91-94-1 

Melting Point 131-132 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. SIKKA,HC ET AL. (1978) 

****************************************************************************** 

VP 3,3'-DICHLOROBENZIDINE CAS# 91-94 - 1 
Vapor Pressure : 3.71E-8 MM HG 
Temperature (C): 25 
Remarks ESTIMATED USING PCCHEM-PCGEMS, SRC RECOMMENDED VALUE 
Abbrev. Ref. SRC (1988) 

****************************************************************************** 

SIKKA,HC ET AL. (1978} 
SIKKA,H.C.; APPLETON,H.T.; BANERJEE,S.; FATE OF 3,3' - DICHLOROBENZIDINE IN 
AQUATIC ENVIRONMENTS.; EPA-600/3-78-068. SYRACUSE,NY: SYRACUSE RES. CORP.; 
1978 

SRC (1988} 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 
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SUPERFUNO CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemical: Tetrachlorobenzene, 1,2,4,5- CAS Number: 000095-94-3 

TOXICITY PHYSICAL CHARACTERISTICS 

~ Value Unit Source Parameter Value 

OralRID: 3.0E-4 mg/kg/day IRIS Metal Contain: No 

Jnhal RID: mgllqifday Organic: Yes 

Oral Slope: (mg/kg/day)"-1 Gas: Yes 

Oral Wt-<>f-Evid: Particulate: Yes 

Jnhal Slope: ('!'g/kg/day)"-1 Radionuclide: No 

Jnhal Wt-<if-Evid: Rad. Element: No 

OralEDI0: mg/kg/day Molecular Weight 2.2E+2 

OralEDl0Wgt Density: 1.9E+o g/mL@ 22.00 C 

lnhal EDIO: mg/kg/day 
lnhal ED10 Wgt: 
OraJLD50: mg/kg MOBILITY 
Dermal LOSO: mg/kg 
Gas Johal LC50: ppm Parameter Value Unit Source 
Dust Inhal LC50: mg/L Vapor Press: 5.4E-3 Torr CHEMFATE 

Henry's Law: 2.6E-3 atm-m3/mol CHEMFATE 
AClTI'E Water Solub: 5.9E-l mg/L CHEMFATE 

FreshCMC: µg/L DistribCoef: I.IE+! mllg SSG_KD 
SaltCMC: µg/L Geo Mean Sol: · mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L BlOACCUMULATION 

Fresh Ecol LCS0: 8.9E+J µg/L ECOTOX 
Salt Ecol LCS0: J.2E+2 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
FrcshBCF: 
SaltBCF: 

PERSISTENCE 
ENVIRONMENTAL 

FrcshBCF: 4.1E+3 Ecarox 
Parameter · Value Unit Source SaltBCF: 
LAKE - Halflivcs 

Hydrolysis: 3.2E+3 days CHEMFATE LogKow: 4.8E+o CHEMFATE 
Volatility: l.3E+2 days TIIOMAS Water Solub: 5.9E-t CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodeg: l.8E+2 days FATERATE 
Radio: days 

OTHER DATA 
RIVER - Halflives 

Hydrolysis: 3.2E+3 days CHEMFATE Melting Point: l.4E+2 C 
VolatJ7ity: J.4E+o days THOMAS Boiling Point: 2.4E+2 C 
Photolysis: days Formula: C6H2 C14 
Biodeg: 1.8E+2 days FATERATE 
Radio: days 

LogKow: 4.8E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A-325 
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CAS #: 000095-94-3 Name: 1,2,4,5-TETRACHLOROBENZENE 

****************************************************************************** 
MELT 1,2,4,5-TETRACHLOROBENZENE CAS# 95-94-3 

Melting Point 139.5 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. KAO,CI & POFFENBERGER,N (1979) 

****************************************************************************** 

VP 1, 2, 4, 5 - TETRACHLOROBENZENE CAS# 95-94-3 
Vapor Pressure: 0 . 0054 MM HG CALC 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE, EXTRAPOLATED FROM HIGHER EXPERIMENT 

TEMPERATURES (146-245 DEG C) AND CORRECTED FOR A VAPOR 
PRESSURE FOR A SOLID USING A FUGACITY CORRECTION FACTOR 

Abbrev . Ref. MACKAY,D BT AL. (1982) 
****************************************************************************** 

KAO,CI & POFFENBERGER,N (1979) 
KAO,C.I.; POFFENBERGER,N.; CHLORINATED BENZENE; IN: KIRK-OTHMER ENCYL CHEM 
TECH 3RD., NY,NY: WILEY INTRSCI PUBL:5:797-808; 1979 

MACKAY,D ET AL. (1982) 
MACKAY,D.; BOBRA,A.; CHAN,D.W.; SHIU,W.Y.; VAPOR PRESSURE CORRELATIONS FOR 
LOW-VOLATILITY ENVIRONMENTAL CHEMICALS.; ENVIRON . SCI . TECHNOL.; 16:645-9.; 
1982 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = Extrapolated Data. 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 000096-69-5 
Chem Name 4,4'-Thiobis(6-tert-butyl-3-cresol) 
Mel Formula: C22H30O2S 
Mol Weight : 358.55 
Melting Pt: 162 deg C 
Boiling Pt : 
Water Solubility: 

Value 0.00191 mg/L 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM ET AL. (1996) 

Log P (octanol-water): 
Value 8.24 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 8.59E-0ll mm Hg 
Temp : 25 deg C 

Type : EST 
Ref : NEELY,WB & BLAU,GE (1985) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 2.76E - 012 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value 1.3E-010 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WN & HOWARD,PH (1993) 

Back To PhysProp Demo Page 
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Data: 1/2812004 
Chemical: Trinitrobanzena, 1,3,S-

Parameter 

OralRfD: 
lnhalRfD: 
Oral Slope: 
Oral Wt-of-Evid: 
lnhal Slope: 
Johal Wt-of-Evid: 
OraJEOIO: 
OraIEDJ0Wgt 
Jnhal EDIO: 
Inhal EDIO Wgt: 
OralLD50: 
Dermal 1050: 
Gas Inbal LCSO: 
Dust Inhal LC50: 

ACUTE 
FrcshCMC: 
SaltCMC: 

CHRONIC 
Fresh CCC: 
Salt CCC: 

.Y!l!!!l 
3.0E-2 

2.8E+2 
2.0E+3 

Fresh Ecol LCSO: 3.4E+2 
Salt Ecol LC50: 

Parameter Value 

LAKE - Halllives 
Hydrolysis: 
Volatility: 
Photolysis: 
Biodcg: 
Radio: 

RIVER - Halflivcs 
Hydrolysis: 
Volatility: 
Photolysis: 
Biodeg: 
Radio: 

LogKow: !.2Et{) 

TOXICITY 

!1!1i! 
mg/kg/day 
mg/kg/day 
(mg/kg/day)"-1 

(mg/kg/day)"-! 

mg/kg/day 

mg/kg/day 

mg/kg 
mg/kg 
ppm 
mg/1 

PERSISTENCE 

Unit 

days 
days 
days 
days 
days 

days 
days 
days 
days 
days 

SUPERFIJN0 CHEMICAL DATA MATRIX 

Source 

IRJS 

RTECS 
RTECS 

ECOTOX 

Source 

PHYSPROP 

CAS Number: 000099-35-4 

PHYSICAL CHARACTERISTICS 

Parameter 
Metal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 

Value 
No 
Yes 
Yes 
Yes 
No 

Rad Element 
Molecular Weight 
Density: 

No 
2.IE+2 
1.5Et-O g/mL @ 152.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Wat.er Solub: 
Distnl> Cocf: 
Geo Mean Sol: 

Parameter 
FOOD CHAIN 

Fresh BCF: 
SaltBCF: 

ENVIRONMENTAL 
Fresh BCF: 
SahBCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Value 

6.4E-6 
3.3E-I0 
2.8E+2 
2.2E+0 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/1 
ml/g 
mg/1 

BIOACCUMULATION 

Value 

1.2Et-O 
2.8E+2 

mg/L 

OTHER DATA 

Melting Point: 1.2E+2 
3.2E+2 
C683N3 06 

C 
C Boiling Point: 

Fomrula: 

~ 
PHYSPROP 
PHYSPROP 
PHYSPROP 
DITOR_KD 

PHYSPROP 
PHYSPROP 

CLASS INFORMATION 

Parent Substance 

A -375 



SRC PhysProp Database Page 1 of I 

Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000099-35-4 
Chem Name 1,3,5-TRINITROBENZENE 
Mol Formula: C6H3N306 
Mol Weight : 213.11 
Melting Pt : 121.5 deg C 
Boiling Pt : 315 deg C 
Water Solubility: 

Value 278 mg/L 
Temp : 15 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 1.18 
Type : EXP 
Ref : HANSCH, C ET AL . ( 1995) 

Vapor Pressure: 
Value 6 . 44E-006 mm Hg 
Temp : 25 deg C 
Type : EXT 
Ref : OHE,S (1976) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
value 3.318-010 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value 1.3E-015 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To J>hy~PropDemo ~e 

http://esc.syrres.com/interkow/webprop.exe 12/22/2005 



WfP RISK ASSESSMENT WORK PLAN IDENTIFIED 
CONSTITUENTS OF POTENTIAL CONCERN (COPC) SUPPORT DATA 

Other Light Semivolati/e Compounds (molecular weight > 200 glmole) (OLSVOL) 
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CHEMFATE Search Results 

Return_to EFDB pa~ 

CAS #: 000100-21-0 Name: TEREPHTHALIC ACID 

****************************************************************************** 
MELT TEREPHTHALIC ACID CAS# 100-21-0 

Melting Point 
Remarks 

Abbrev. Ref. 

>300 DEGC 
WITH SUBLIMATION OCCURRING BEFORE MELTING, SRC RECOMMENDED 
VALUE 
BEMIS,AG ET AL. (1982) 

****************************************************************************** 

VP TEREPHTHALIC ACID CAS# 100-21-0 
Vapor Pressure : 
Temperature (Cl: 
Remarks 

Abbrev. Ref. 

9.2E-6 
25 

MM HG 

EXTRAPOLATED FROM 120 DEG C USING DATA FROM TOWLE ET AL 
1968, SRC SUGGESTED VALUE 
SRC (1988) 

****************************************************************************** 

BEMIS,AG ET AL. (1982) 
BEMIS,A.G.; DINDORF,J.A.; HORWOOD,B.; SAMANS,C.; PHTHALIC ACIDS, AND OTHER 
BENZENEPOLYCARBOXYLIC ACIDS.; IN: KIRK-OTHMER ENCYCL . CHEM. TECH. 3RD ED . 
17:732-77.; 1982 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 12/23/2005 
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CHEMFATE Search Results 
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CAS #: 000101-77-9 Name: 4,4'METHYLENEDIANILINE 

****************************************************************************** 
MELT 4,4'METHYLENEDIANILINE CAS# 101-77-9 

Melting Point 89.0 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MOORE,WM (1978) 

****************************************************************************** 

VP 4,4'METHYLENEDIANILINB CAS# 101-77-9 
Vapor Pressure : .l0E 02 TORR MEASURED 
Temperature (C): 25. 
Remarks UPPER LIM 
Abbrev . Ref . DORIGAN , J BT AL . (1976) 

************************************************ ****************************** 

VP 4,4 'METHYLENEDIANILINE CAS# 101 - 77 - 9 
Vapor Pressure: 2.97 MM HG 
Temperature (C): 25 
Remarks ESTIMATED VIA CLAUSIUS CLAPEYRON EQN USING A MEASURED VP 0 

7.5 MM HG AT 229 DEG C BOUBLIK ET AL 1984, SRC RECOMMENDED 
VALUE 

Abbrev. Ref. SRC (1988) 
********************************* ********************************************* 

DORIGAN,J ET AL. {1976) 
DORIGAN,J . ; FULLER,B . ; DUFFY,R . ; PRELIMINARY SCORING OF SELECTED ORGANIC AI 
POLLUTANTS. APPENDIX III-CHEMISTRY, PRODUCTION, AND TOXICITY OF CHEMICALS F 
THROUGH N.; EPA-450/3-77-00BD . RESEARCH TRIANGLE PARK,NC: U.S. EPA. PP.303 
1976 

MOORE, WM (1978) 
MOORE,W.M.; METHYLENEDIANILINE; IN: KIRK-OTHMER ENCYCLOPEDIA OF CHEMICAL 
TECHNOLOGY . 3RD ED. NEW YORK : WILEY & SONS 2:338-48; 1978 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 12/23/2005 
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CAS #: 000101-84-8 . Name: DIPHENYL ETHER 

****************************************************************************** 
MELT DIPHBNYL ETHER CAS# 

Melting Point 28 DEG C 
Remarks 

1 
2 

Abbrev. Ref . 

HIGH PRODUCTION VOLUME SUBMISSION DATA 
HPV: DIPHENYL OXIDE 

US EPA (2004) 

101- 84-8 

****************************************************************************** 

VP DIPHENYL ETHER CAS# 101-84-8 
Vapor Pressure : 0.02 MM HG MEASURED 
Temperature (C): 20 
Remarks 

1 HIGH PRODUCTION VOLUME SUBMISSION DATA 
2 HPV: DIPHENYL OXIDE 

Abbrev. Ref. US EPA (2004) 
****************************************************************************** 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST . ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. PREVENT. PEST . TOX . SUBST., POLLUT. PREVENT. TOXICS. AVAILABLE 
HTTP://WWW.EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT.HTM AS OF MARCH, 2004 . ; 2004 

End of Search 

http://esc.syrres.com/scripts/CHF cgi.exe 12/23/2005 
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CAS #: 000106-51-4 Name: 1,4-BENZOQUINONE 

****************************************************************************** 
MELT 1,4-BENZOQUINONE CAS# 106-51-4 

Melting Point 115.7 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

******* ******************************************* *********************** ***** 

VP 1, 4-BENZOQUINONE CAS# 106-51-4 
Vapor Pressure : 37 . 5 MM HG 
Temperature (C): 20 
Remarks EXTRAPOLATED VALUE, SRC RECOMMENDED VALUE 
Abbrev. Ref. WEBER , RC ET AL . (1981) 

****************************************************************************** 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ, M ED. RAHWAY, N. J. : MERCK AND CO., INC.; 1983 

WEBER,RC ET AL . (1981) 
WEBER,R.C.; PARKER,P.A.; BOWSER,M . ; VAPOR PRESSURE DISTRIBUTION OF SELECTED 
ORGANIC CHEMICALS.; EPA- 600/2-81-021. CINCINNATI,OH: U.S.EPA. PP.39.; 1981 

End of Search 
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CAS #: 000106-89-8 Name: EPICHLOROHYDRIN 

****************************************************************************** 
MELT EPICHLOROHYDRIN 

Melting Point 
Remarks 
Abbrev . Ref. 

-57.2 DEGC 
SRC RECOMMENDED VALUE 
RIESSER,GH (1979) 

CAS# 106-89-8 

****************************************************************************** 

VP EPICHLOROHYDRIN 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.1813E 02 TORR 
25. 
UNITS CONVERTED 
GALLANT,RW (1967) 

CAS# 106-89-8 
MEASURED 

****************************************************************************** 

VP EPICHLOROHYDRIN _ 
Vapor Pressure: 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

16.44 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT, TE & DANNER,RP (1985) 

CAS# 106-89-8 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

GALLANT , RW (1967) 
GALLANT,R.W.; PHYSICAL PROPERTIES OF HYDROCARBONS. XII. C2-C4 OXIDES.; 
HYDROCARBON PROCESS . ; 46:143-150.; 1967 

RIESSER,GH (1979) 
RIESSER,G.H.; CHLOROHYDRINS . ; KIRK-OTHMER ENCYCL. CHEM. TECH. 3RD ED. NY,N 
WILEY-INTERSCIENCE. 5:858.; 1979 

End of Search 
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SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemical: Dlbromoathane, 1,2- CAS Number: 000106-93-4 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter Value Unit Source Parameter Value 

Oral RID: mg/kg/day Metal Contain: No 

lnhal RID: 5.7E-5 mg/kg/day HEAST Organic: Yes 

Oral Slope: 8.5E+l (mg/kg/day)"-1 IRIS Gas: Yes 

Oral Wt-of-Evid: B2 Particulate: No 

Inhal Slope: 7.7E-1 (mg/kg/day )"-1 IRIS Radionuclide: No 

Inhal Wt-of-Evid: B2 Rad. Element: No 

OralEDI0: 2.6E-3 mg/kg/day SPHEM Molecular Weight: l.9E+2 

Oral EDlO Wgt: B2 Density: 2.2E+-O g/mL@ 20.00 C 

Inhal EDI0: 2.6E-3 mg/kg/day SPHEM 
!nhal EDJO Wgt: B2 
Oral 1050: l.2E+2 mg/kg ACGIH MOBILITY 
Dermal 1D50: 3.0E+2 mg/kg RTECS 
Gas Inhal LC50: 4.0E+2 ppm RTECS Parameter Value Unit Source 
Dust Inhal LC50: mg/L Vapor Press: l.3E+I Torr CHEMFATE 

ACUTE 
Hemy'sLaw: 7.4E-4 atm-m3/mol CHEMFATE 
Water Solub: 4.0E+3 mg/L CHEMFATE 

FresbCMC: µg/L Disttib Coef: 8.5E-2 ml/g SSG_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L BIOACCUMULATION 

Fresh Ecol LCS0: l.5E+4 µg/L ECOTOX 
Salt Ecol LC50: 4.8E+3 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
FrcshBCF: 
SaltBCF: 

PERSISTENCE 
ENVIRONMENTAL 

Parameter Value !l!!i! Source 
FreshBCF: 
SaltBCF: 

LAKE - Halflives 
Hydrolysis: 2.9E+3 days CHEMFATE LogKow: 2.0E+-0 CHEMFATE 
Volatility: l.2E+2 days THOMAS WaterSollili: 4.0E+3 CHEMFATE 
Photolysis: days Geo Mean Sol: rng/L 
Biodeg: 1.8E+2 days FATERATE 
Radio: days 

OTHER DATA 
RIVER - Halflivcs 

Hydrolysis: 2.9E+3 days CHEMFATE Melting Point: 9.9E+-O C 
Volatility: l.3E+-O days THOMAS Boiling Point: l.3E+2 C 
Photolysis: days Formula: C2H4Bt2 
Biodeg: 1.8E+2 days FATERATE 
Radio: days 

LogKow: 2.0E+-0 CHEMFATE 

CLASS INFORMATION · 

Parent Substance 

A-121 
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CAS #: 000106-93-4 Name: ETHANE, 1,2-DIBROMO-

****************************************************************************** 
MELT ETHANE, 

Melting Point 
Remarks 
Abbrev. Ref. 

1,2-DIBROM0-
9 . 79 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. {1986) 

CAS# 106-93-4 

******************'******************************~***************************** 

MELT ETHANE, 1,2-DIBROMO-
Melting Point 9.8 DEG C 
Remarks 

1 
2 

Abbrev. Ref. 

IARC Vl5: 195 
HPV: ETHANE, 1,2-DIBROMO 

US EPA (2004) 

CAS# 106-93-4 

*** *************************************************************************** 

VP ETHANE, 1,2-DIBROMO-
Vapor Pressure : .8300E+Ol . 1420E+02 
Temperature (C): 15.0 25 . 0 
Remarks UNITS CONVERTED 
Abbrev. Ref. GALLANT,RW (1968) 

. 3000E+02 
40.0 

CAS# 
TORR 

106-93-4 
MEASURED 

****************************************************************************** 

VP ETHANE, 1,2-PIBROMO - CAS# 106-93-4 
Vapor Pressure: 11.2 MM HG MEAS 
Temperature (C): 25 
Abbrev. Ref. CALL,F {1957) 

****************************************************************************** 

VP ETHANE, 1,2-DIBROMO- CAS# 106-93-4 
Vapor Pressure : 13.3 MM HG MEAS 
Temperature {C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP {1989) 

****************************************************************************** 

CALL, F {1957) 
CALL,F . ; DETERMINATION OF THE VAPOUR PRESSURE OF ETHYLENE DIBROMIDE . ; J. SC 
FOOD . AGRIC. ; 8 :81-5.; 1957 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT , T . E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION . ; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA , 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB. CORP., NEW YORK , 
NY., 4 VOL.; 1989 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 
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GALLANT,RW {1968 ) 
GALLANT,R.W.; PHYSICAL PROPERTIES OF HYDROCARBONS. PART XXIII. BROMINATED 
HYDROCARBONS.; HYDROCARBON PROCESS . ; 47:128-36 . ; 1968 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K . ; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED . NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

US EPA (2004} 
U.S . EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST . ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. PREVENT. PEST. TOX . SUBST., POLLOT. PREVENT. TOXICS . AVAILABLE 
HTTP://WWW . EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT.HTM AS OF MARCH, 2004 . ; 2004 

End of Search 
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CHEMFATE Search Results 
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CAS #: 000107-21-l Name: ETHYLENE GLYCOL 

****************************************************************************** 
MELT ETHYLENE GLYCOL CAS# 107-21-1 

-12.6 DEGC Melting Point 
Remarks 

Abbrev. Ref. 

THE FREEZING IS IN DOUBT BECAUSE OF THE TENDENCY TO 
SUPERCOOL AND FORM A GLASS, SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP ETHYLENE GLYCOL 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.12E 00 
20. 

TORR 

UNITS CONVERTED 
FAY,RH (1978) 

CAS# 107-21-1 
MEASURED 

****************************************************************************** 

VP ETHYLENE GLYCOL 
Vapor Pressure: 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

0.092 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1985) 

CAS# 107-21-1 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

FAY,RH (1978) 
FAY,R.H.; ANTIFREEZES AND DEICING FLUIDS . ; IN: KIRK-OTHMER ENCYCL. CHEM. 
TECH. 3RD ED. 3:79-95.; 1978 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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CHEMFATE Search Results 

CAS #: 000108-60-1 Name: BIS(l-CHLOROISOPROPYL) ETHER 

****************************************************************************** 
MELT BIS(l-CHLOROISOPROPYL} ETHER CAS# 108-60-1 

Melting Point -97 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. CALLAHAN,MA ET AL. (1979A} 

****************************************************************************** 

VP BIS(l-CHLOROISOPROPYL) ETHER CAS# 108 - 60-1 
Vapor Pressure : .78E 00 TORR MEASURED 
Temperature (C): 20. 
Remarks AV OF RANGE .71-.85 TORR 
Abbrev . Ref . KIRWIN,CJJR & SANDMEYER,EE (1981) 

****************************************************************************** 

VP BIS(l-CHLOROISOPROPYL) ETHER CAS# 
Vapor Pressure : 0.85 MM HG 
Temperature (C): 20 
Remarks 

REPORTED VALUE 1 
2 

Abbrev. Ref. 
NOT KNOWN IF EXPERIMENTALLY DETERMINED 

CALLAHAN,MA ET AL. (1979A) 

108-60-L 

****************************************************************************** 

VP BIS(l-CHLOROISOPROPYL) ETHER CAS# 108-60-1 
Vapor Pressure: 0.88 MM HG 
Temperature (C): 25 
Remarks INTERPRETATED FROM EXPERIMENTAL DATA OVER THE TEMPERATURE 

RANGE OF 20-97 DEG C. SRC RECOMMENDED VALUE 
Abbrev. Ref. KAWAMOTO,K & URANO,K (1989) 

****************************************************************************** 

CALLAHAN,MA ET AL. (1979A) 
CALLAHAN,M.A.; SLIMAK,M.W.; GABEL , N.W . ; MAY,I.P.; FOWLER,C.F.; FREED,J . R.; 
JENNINGS,P.; DURFEE,R.L.; WHITMORE,F.C.; MAESTRI,B. ET AL.; WATER-RELATED 
ENVIRONMENTAL FATE OF 129 PRIORITY POLLUTANTS-VOLUME II.; EPA-440/4-79-029 
WASHINGTON,DC: U.S. EPA.; 1979A 

KAWAMOTO,K & URANO,K (1989) 
KAWAMOTO,K. ; URANO,K.; PARAMETERS FOR PREDICTING FATE OF ORGANOCHLORINE 
PESTICIDES IN THE ENVIRONMENT . (I) OCTANOL- WATER AND AIR- WATER PARTITION 
COEFFI CIENTS.; CHEMOSPHERE; 18 : 1987-96; 1989 

KIRWIN,CJJR & SANDMEYER,EE (1981) 
KIRWIN,C.J. JR.; SANDMEYER,E.E.; ETHERS.; IN: PATTY'S INDUSTRIAL HYGIENE AN 

http://esc.syrres.com/scripts/CHFcgi.exe 12/23/2005 
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TOXICOLOGY . 3RD REV. ED.; 2A:2491-565.; 1981 
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CHEMFATE Search Results 
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CAS #: 000108-93-0 Name: CYCLOHEXANOL 

****************************************************************************** 
MELT CYCLOHEXANOL 

Melting Point 
Remarks 

1 
2 

Abbrev. Ref. 

24 DEG C 

BASF/AG (1993) 
HPV: CYCLOHEXANOL 

US EPA (2004) 

CAS# 108-93-0 

********************************************************************* ********* 

VP CYCLOHEXANOL 
Vapor Pressure : 
Temperature (C}: 
Remarks 
Abbrev. Ref. 

. 1125E 01 
25. 

TORR 

UNITS CONVERTED 

MEASURED 

FISHER,WB & VANPEPPEN,JF (1978) 

CAS# 108 - 93 - 0 

****************************************************************************** 

VP CYCLOHEXANOL CAS# 108-93-0 
Vapor Pressure : 8 . 000E-01 MM HG MEASURED 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

***************************************************************** ** *********** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P . ; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

FISHER,WB & VANPEPPEN,JF (1978) 
FI SHER, W. B . ; VANPEPPEN, J. F . ; CYCLOHEXANOL AND CYCLOHEXANONE . ; IN: 
KIRK-OTHMER ENCYCL. CHEM. TECH . 3RD ED. 7:410-6.; 1978 

US EPA (2004) 
U.S . EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
USEPA, OFF. PREVENT. PEST. TOX . SUBST. , POLLOT . PREVENT . TOXI CS. AVAILABLE 
HTTP :/ /WWW.EPA . GOV/OPPTINTR/CHEMRTK/HPVCHMLT . HTM AS OF MARCH, 2004. ; 2004 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is. based upon experimental measurement outside the 
temperature range of the. reported value .. 
References below are. abbreviated citations .. . the full reference citations. are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000109-77 - 3 
Chem Name MALONONITRILE 
Mol Formula: C3H2N2 
Mol Weight 66.06 
Melting Pt : 32 deg C 
Boiling Pt : 218.5 deg C 
Water Solubility: 

Value 1.33E+005 mg/L 
Temp 25 deg C 
Type EXP 
Ref KIRK-OTHMER ENCYCL 4th ed 15 : 941 (1995) 

Log P (oct anol-water): 
Value -0.60 
Type : EXP 
Ref : TANII,H & HASHIMOTO,K (1985) 

Vapor Pressure: 
value 0.2 mm Hg 
Temp 25 deg C 
Type EXT 
Ref DAUBERT,TE & DANNER , RP (1989) 

pKa Dissociation Constant: 
Value 11 . 4 
Temp 
Type EXP 
Ref KIRK-OTHMER ENCYCL 4th ed 15:941 (1995) 

Henry's Law Constant: 
Value 1.318- 007 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant : 
Value 3 . 37E- 014 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN, WM & HOWARD,PH (1993) 

Back To PhysProp Demo Pag_e 
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CAS #: 000109-99-9 Name: TETRAHYDROFURAN 

****************************************************************************** 
VP TETRAHYDROFURAN 

Vapor Pressure : .8400E+02 .1320E+03 .19B0E+03 
30.0 

CAS# 
TORR 

109-99- 9 
MEASURED 

Temperature {C): 0.0 20.0 
Abbrev. Ref. VERSCHUEREN, K (1977) 

****************************************************************************** 

VP TETRAHYDROFURAN 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

l . 622E+02 MM HG MEASURED 
25 
SRC RECOMMENDED VALUE 
DAUBERT,TE & DANNER,RP (1989) 

CAS# 109-99-9 

*****************************~************************************************ 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT, T. E. ; DANNER, R. P. ; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

VERSCHUEREN,K {1977) 
VERSCHUEREN,K.; HANDBOOK OF ENVIRONMENTAL DATA ON ORGANIC CHEMICALS.; NEW 
YORK, NY: VAN NOSTRAND REINHOLD COMPANY.; 1977 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate .. . most 
estimates were made using SRC software. 

CAS Number: 000109-99-9 
Chem Name TETRAHYDROFURAN 
Mol Formula : C4H80 
Mol Weight : 72.11 
Melting Pt: -108.3 deg C 
Boiling Pt : 65 deg C 
Water Solubility: 

Value 1E+006 mg/L 
Temp : 20 deg C 
Type : EXP 
Ref : DUNLOP,AP (1966) 

Log P (octanol-water): 
Value 0.46 
Type : EXP 
Ref : HANSCH,C ET AL. (1995 ) 

Vapor Pressure: 
Value 162 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value -2 . 08 
Temp 
Type : EXP 
Ref : RIDDICK,JA ET AL. (1986) 

Henry's Law Constant: 
Value 7.05E-005 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : CABANI, S ET AL. (1971A) 

Atmospheric OH Rate Constant: 
Value l.61E-011 cm3/molecule- sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To Pby~Prop Demo Page 
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AboutSRC T,-ining 

CHEMFATE Search Results 

CAS #: 000110-86-1 Name: PYRIDINE 

****************************************************************************** 
MELT PYRIDINE 

Melting Point 
Remarks 
Abbrev. Ref. 

-41. 55 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 110-86-1 

*·***************************************************************************** 

VP PYRIDINE 
Vapor Pressure 
Temperature (C}: 
Abbrev. Ref. 

20.76 
25 

MM HG 

CHAO,J ET AL. (1983) 

CAS# 110-86-1 
MEAS 

****************************************************************************** 

VP PYRIDINE 
Vapor Pressure 
Temperature (C): 
Remarks 
Abbrev. Ref. 

20.8 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEAS 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 110-86-1 

****************************************************************************** 

CHAO, J ET AL. (1983) 
CHAO,J.; LIN,C.T.; CHUNG,T.H.; VAPOR PRESSURE OF COAL CHEMICALS.; J. PHYS . 
CHEM. REF. DATA.; 12:1033-63.; 1983 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION. ; DESIGN INS.TITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION . ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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AboutSRC fraining 

CHEMFATE Search Results 

Rdurn to EFDBpa_ge 

CAS #: 000111-15-9 Name: ETHYLENE GLYCOL MONOETHYL ETHER ACETATE 

****************************************************************************** 
VP ETHYLENE GLYCOL MONOETHYL ETHER ACETATE CAS# 111 - 15-9 

Vapor Pressure : 2.340E+00 MM HG MEASURED 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R . P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the. 'Type' field: EXP.= Experimental Data, EST= Estimated Data, EXT= 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the. 
temperature range of the. reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000111-15-9 
Chem Name ETHOXYETHYLACETATE 
Mol Formula: C6H12O3 
Mol Weight : 132 . 16 
Melting Pt : -61.7 deg C 
Boiling Pt: 156.4 deg C 
Water Solubility: 

Value 2.47E+005 mg/L 
Temp : 20 deg C 
Type : EXP 
Ref : YALKOWSKY , SH & DANNENFELSER,RM (1992) 

Log P (octanol - water): 
Value · o .59 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 2.34 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1989) 

pKa Dissoci ation Constant: 
Value 
Temp 
Type 
Ref 

Henry ' s Law Constant: 
Value 3.2E-006 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : JOHANSON,G & DYNESIUS,B (1988 ) 

Atmospheric OH Rate Constant: 
Value l.3E-0ll cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To Phy~Prw D~o Pag.e 
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CHEMFATE Search Results 
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CAS #: 000111-44-4 Name: BIS(2-CHLOROETIIYL) ETIIER 

****************** '~*********************************************************** 
MELT BIS(2-CHLOROETHYL) ETHER CAS# 111-44-4 

Melting Point -46.8 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP BIS(2-CHLOROETHYL) ETHER CAS# 111-44-4 
Vapor Pressure : 1.55 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 

http://esc.syrres.com/ scripts/CI-IF cgi.exe 12/20/2005 



CHEMF A TE Search Results Page I of 1 

· -: Syracuse Research Corporotian ~""'';· :-.-.·,-: 1" 

, : • - ~•••• ;•';!---••• • - •- ~ •----•• -• ••- ~• -• •_,•......--r-~••• •,~-~:, v•-~•1 ~ -., • •--• 

AboutSR.C fqining 

CHEMFATE Search Results 

R_nµrn to EFDJipage 

CAS #: 000111-44-4 Name: BIS(2-CHLOROETHYL) ETHER 

****************************************************************************** 
MELT BIS(2-CHLOROETHYL) ETHER CAS# 111-44-4 

Melting Point -46.8 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP BIS(2-CHLOROETHYL) ETHER CAS# 111 - 44-4 
Vapor Pressure : 1.55 MM HG 
Temperature (Cl : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. RIDDICK,JA ET AL. (1986 ) 

****************************************************************************** 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 12/20/2005 



CHEMF A TE Search Results Page 1 of 2 

~ Syracuse Research Corporatfon - :,,;_r-:,· ' :,,·r: l'; 
: -~-~.,. ".f"'"l:1""'7T':",..~--::-:'--•- •:'77~:;;.,• ~• ,t ;,;-,, ;·~,t;""m:.n~.,.....,~ ---•~~-\ ,. ;:"";;£;,:n""'!!"-:·;- ·,· ··- .,-·t~:.-;2---- ~,. •--.- ,- r-t~ ~--· ·~ • _.. ;---ii '" ·. - ,.:7 ,.,. 

t.rffr c,nwr Training 

CHEMFATE Search Results 
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CAS #: 000111-76-2 Name: 2-BUTOXYETHANOL 

****************************************************************************** 
MELT 2-BUTOXYETHANOL CAS# 111-76-2 

Melting Point -75 DEG C 
Remarks MELTING POINT GIVEN IS REFERENCED AS FREEZING POINT, SRC 

RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL. (1986} 

****************************************************************************** 

VP 2-BUTOXYETHANOL CAS# 111-76-2 
Vapor Pressure : .88E 00 TORR MEASURED 
Temperature (C): 25. 
Abbrev. Ref. DORIGAN,J ET AL. (1976B) 

****************************************************************************** 

VP 2-BUTOXYETHANOL CAS# 111-76-2 
Vapor Pressure : 0.88 MM HG 
Temperature (C): 25 
Abbrev. Ref. DOW CHEMICAL COMPANY (1981) 

****************************************************************************** 

VP 2-BUTOXYETHANOL CAS# 111-76-2 
Vapor Pressure : 0.867 MM HG 
Temperature (C) : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB. CORP. , NEW YORK, 
NY., 4 VOL.; 1989 

DORIGAN,J ET AL. (1976B) 
DORI GAN, J. ; FULLER, B. ; DUFFY, R. ; PRELIMINARY SCORING OF SELECTED ORGANIC AI 
POLLUTANTS . APPENDIX I - CHEMISTRY, PRODUCTION, AND TOXICITY OF CHEMICALS A 
THROUGH C.; EPA-450/3-77-008B. RESEARCH TRIANGLE PARK,NC: U.S. EPA PP.331. 
1976B 

DOW CHEMICAL COMPANY (1981) 
DOW CHEMICAL COMPANY.; THE GLYCOL ETHERS HANDBOOK . ; MIDLAND , MI : DOW 
CHEMICAL CO . ; 1981 

RIDDICK,JA ET AL. (1986) 

http://esc.syrres.com/scripts/CHFcgi.exe 1/3/2006 
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RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS : PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE . 2:PP . 1325; 1986 

End of Search 
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CHEMFATE Search Results 
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CAS #: 000111-91-1 Name: BIS(2-CHLOROETHOXY)METHANE 

****************************************************************************** 
MELT BIS(2-CHLOROETHOXY)METHANE CAS# 111-91-1 

Melting Point -32 DEG C 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref . SAX,NI & LEWIS,RJSR (1987) 

****************************************************************************** 

VP BIS{2 - CHLOROETHOXY)METHANE CAS# 111-91 - 1 
Vapor Pressure : l .4E-4 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE, EXTRAPOLATED FROM DATA IN THE RANGE 

5B-215 DEG C 
Abbrev. Ref. PERRY,RH ET AL. (1984) 

****************************************************************************** 

PERRY,RH ET AL. (19B4) 
PERRY,R.H.; GREEN,D . W. ; MALONEY,J.O.; PERRY'S CHEMICAL ENGINEERS' HANDBOOK; 
MCGRAW HILL; CRAWFORD & ECKES EDS.; 1984 

SAX,NI & LEWIS,RJSR (19B7) 
SAX,N.I.; LEWIS,R.J . S.R.; HAWLEY'S CONDENSED CHEMICAL DICTIONARY 11TH ED; 
VANNOSTRAND REINHOLD CO.; N.Y. , N.Y .: P496; 1987 

End of Search 
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CAS #: 001120-71-4 Name: 2,2-DIOXIDE-1 ,2-OXATIIIOLANE 

****************************************************************************** 
MELT 2,2-DIOXIDE-l,2-0XATHIOLANE CAS# 1120-71-4 

Melting Point 95.68 DEGC 
Remarks ESTIMATED BY PCCHEM-PCGEMS, SRC RECOMMENDED VALUE 
Abbrev. Ref. SRC (1988) 

************ ****************************************************************** 

VP 2,2-DIOXIDE-1,2-OXATHIOLANE CAS# 1120-71-4 
Vapor Pressure : 17 MM HG CALC 
Temperature (C): 25 
Remarks CALC USING ESTIMATED HENRY'S LAW CONSTANT X WSOL, SRC 

RECOMMENDED VALUE 
Abbrev. Ref . SRC (NA- - ) 

****************************************************************************** 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

SRC (NA--) 
SRC; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES.; NA--

End of Search 
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CHEMFATE Search Results 

R~turny, EFDB page 

CAS #: 000121-69-7 Name: N,N-DIMETIIYLANILINE 

****************************************************************************** 
MELT N,N-DIMETHYLANILINE CAS# 121-69-7 

Melting Point 2.45 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL. (1986) 

****************************************************************************** 

VP N,N-DIMETHYLANILINE CAS# 121-69-7 
Vapor Pressure: 0.518 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. CHAO, J ET AL. ( 1983) 

****************************************************************************** 

VP N,N-DIMETHYLANILINE CAS# 121-69-7 
Vapor Pressure : 7.000E-01 MM HG MEASURED 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

CHAO,J ET AL. (1983) 
CHAO,J.; LIN,C.T.; CHUNG,T.H.; VAPOR PRESSURE OF COAL CHEMICALS.; J. PHYS. 
CHEM. REF. DATA.; 12:1033-63.; 1983 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T .E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION . ; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITU'l'E OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP. , NEW YORK, 
NY. , 4 VOL. ; 1989 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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CAS #: 000122-39-4 Name: DIPHENYLAMINE 

****************************************************************************** 
MELT DIPHENYLAMINE 

Melting Point 
Remarks 
Abbrev. Ref. 

53-54 DEG C 
SRC RECOMMENDED VALUE 
DEAN, JA (1985) 

CAS# 122-39-4 

****************************************************************************** 

VP DIPHENYLAMINE 
Vapor Pressure : 
Temperature (C): 

8.06E - 4 
20 

CAS# 122-39-4 
MM HG CALC 

Remarks EXTRAPOLATED FROM THE EXPERIMENTAL TEMPERATURE RANGE OF 
62-397 DEG C 

Abbrev . Ref. CHAO,J ET AL. (1983) 
****************************************************************************** 

VP DIPHENYLAMINE CAS# 122-39-4 
Vapor Pressure: 6.68E-4 MM HG MEAS 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. JONES,AH (1960) 

****************************************************************************** 

CHAO,J ET AL. (1983) 
CHAO,J. ; LIN,C.T.; CHUNG,T.H . ; VAPOR PRESSURE OF COAL CHEMICALS.; J. PHYS . 
CHEM. REF. DATA.; 12:1033-63.; 1983 

DEAN,JA (1985) 
DEAN,J.A.; LANGE'S HANDBOOK OF CHEMISTRY 13TH ED . ; NY, NY: MCGRAW-HILL BOO 
CO.; 1985 

JONES , AH (1960) 
JONES,A.H.; SUBLIMATION-PRESSURE DATA FOR ORGANIC COMPOUNDS.; J. CHEM. ENG. 
DATA.; 5:196-200.; 1960 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/3/2006 
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Date: 1128/2004 
Chemical: Dlphenylhydrazlne, 1,2· 

Parameter 

OraJRID: 
lnhal RID: 
Oral Slope: 
Oral Wt-of-Evid: 
Inhal Slope: 
lnhal Wt-of-Evid: 
OralED IO: 
Oral EDIO Wgt: 
lnhal EDIO: 
Inbal EDIO Wgt: 
Oral LD50: 
Dermal LD50: 
Gas Inhal LCSO: 
Dust Johal LC50: 

ACUTE 
FreshCMC: 
SaltCMC: 

CHRONIC 
Fresh CCC: 
Salt CCC: 

Fresh Ecol LC50: 
Salt Ecol LC50: 

LAKE - Halflives 
Hydrolysis: 

Value 

8.0E-1 
B2 
8.0E-1 
B2 
2.3E-I 
Bl 
2.3E-l 
Bl 

2.3E+2 

Volatility: l.4E+2 
Photolysis: 
Biodeg: l.8E+2 
Radio: 

RIVER - Halflives 
Hydrolysis: 
Volatility: 
Photolysis: 
Biodeg: 
Radio: 

LogKow: 

2.3E+I 

l.8E+2 

2.9E+o 

TOXICITY 

Unit 

mg/kg/day 
mg/kg/day 
(mg/kg/day)"-! 

(mg/kg/day)"-! 

mg/kg/day 

mg/kg/day 

mg/kg 
mg/kg 
ppm 
mg/L 

µg/L 
µg/L 

µg/L 
µg/L 

µg/L 
µg/L 

PERSISTENCE · 

days 
days 
days 
days 
days 

days 
days 
days 
days 
days 

SUPERFUND CHEMICAL DATA MATRIX 

IRIS 

HEAST 

EPA_EDI O 

EPA_EDJO 

ECOTOX 

Source 

TIIOMAS 

FATERATE 

THOMAS 

FATERATE 

CHEMFATE 

CAS Number: 000122-66-7 

PHYSICAL CHARACTERISTICS 

Parametet
Mctal Contain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad. Element: 
Molecular Weight: 

~ 
No 
Yes 
Yes 
Yes 
No 

Density: 

No 
l.8E+2 
l.2E+o g/mL @ 16.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Water Solub: 
Distrib Cocf: 
Geo Mean Sol: 

Value 

4.3E-4 
I.SE-6 
6.SE+I 
l.2E+2 

MOBILITY 

Torr 
atm-m3/mol 
mg/L 
mVg 
mg/L 

BIOACCUMULATION 

Parameter ~ 
FOODCHAlN 

Fresh BCF: 
SaltBCF: 

ENVIRONMENTAL 
FrcshBCF: 
SaltBCF: 

LogKow: 2.9E+o 
Wat.fr Solub: 6.SE+I 
Geo Mean Sol: mg/L 

OTHER DATA 

Melting Point: l.3E+ 2 
Boiling Point: 
Formula: Cl2 Hl2 N2 

C 
C 

CHEMFATE 
CHEMFATE 
CHEMFATE 
DITOR_KD 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A-153 
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AboutSRC Loutions W'ffl'Ctntar ?raining 

CHEMFATE Search Results 

ReturnJoEFDB PJJ_g~ 

CAS #: 000122-66-7 Name: 1,2-DIPHENYLHYDRAZINE 

****************************************************************************** 
MELT 1,2-DIPHENYLHYDRAZINE CAS# 122-66-7 

Melting Point 123-126 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. ALDRICH (1988) 

****************************************************************************** 

VP 1,2-DIPHENYLHYDRAZINE CAS# 122-66-7 
Vapor Pressure : 3.63E-5 MM HG CALC 
Temperature (C): 25 
Remarks ESTIMATED BY PCCHEM-PCGEMS 
Abbrev . Ref . SRC (1988) 

****************************************************************************** 

VP 1,2-DIPHENYLHYDRAZINE CAS# 122-66-7 
Vapor Pressure: 4.31E-4 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (1989) 

****************************************************************************** 

ALDRICH (1988) 
ALDRICH.; CATALOG HANDBOOK OF FINE CHEMICALS 1988-1989; MILWAUKEE, WI: 
ALDRICH CHEM CO.; 1988 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

SRC (1988) 
SRC.; SYRACUSE . RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 

http:/ /esc.syrres.com/scripts/CHF cgi.exe 12/22/2005 
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AboutSIC frtill'ing 

CHEMFATE Search Results 

Return_ to EFDll..Da_g_!,l 

CAS #: 000123-33-1. Name: MALEIC HYDRAZIDE 

****************************************************************************** 
MELT MALEIC HYDRAZIDE 

Melting Point 
Remarks 
Abbrev. Ref. 

306-308 DEG C 
SRC RECOMMENDED VALUE 
ALDRICH (1988) 

CAS# 123-33-1 

****************************************************************************** 

ALDRICH (1988) 
ALDRICH.; CATALOG HANDBOOK OF FINE CHEMICALS 1988-1989; MILWAUKEE, WI: 
ALDRICH CHEM CO.; 1988 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000123-33-1 
Chem Name MALEIC HYDRAZIDE 
Mol Formula: C4H4N2O2 
Mol Weight : 112.09 
Melting Pt : 306 deg C 
Boiling Pt : 
Water Solubility: 

Value 4510 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : TOMLIN,C (1994) 

Log P (octanol-water): 
Value - 0.84 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure : 
Value 2.778-006 mm Hg 
Temp : 25 deg C 
Type : EST 
Ref : NEELY,WB & BLAU,GE (1985) 

pKa Dissociation Constant: 
Value 5 . 67 
Temp 25 deg C 
Type EXP 
Ref SERJEANT,EP & DEMPSEY,B (1979) 

Henry's Law Constant: 
Value 2 . 65E-011 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value 1.33E-0ll cm3/molecule-sec 

. Temp 25 deg C 
Type EST 
Ref MEYLAN , WM & HOWARD,PH (1993) 

http://esc.syrres.com/interkow/webprop.exe 1/3/2006 



SRC PhysProp Database Page 1 of I 

Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000144-62-7 
Chem Name OXALIC ACID 
Mol Formula: C2H2O4 
Mol Weight 90.04 
Melting Pt : 189.S dee deg C 
Boiling Pt : 
Water Solubility: 

Value 2.2E+005 mg/L 
Temp 25 deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value -2.22 
Type : EST 
Ref : JABER,HM ET AL. (1984) 

Vapor Pressure: 
Value 0.000234 mm Hg 
Temp 25 deg C 
Type EXP 
Ref BARNALES,CA ET AL. (1981) 

pKa Dissociation Constant: 
Value 1.25 
Temp 
Type 
Ref BUXTON,GV ET AL. (1988) 

Henry 's Law Constant: 
Value 1.43E-010 atm-m3/mole 
Temp 25 deg C 
Type EXP 
Ref GAFFNEY,JS ET AL. (1987) 

Atmospheric OH Rate Constant: 
Value 7.2E-014 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref ATKINSON,R ET AL. (1988) 

Back To PhvsPropJ)emo Page 

http://esc.syrres.com/interkow/webprop.exe 1/3/2006 



SRC PhysProp Database Page 1 of 1 

Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST == Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were. made using SRC software. 

CAS Number: 025013-15 :.. 4 . 
Chem Name VINYLTOLUENE 
Mol Formula: C27H30 
Mol Weight : 354 . 54 
Melting Pt : 
Boiling Pt : 
Water Solubility : 

Value 89 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : LEWIS, PJ ET AL. (1978) 

Log P (octanol-water): 
Value 3.44 
Type : EST 
Ref : MEYLAN , WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 1.5 mm Hg 
Temp : 20 deg C 
Type : EXP 
Ref : WEBER,RC ET AL. (1981) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.00262 atm-m3/rnole 
Temp : 20 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value 5.34E-011 crn3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To _PhysProp Demo Page 

http://esc.syrres.com/interkow/webprop.exe 1/3/2006 



SRC PhysProp Database Page 1 of 1 

Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP == Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 041851-50-7 
Chem Name 5-Clll.,ORO-1,3-CYCLOPENTADIENE 
Mol Formula: C5H5Cl 
Mol Weight : 100.55 
Melting Pt : 
Boiling Pt : 
Water Solubility: 

Value 970 mg/L 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN, WM ET AL. ( 1996) 

Log P (octanol-water): 
Value 2.43 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value 20.4 mm Hg 
Temp : 25 deg c 
Type : EST 
Ref : NEELY,WB & BLAU,GE (1985) 

pKa Dissociation Constant: 
Value · 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.0224 atm-m3/mole 
Temp : 25 deg C 

Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value l.42E-010 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysProp Demo Page 

http://esc.syrres.com/interkow/webprop.exe 1/3/2006 
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Aboat:$RC fraining 

CHEMFATE Search Results 

CAS #:. 000051-79-6 Name: ETIIYL CARBAMATE 

****************************************************************************** 
MELT ETHYL CARBAMATE CAS# 51-79-6 

Melting Point 48-50 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP ETHYL CARBAMATE CAS# 51 - 79-6 
Vapor Pressure : 
Temperature (C): 
Remarks 

Abbrev. Ref. 

0.76 
25 

MM HG 

SRC RECOMMENDED VALUE, ESTIMATED USING PCCHEM BASED ON A 
MP=49 DEG C & BP=l83 DEG C 
MERCK INDEX (1983) 

************************************************~***************************** 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

End of Search 

http://esc.syrres.com/scripts/CHF cgi.exe 1/3/2006 
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About$RC .tu.r Center Training 

CHEMFATE Search Results 

Rj)_t\u~n t2 EFDB pa_ge 

CAS #: 000532-27-4 Name: 2-CHLORO-1-PHENYLETHANONE 

****************************************************************************** 
MELT 2-CHLOR0-1-PHENYLETHANONE 

Melting Point 
Remarks 
Abbrev. Ref . 

58-59 DEGC 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983) 

CAS# 532-27-4 

****************************************************************************** 

VP 2-CHLOR0- 1-PHENYLETHANONE CAS# 532-27-4 
Vapor Pressure: 5.4E-3 MM HG 
Temperature (C}: 20 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED . RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

End of Search 

http://esc.syrres.com/scripts/CHF cgi.exe 1/3/2006 
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rraining 

CHEMFATE Search Results 

CAS #: 000540-73-8 Name: 1,2-DIMETIIYLHYDRAZINE 

****************************************************************************** 
MELT 1,2-DIMETHYLHYDRAZINE CAS# 540-73-8 

Melting Point -BS DEG C 
Remarks ESTIMATED BY PCCHEM-PCGEMS, SRC RECOMMENDED VALUE 
Abbrev. Ref. SRC (1988) 

****************************************************************************** 

VP 1,2-DIMETHYLHYDRAZINE CAS# 540-73-8 
Vapor Pressure : 69.9 MM HG MEAS 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. ASTON,JG ET AL. (1951) 

****************************************************************************** 

ASTON,JG ET AL. (1951) 
ASTON,J.G.; JANZ,G.J.; RUSSELL,K.E.; THE HEAT CAPACITY, HEATS OF FUSION AND 
VAPORIZATION, VAPOR PRESSURES, AND ENTROPY OF SYMMETRICAL DIMETHYLHYDRAZINE 
J. AM. CHEM. SOC.; 73:1943 - 5; 1951 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/3/2006 
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AboutSRC Career Centar f,aining 

CHEMFATE Search Results 

Return to EFDB p_3ge 

CAS #: 000542-88-1 Name: BIS(CHLOROMETHYL) ETHER 

***************************************~**~*********************************** 
MELT BIS(CHLOROMETHYL) ETHER CAS# 542-88-1 

Melting Point -41.5 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. HAWLEY,GG (1981) 

****************************************************************************** 

VP BIS(CHLOROMETHYL) ETHER CAS# 542 - 88-1 
Vapor Pressure: 30 MM HG 
Temperature (C): 22 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. CALLAHAN,MA ET AL. (1979A) 

****************************************************************************** 

CALLAHAN,MA ET AL. (1979A) 
CALLAHAN,M.A.; SLIMAK,M.W.; GABEL,N.W.; MAY,I.P.; FOWLER,C . F.; FREED,J.R.; 
JENNINGS, P. ; DURFEE, R. L. ; WHITMORE, F . C. ; MAESTRI, B. ET AL. ; WATER-RELATED 
ENVIRONMENTAL FATE OF 129 PRIORITY POLLUTANTS-VOLUME II . ; EPA-440/4-79-029 
WASHINGTON,DC: U.S. EPA.; 1979A 

HAWLEY,GG {1981) 
HAWLEY,G.G.; THE CONDENSED CHEMICAL DISTIONARY. 10TH ED.; NEW YORK,NY: VAN 
NOSTRAND· REINHOLD CO . PP.1135.; 1981 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/3/2006 
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AbGUtSRC Lont'ions .c.e. Center fqinlng 

CHEMFATE Search Results 

Return to EFDB pag!' 

CAS #: 000057-14-7 Name: 1,1-DIMETHYLHYDRAZINE 

****************************************************************************** 
MELT 1,1-DIMETHYLHYDRAZINE CAS# 57-14-7 

Melting Point -57.2 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. SCHIESSL,HW (1980) 

****************************************************************************** 

VP 1,1-DIMETHYLHYDRAZINE CAS# 57-14-7 
Vapor Pressure: 157 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. SCHIESSL,HW (1980) 

****************************************************************************** 

SCHIESSL,HW (1980) 
SCHIESSL,H.W.; HYDRAZINE AND ITS DERIVATIVES.; KIRK-OTHMER ENCYCL. CHEM . 
TECH. 3RD ED. NY,NY: WILEY-INTERSCIENCE. 12:734-71; 1980 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/3/2006 
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About SIC BusinfllS Are• C,,.,Centsr frafning 

CHEMFATE Search Results 

Return to EFDB page 

CAS #: 000584-84-9 Name: 2,4-TOLUENE DIISOCYANATE 

****************************************************************************** 
MELT 2,4-TOLUENE 

Melting Point 
Remarks 
Abbrev. Ref. 

DI ISOCYANATE 
19.5-21 . 5 DEGC 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983) 

CAS# 584-84-9 

****************************************************************************** 

VP 2,4-TOLUENE DIISOCYANATE CAS# 584-84-9 
Vapor Pressure : 0.008 MM HG 
Temperature (C): 20 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. BOUBLIK,T ET AL. (1984) 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E.; THE VAPOR PRESSURES O.F PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN THE NORMAL AND LOW PRESSURE REGION. VOL. 17.; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI . PUBL.; 1984 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

End of Search 

http://esc.syrres.com/scripts/CHF cgi.exe 1/3/2006 
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CHEMFATE Search Results 
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CAS #: 000059-89-2 Name: N-NllROSOMORPHOLINE 

****************************************************************************** 
MELT N- NITROSOMORPHOLINE 

Melting Point 
Remarks 
Abbrev. Ref. 

29 DEGC 
SRC RECOMMENDED VALUE 
IARC (1978) 

CAS# 59-89-2 

****************************************************************************** 

VP N-NITROSOMORPHOLINE CAS# 59-89-2 
Vapor Pressure : 3.6E-2 MM HG 
Temperature (C) : 20 
Remarks EXTRAPOLATED FROM 96 DEG CAT 6 MM HG, SRC RECOMMENDED VAL 
Abbrev. Ref . KLEIN,RG (1982) 

****************************************************************************** 

IARC (1978) 
IARC; MONOGRAPHS ON THE EVALUATION OF THE CARCINOGENIC RISK TO HUMANS. 
VOL.17. SOME N-NITROSO COMPOUNDS . ; LYON,~RANCE: INTERNATIONAL AGENCY FOR 
RESEARCH ON CANCER.; 1978 

KLEIN,RG (1982) 
KLEIN,R.G.; CALCULATIONS AND MEASUREMENTS ON THE VOLATILITY OF N-NITROSAMIN 
AND THEIR AQUEOUS SOLUTIONS.; TOXICOLOGY; 23:135-47; 1982 

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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CHEMFATE Search Results 

Return to EFDB__Jla~ 

CAS #: 000060-34-4 Name: METHYLHYDRAZINE 

****************************************************************************** 
MELT METHYLHYDRAZINE CAS# 60-34-4 

Melting Point -52.4 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP METHYLHYDRAZINE CAS# 60-34-4 
Vapor Pressure : .4906E 02 TORR 

25. 
MEASURED 

Temperature (C): 
Abbrev. Ref. STONE, DA (1979) 

****************************************************************************** 

VP METHYLHYDRAZINE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

.496E 02 
25. 

TORR 

UNITS CONVERTED 
SCHIESSL,HW (1980) 

CAS# 60-34-4 
MEASURED 

****************************************************************************** 

VP METHYLHYDRAZINE 
vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

50 
25 

MM HG 

SRC RECOMrllENDED VALUE 
BOUBLIK,T ET AL. (1984) 

CAS# 60-34-4 

****************************************************************************** 

BOUBLIK,T ET AL. (1984) 
BOUBLIK, T. ; FRIED, V. ; HALA, E. ; THE VAPOR PRESSURES OF PURE SUBSTANCES: 
SELECTED VALUES OF THE TEMPERATURE DEPENDENCE OF THE VAPOUR PRESSURES OF SO 
PURE SUBSTANCES IN. THE NORMAL AND LOW PRESSURE REGION. VOL . 1 7 . ; AMSTERDAM 
NETHERLANDS: ELSEVIER SCI . PUBL.; 1984 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED. ; WINDHOLZ, M ED. RAHWAY, N. J. : MERCK AND co., INC.; 1983 

SCHIESSL,HW (1980) 
SCHIESSL,H.W.; HYDRAZINE AND ITS DERIVATIVES.; KIRK-OTHMER ENCYCL. CHEM . 
TECH. 3RD ED. NY,NY: WILEY-INTERSCIENCE. 12:734-71; 1980 

STONE,DA (1979) 
STONE,D.A.; THE AUTOOXIDATION OF MONOMETHYLHYDRAZINE VAPOR.; 
AFESC/ESL-TR- 79-10. (NTIS AD-A069 173) . TYNDALL AFB,FL: AIR FORCE ENG. 

http://esc.syrres.com/ scripts/CHF cgi. exe 1/4/2006 
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T,-ining 

CHEMFATE Search Results 
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CAS #: 000621-64-7. . Name: N-NITROSO-DI-N-PROPYLAMINE 

****************************************************************************** 
MELT N-NITROSO - DI-N-PROPYLAMINE 

Melting Point 7 DEGC 
Remarks ESTIMATED BY EQUATION 

RECOMMENDED VALUE 
Abbrev. Ref. SRC (1988) 

CAS# 621-64-7 

20 IN NEELY,WB & BLAU,GE (1985), SRC 

****************************************************************************** 

VP N-NITROSO-DI-N-PROPYLAMINE CAS# 621-64-7 
Vapor Pressure: 0.13 MM HG 
Temperature (C): 25 
Remarks ESTIMATED VALUE BASED ON A MEASURED VP OF 5 MM HG AT 81 DE 

C, SRC RECOMMENDED VALUE 
Abbrev. Ref . KLEIN,RG (1982) 

****************************************************************************** 

KLEIN,RG (1982) 
KLEIN,R.G.; CALCULATIONS AND MEASUREMENTS ON THE VOLATILITY OF N-NITROSAMIN 
AND THEIR AQUEOUS SOLUTIONS.; TOXICOLOGY; 23: _135-47; 1982 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 
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CAS #: 000062-50-0 Name: ETHYL METHANESULFONATE 

****************************************************************************** 
MELT ETHYL METHANESULFONATE CAS# 62-50-0 

-0.41 DEGC Melting Point 
Remarks 
Abbrev. Ref. 

ESTIMATED BY PCCHEM-PCGEMS, SRC RECOMMENDED VALUE 
SRC (1988) 

***************************.*************************************************** 

VP ETHYL METHANESULFONATE CAS# 62-50-0 
Vapor Pressure : 0.206 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. JABER,HM ET AL. (1984B) 

****************************************************************************** 

JABER,HM ET AL. (1984B) 
JABER,H.M.; MABEY,W.R.; LIU,A.T.; CHOU,T.W.; JOHNSON,H.L.; DATA AQUISITION 
FOR ENVIRONMENTAL TRANSPORT AND FATE SCREENING FOR COMPOUNDS OF INTEREST TO 
THE OFFICE OF EMERGENCY AND REMEDIAL RESPONCE.; EPA-600/6-84-011 . (NTIS 
PB84-245281). MENLO PARK,CA: SRI INTERNATIONAL. PP.156.; 1984B 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT == 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates were made using SRC software. 

CAS Number : 000627-13-4 
Chem Name 1 - PROPYLNITRATE 
Mal Formula: C3H7NO3 
Mal Weight 105.09 
Melting Pt : -100 deg C 
Boiling Pt : 110 deg C 
Water Solubility: 

Value 3290 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : HAUFF,K ET AL. (1998) 

Log P (octanol-water): 
Value 1. 74 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH {1995) 

Vapor Pressure: 
Value 23.5 mm Hg 
Temp 25 deg C 
Type EXP 
Ref BOUBLIK,T ET AL . (1984) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law Constant: 
0.00127 atm-m3/mole 
25 deg C 
EXP 
HAUFF, K ET AL. (1998) 

Atmospheric OH Rate Constant: 
Value 7.3E- 013 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref KWOK,ESC & ATKINSON,R (1994) 

Back.To PhysProp Q~IDQ .~e. 
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fqining 

CHEMFATE Search Results 

CAS #: 000062-75-9 Name: DIMETIIYLNITROSAMINE 

****************************************************************************** 
MELT DIMETHYLNITROSAMINE CAS# 62-75-9 

-50 DEGC Melting Point 
Remarks 
Abbrev. Ref. 

SRC RECOMMENDED VALUE, ESTIMATED BY PCCHEM-PCGEMS 
SRC (1988} 

****************************************************************************** 

VP DIMETHYLNITROSAMINE CAS# 62-75-9 
Vapor Pressure : 2.7 MM HG 
Temperature (C): 20 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. KLEIN,RG (1982) 

****************************************************************************** 

KLEIN,RG (1982) 
KLEIN,R.G.; CALCULATIONS AND MEASUREMENTS ON THE VOLATILITY OF N-NITROSAMIN 
AND THEIR AQUEOUS SOLUTIONS.; TOXICOLOGY; 23:135-47; 1982 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP == Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate ... most 
estimates·were made using SRC software. 

CAS Number : 000065-85-0 
Chem Name BENZOIC ACID 
Mal Formula: C7H6O2 
Mal Weight 122.12 
Melting Pt : 122.4 deg C 

Boiling Pt : 249.2 deg C 
Water Solubility: 

Value 3400 mg/L 
Temp 25 .deg C 
Type EXP 
Ref YALKOWSKY,SH & DANNENFELSER,RM (.1992) 

Log P (octanol-water): 
Value 1. 87 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 0.0007 mm Hg 
Temp 25 deg C 
Type EXP 
Ref MCEACHERN,DM & SANDOVAL,O (1973) 

pKa Dissociation Constant: 
Value 4.19 
Temp 25 deg C 
Type EXP 
Ref LIDE,DR (1996) 

Henry's Law Constant: 
Value 3.BlE-008 atm-m3/mole 
Temp 25 deg C 

Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant: 
Value l.24E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To Phy_sPro_pj)emo Pa$ 
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training 

CHEMFATE Search Results 

CAS #: 000077-78-1 Name: DIMETHYL SULFATE 

****************************************************************************** 
MELT DIMETHYL SULFATE CAS# 77-78-1 

Melting Point -27 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP DIMETHYL SULFATE CAS# 77-78-1 
Vapor Pressure: 0.68 MM HG 
Temperature {C): 20 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. WEBER,RC ET AL. (1981) 

****************************************************************************** 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED. ; WINDHOLZ, M ED. RAHWAY, N. J. : MERCK AND CO. , INC. ; 1983 

WEBER,RC ET AL. (1981) 
WEBER,R.C.; PARKER,P.A.; BOWSER,M .; VAPOR PRESSURE DISTRIBUTION OF SELECTED 
ORGANIC CHEMICALS.; EPA-600/2-81-021. CINCINNATI,OH: U.S.EPA. PP.39.; 1981 

End of Search 
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CHEMFATE Search Results 

Return to EJ?DB page 

CAS #: 000079-10-7 Name: ACRYLIC ACID 

*************************************************************************** *** 
MELT ACRYLIC ACID CAS# 79-10-7 

Melting Point 13.5 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JAETAL. (1986) 

****************************************************************************** 

VP ACRYLIC ACID CAB# 79-10-7 
Vapor Pressure : 4.00 MM HG 
Temperature (C}: 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev . Ref. DAUBERT,TE & DANNER,RP (1985) 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

RIDDICK,JA ET AL . (1986) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO, T .K . ; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY. 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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CHEMFATE Search Results 

Return to EFDJlp_3.g~ 

CAS #: 000085-44-9 . Name: PHTHALIC ANHYDRIDE 

****************************************************************************** 
VP PHTHALIC ANHYDRIDE CAB# 85-44-9 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref . 

S.17E-4 
25 

MM HG 

EXTRAPOLATED FROM 30 DEG C, SRC RECOMMENDED VALUE 
JONES,AH (1960) 

****************************************************************************** 

JONES,AH (1960) 
JONES,A.H.; SUBLIMATION-PRESSURE DATA FOR ORGANIC COMPOUNDS.; J. CHEM. ENG. 
DATA.; 5:196-200.; 1960 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP. = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the. estimate ... most 
estimates were made using SRC software. 

CAS Number: 000085-44-9 
Chem Name PHTHALIC ANHYDRIDE 
Mol Formula: C8H403 
Mol Weight : 148.12 
Melting Pt : 130.8 deg C 
Boiling Pt : 295 deg C 
Water Solubility: 

Value 6200 mg/L 
Temp 25 deg C 
Type EXP 
Ref TOWLE,PH ET AL. (1968) 

Log P (octanol-water): 
Value 1.60 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 0.000517 mm Hg 
Temp 25 deg C 
Type EXT 
Ref JONES,AH (1960) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 1.63E-008 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref VP/WSOL 

Atmospheric OH Rate Constant: 
Value 7.49E-013 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysProp~mo Page 
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Return tQ. EFDB page 

CAS #: 000090-04-0 .. Name: 0-METHOXY ANILINE 

****************************************************************************** 
MELT O-METHOXYANILINE CAS# 90-04-0 

Melting Point 5 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. MERCK INDEX (1983) 

****************************************************************************** 

VP O-METHOXYANILINE CAS# 90-04-0 
Vapor Pressure : 0 . 08 MM HG 
Temperature (C): 25 
Remarks EXTRAPOLATED FROM PERRY, GREEN 1984 - 61 TO 132 DEG C, SRC 

RECOMMENDED VALUE 
Abbrev. Ref. SRC (1988) 

****************************************************************************** 

VP O-METHOXYANILINE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

8.000E-02 
25 

MM HG EXTRAPOLATED 

SRC RECOMMENDED VALUE 
PERRY,RH & GREEN,D (1984) 

CAS# 90-04-0 

****************************************************************************** 

MERCK INDEX (1983) 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

PERRY,RH & GREEN,D (1984) 
PERRY,R.H.; GREEN,D.; PERRY'S CHEMICAL HANDBOOK. PHYSICAL AND CHEMICAL DATA 

NEW YORK,NY: MCGRAW HILL. 6TH ED.; 1984 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 
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CHEMFATE Search Results 

ReJm:n to EFDB pJige 

7CAS #: 000091-22-5 Name: QUINOLINE 

****************************************************************************** 
MELT QUINOLINE 

Melting Point 
Remarks 
Abbrev. Ref . 

-14 . 85 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL. (1986) 

CAS# 91 - 22-5 

********************************************************************** ******** 

VP QUINOLINE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

0 . 096 MM HG 
25 
SRC RECOMMENDED VALUE 
CHAO, J ET AL . (1983) 

CAS# 91 - 22-5 

****************************************************************************** 

VP QUINOLI NE 
Vapor Pressure: 
Temperature (Cl : 
Remarks 
Abbrev . Ref. 

6.000E-02 
25 

MM HG 

SRC RECOMMENDED VALUE . 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 91 -22- 5 

****************************************************************************** 

CHAO, J ET AL. ( 1983) 
CHAO,J.; LIN,C.T . ; CHUNG,T.H.; VAPOR PRESSURE OF COAL CHEMICALS. ; J. PHYS. 
CHEM. REF. DATA.; 12:1033-63.; 1983 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL.; 1989 

RIDDICK,JA ET AL . (1986 ) 
RIDDICK,J.A.; BUNGER,W.B.; SAKANO,T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION.; TECHNIQUES OF CHEMISTRY . 4TH ED. NEW YORK,NY 
WILEY-INTERSC.IENCE. 2 :PP .1325; 1986 

En d of Search 
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Jqinfng 

CHEMFATE Search Results 

CAS #: 000924-16-3 Name: DI(N-BUTYL)NITROSAMINE 

****************************************************************************** 
MELT DI(N-BUTYL)NITROSAMINE CAS# 924 - 16 ~3 

Melting Point 2.13 DBGC 
Remarks ESTIMATED BY PCCHEM-PCGEMS, SRC RECOMMENDED VALUE 
Abbrev. Ref. SRC (1988) 

****************************************************************************** 

VP DI(N-BUTYL)NITROSAMINE CAS# 924 - 16-3 
Vapor Pressure: 3.0E-2 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. KLEIN,RG (1982) 

****************************************************************************** 

KLEIN,RG (1982) 
KLEIN,R.G.; CALCULATIONS AND MEASUREMENTS ON THE VOLATILITY OF N-NITROSAMIN 
AND THEIR AQUEOUS SOLUTIONS.; TOXICOLOGY; 23:135-47 ; 1982 

SRC (1988) 
SRC . ; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 
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CHEMFATE Search Results 
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CAS #: 000092-52-4 Name: BIPHENYL 

****************************************************************************** 
MELT BIPHENYL CAS# 92-52-4 

Melting Point 
Remarks 
Abbrev. Ref. 

69-71 DEGC 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983) 

****************************************************************************** 

VP BIPHENYL 
Vapor Pressure 
Temperature (C) : 
Remarks 
Abbrev. Ref. 

.975E-1 
25. 

TORR 

UNITS CONVERTED 
WEAVER,WC ET AL . 

CAS# 92-52-4 
MEASURED 

(1979) 
****************************************************************************** 

VP BIPHENYL CAS# 92 - 52-4 
Vapor Pressure 
Temperature (C): 
Remarks 
Abbrev . Ref. 

. 58E-01 
25. 

TORR MEASURED 

FROM MACKAY,D. & WOLKOFF,A.W. (1973) 
KILZER,L ET AL . (1979) 

********************************~********************************************* 

VP BIPHENYL 
Vapor Pressure 
Temperature (C): 
Abbrev. Ref. 

8 . 93E-3 
25 

MM HG 

BURKHARD,LP ET AL. 

CAS# 92-52-4 

(1984) 
****************************************************************************** 

VP BIPHENYL CAS# 92-52-4 
Vapor Pressure 
Temperature (C): 

9.64E-03 
25 

MM HG 

Remarks VALUE EXTRAPOLATED FROM DATA FOR THE SOLID MATERIAL OVER 

Abbrev. Ref. 
10-60 DEG C. SRC RECOMMENDED VALUE 
SASSE, K ET AL. (1989) 

****************************************************************************** 

BURKHARD,LP ET AL. (1984) 
BURKHARD,L.P.; ARMSTRONG,D.E.; ANDREN,A.W.; VAPOR PRESSURES FOR BIPHENYL, 
4-CHLOROBIPHENYL , 2, 2', 3,3' ,5, 5', 6 , 6' - OCTACHLOROBIPHENYL, AND 
DECACHLOROBIPHENYL .; J. CHEM. ENG. DATA. ; 2 9 : 24 8 - 50 . ; 1984 

KILZER , L ET AL. (1979) 
KILZER,L .; SCHEUNERT , L; GEYER,H . ; KLEIN,W.; KORTE,F .; LABORATORY SCREENING 
OF THE VOLATILIZATION RATES OF ORGANIC CHEMICALS FROM WATER AND SOIL .; 
CHEMOSPHERE . ; 8:751 - 61 . ; 1979 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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MERCK INDEX (1983) 
ME;RCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J,: MERCK AND CO., INC.; 1983 

SASSE,K ET AL. (1989) 
SASSE,K.; N 1 GUIMBI,J.; JOSE,J.; MERLIN,J.C.; VAPOR PRESSURE OF POLYAROMATIC 
HYDROCARBONS IN THE 10 -3 TO 10 TORR RANGE.; THERMOCHIM. ACTA.; 146:53-61; 
1989 

WEAVER,WC ET AL. (1979) 
WEAVER, W. C. ; SIMMONS, P. B.; THOMPSON, Q. E. ; DI PHENYL AND TERPHENYLS. ; IN: 
KIRK-OTHMER ENCYL. CHEM. TOXICOL. 3RD ED. 7:782-93.; 1979 

End of Search 
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CHEMFATE Search Results 

Return to EFDB PJl~ 

CAS #: 000094-59-7 Name: SAFROLE 

****************************************************************************** 
MELT SAFROLE 

Melting Point 
Remarks 
Abbrev. Ref. 

11.2 DEGC 
SRC RECOMMENDED VALUE 
DEAN, JA {1985) 

CAS# 94-59-7 

****************************************************************************** 

VP SAFROLE 
Vapor Pressure 
Temperature (C): 
Remarks 
Abbrev . Ref. 

1.09E-l 
25 

MM HG 

ESTIMATED BY PCCHEM 
SRC (1988) 

CAS# 94-59 - 7 
CALC 

*************************.***************************************************** 

VP SAFROLE 
Vapor Pressure 
Temperature (C) _: 
Remarks 

Abbrev . Ref. 

CAS# 94 - 59-7 
7.06E-2 MM HG CALC 
25 
EXTRAPOLATED FROM DATA OBTAINED IN THE RANGE 63.8-233 
DATA TAKEN FROM PERRY & GREEN (1984). SRC RECOMMENDED 
OHE,S (1976) 

DEG 
VALU 

****************************************************************************** 

DEAN, JA (1985) 
DEAN,J.A.; LANGE'S HANDBOOK OF CHEMISTRY 13TH ED.; NY, NY: MCGRAW-HILL BOO 
co.; 1985 

OHE,S (1976) 
OHE,S.; COMPUTER AIDED DATA BOOK OF VAPOR PRESSURE.; DATA BOOK PUBL . CO., 
TOKYO, JAPAN.; 1976 

SRC (1988) 
SRC.; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

End of Search 

http:// esc. syrres. com/ scripts/CHF cgi.exe 12/20/2005 
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CHEMFATE Search Results 

CAS #: 000096-45-7 . Name: ETHYLENETIIIOUREA 

****************************************************************************** 
MELT ETHYLENETHIOUREA 

Melting Point 
Remarks 
Abbrev. Ref. 

203-204 DEGC 
SRC RECOMMENDED VALUE 
MERCK INDEX (1983} 

CAS# 96-45-7 

****************************************************************************** 

VP ETHYLENETHIOUREA 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

5.85E-7 
25 

MM HG CALC 

ACCURACY UNCERTAIN, ESTIMATED PCCHEM 
SRC (1988} 

CAS# 96-45-7 

****************************************************************************** 

VP ETHYLENETHIOUREA 
Vapor Pressure : 
Temperature (C}: 

l.4E-04 
25 

CAS# 96-45-7 
MM HG CALC 

Remarks CALC FROM ESTIMATED HENRY'S LAW CONSTANT AND ESTIMATED WSO 
SRC RECOMMENDED VALUE. 

Abbrev. Ref. SRC (NA--} 
****************************************************************************** 

MERCK INDEX (19B3} 
MERCK INDEX.; THE MERCK INDEX. AN ENCYCLOPEDIA OF CHEMICALS AND DRUGS 10TH 
ED.; WINDHOLZ,M ED. RAHWAY, N.J.: MERCK AND CO., INC.; 1983 

SRC (1988) 
SRC . ; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

SRC (NA- -} 
SRC; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES.; NA--

End of Search 

http://esc.syrres.com/scripts/CHFcgi.exe 1/4/2006 
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CHEMFATE Search Results 
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CAS #: 000098-01-1 Name: FURFURAL 

****************************************************************************** 
VP FURFURAL 

Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

2.210E+OO 
25 

MM HG 

SRC RECOMMENDED VALUE 

MEASURED 

DAUBERT,TE & DANNER,RP (1989) 

CAS# 98-01-1 

****************************************************************************** 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E.; DANNER, R.P.; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION . ; DESIGN INSTITUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. HEMISPHERE PUB . CORP., NEW YORK, 
NY., 4 VOL.; 1989 

End of Search 
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Data From SRC PhysProp Database: 
Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = 
Extrapolated Data. Extrapolated data is based upon experimental measurement outside the 
temperature range of the reported value. 
References below are. abbreviated citations ... the full reference citations are NOT available here. 
References for Estimated data generally refer to the method used to make the estimate .. . most 
estimates were made using SRC software. 

CAS Number : 000098-01-1 
Chem Name FUFURAL 
Mol Formula: CSH4O2 
Mol Weight : 96.09 
Melting Pt: -36.5 deg C 

Boiling Pt : 161.7 deg C 
Water Solubility: 

Value 7.7E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 0.41 
Type : EXP 
Ref : HANSCH, C ET AL. (1995) 

Vapor Pressure: 
Value 2.21 mm Hg "5l. 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Constant: 
3.37E-006 atm-m3/mole 

Henry ' s Law 
Value 
Temp 
Type 

25 deg C 
EST 
VP/WSOL Ref 

Atmospheri c OH Rate Constant: 
Value 3.SlE-011 cm3/molecule-sec 
Temp 27 deg C 
Type EXP 
Ref BIERBACH , A ET AL. (1 995) 

Back_To PhysPrnp Demo Pa~ 

http://esc.syrres.com/interkow/webprop.exe 1/4/2006 
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CHEMFATE Search Results 
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CAS #: 000098-86-2 Name: ACETOPHENONE 

****************************~********** *************************************** 
MELT ACETOPHENONE 

Melting Point 
Remarks 
Abbrev. Ref. 

19.62 DEGC 
SRC RECOMMENDED VALUE 
RIDDICK,JA ET AL . (1986) 

CAS# 98 - 86 - 2 

*************************************************************** ****** ********* 

VP ACETOPHENONE CAS# 98-86 - 2 
Vapor Pressure : . 3715E 00 TORR MEASURED 
Temperature (C) : 25. 
Abbrev. Ref. DREISBACH,RR (1955) 

****************************************************************************** 

VP ACETOPHENONE CAS# 98 - 86-2 
Vapor Pressure : 
Temperature (C ) : 
Remarks 
Abbrev. Ref. 

0.397 
25 

MM HG 

SRC RECOMMENDED VALUE 
DAUBBRT,TE & DANNER,RP (1985) 

***************** ***** ********** ************************* * ******************** 

DAUBERT,TE & DANNER,RP (1985) 
DAUBERT,T.E.; DANNER,R.P.; DATA COMPILATION TABLES OF PROPERTIES OF PURE 
COMPOUNDS.; AMERICAN INSTITUTE OF CHEMICAL ENGINEERS. PP.450; 1985 

DREISBACH,RR (1955) 
DREISBACH,R.R . ; PHYSICAL PROPERTIES OF CHEMICAL COMPOUNDS . I . ; ADVANCES IN 
CHEMISTRY SERIES NO. 15.; WASHINGTON, DC: AMERICAN CHEMICAL SOCIETY.; 1955 

RIDDICK,JA ET AL. (1986 ) 
RIDDICK, J.A.; BUNGER,W . B. ; SAKANO , T.K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION . ; TECHNIQUES OF CHEMISTRY . 4TH ED. NEW YORK,NY 
WILEY-INTERSCIENCE. 2 : PP.1325 ; 1986 

End of Search 
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WfP RISK ASSESSMENT WORK PLAN IDENTIFIED 
CONSTITUENTS OF POTENTIAL CONCERN (COPC) SUPPORT DATA 

Phtha/ates (PHT) 



SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/2812004 
Chemical: Bis (2-etflylhexyl) phthalate CAS Number. 000117-81-7 

TOXICITY PHYSICAL CHARACTERISTICS 

~ Value Unit Source Parameter ~ 
OralRfD: 2.0E-2 m~g/day JRJS Metal Contain: No 

Inhal RID: m~g/day Organic: Yes 

Oral Slope: 1.4E-2 (mg/kg/day)A-l IRIS Gas: Yes 

Oral Wt-of-Evid: B2 Particulate: Yes 

Inhal Slope: (m~g/day)A-1 Radionuclide: No 

Inhal Wt-of-Evid: Rad. Element: No 

Oral EDI0: 5.2E+0 m~g/day EPA_FDI0 Molecular Weight: 3.9E+2 

Oral EDI0 Wgt: B2 Density: 9.8E-1 g/rnl. @ 25.00 C 

InhalEDI0: 5.2E+0 m~g/day EPA_FDJ0 
lnhal EDI0 Wgt: B2 
Oral LD50: 2.6E+4 m~g ACGill MOBILllY 
Dermal LOSO: 2.5E+4 m~g ACGlH 
Gas lnhal LCSO: ppm Parameter Value Unit Source 
Dust Inhal LC50: mg.,1. Vapor Press: 6.8E-8 Torr CHEMFATE 

Henry's Law: I.0E-7 ann-m3/mol CHEMFATE 
ACUTE Water Solub: 3.4E-I miy'L CHEMFATE 

FrcshCMC: µg/L Distrib Coef. l .3E+6 ml/g DITOR_KD 
Salt CMC: µg/L Geo Mean Sol: mg/I. 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh Ecol LC50: l.6E+2 µg/L ECOTOX 
Salt Ecol LC50: I.0E+3 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
Fresh BCF: 2.IE+4 ECOTOX 
SaltBCF: 2.7E+2 ECOTOX 

PERSISTENCE 
ENVIRONMENTAL 

Source 
FreshBCF: I.IE+S ECOTOX 

Parameter Value .!.!!!!! SaltBCF: 6.SE+3 ECOTOX 
LAKE • Halflives 

Hydrolysis: 7.3E+5 days CHEMFATE LogKow: 5.IE+o CHEMFATE 
Volatility: 6.9E+2 days rnoMAS WaterSolub: 3.4E-I CHEMFATE 
Photolysis: 2.0E+2 days FATERATE Geo Mean Sol: mg/L 
Biodcg: 8.0E-1 days CHEMFATE 
Radio: days 

OTHER DATA 
RIVER - Halmves 

Hydrolysis: 7.3E+5 days CHEMFATE Melting Point: -5.SE+I C 
Volatility: 4.8E+2 days THOMAS Boiling Point: 3.8E+2 C 
Photolysis: 2.0E+2 days FATERATE formula: C24H3804 
Biodeg: 8.0E-1 days CHEMFATE 
Radio: days 

LogKow: S.IE+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A-51 
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AboutSRC Talnfng 

CHEMFATE Search Results 

CAS #: 000117-81-7 Name: 01(2-ETIIYLHEXYL)PHTIIALATE 

****************************************************************************** 
MELT DI(2-ETHYLHEXYL)PHTHALATE CAS# 117 - B1 - 7 

Melting Point - 50 DEGC 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. RIDDICK,JA ET AL . (1986) 

****************************************************************************** 

VP DI(2-ETHYLHEXYL)PHTHALATE CAS# 117-B1-7 
Vapor Pressure : .62E-07 TORR MEASURED 
Temperature (C): 25. 
Abbrev. Ref. GIAM,CS ET AL. (1980) 

* * * **************** ***** ****.*** ******* * ***** * *** ***** ** * ** ******* *** * ** ******* 

VP DI(2-ETHYLHEXYL)PHTHALATE CAS# 117 - Bl - 7 
Vapor Pressure : .2E-06 TORR MEASURED 
Temperature (C): 20. 
Abbrev. Ref . CALLAHAN,MA ET AL. (1979A) 

****************************************************************************** 

VP DI(2-ETHYLHEXYL)PHTHALATE CAS# 117-81-7 
Vapor Pressure : 6.45E-6 MM HG 
Temperature (C): 25 
Abbrev. Ref . HOWARD,PH ET AL. (1985) 

****************************************************************************** 

VP DI(2 - ETHYLHEXYL)PHTHALATE CAS# 117-81-7 
Vapor Pressure : 6.78E-0B MM HG 
Temperature (C): 25 
Remarks VALUE EXTRAPOLATED FROM DATA FROM 25 - 88 DEG C. SRC 

RECOMMENDED VALUE 
Abbrev. Ref. DAUBERT,TE & DANNER,RP (19B9) 

****************************************************************************** 

CALLAHAN,MA ET AL . (1979A) 
CALLAHAN,M.A.; SLIMAK,M.W.; GABEL,N .W.; MAY, I.P.; FOWLER,C . F . ; FREED,J.R . ; 
JENNINGS,P.; DURFEE,R.L.; WHITMORE,F . C.; MAESTRI,B. ET AL.; WATER-RELATED 
ENVIRONMENTAL FATE OF 129 PRIORITY POLLUTANTS-VOLUME II.; EPA- 440/4-79-029 
WASHINGTON,DC : U.S. EPA . ; 1979A 

DAUBERT,TE & DANNER,RP (1989) 
DAUBERT,T.E . ; DANNER , R . P .; PHYSICAL AND THERMODYNAMIC PROPERTIES OF PURE 
CHEMICALS: DATA COMPILATION.; DESIGN INSTI TUTE FOR PHYSICAL PROPERTY DATA, 
AMERICAN INSTITUTE OF CHEMICAL ENGINEERS . HEMISPHERE PUB. CORP., NEW YORK, 
NY., 4 VOL. ; 1989 

http://esc.syrres.com/scripts/CHFcgi.exe 12/22/2005 
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GIAM , CS ET AL. (1980) 
GIAM,C.S.; ATLAS,E.; CHAN,H.S.; NEFF,G.S.; PHTHALATE ESTERS, PCB, AND DDT 
RESIDUES IN THE GULF OF MEXICO ATMOSPHERE.; ATMOS. ENVIRON.; 14:65-9.; 1980 

HOWARD,PH ET AL. (1985) 
HOWARD,P.H.; BANERJEE,S .; ROBRILLARD,K.H.; MEASUREMENT OF WATER SOLUBILITIE 
OCTANOL-WATER PARTITION COEFFICIENTS AND VAPOR PRESSURES OF COMMERCIAL 
PHTHALATE ESTERS .; ENVIRON. TOX. CHEM.; 4:653-61.; 1985 

RIDDICK,JA ET AL. (1986) 
RIDDICK,J.A.; BUNGER,W . B.; SAKANO,T . K.; ORGANIC SOLVENTS: PHYSICAL PROPERTI 
AND METHODS OF PURIFICATION. ; TECHNIQUES OF CHEMISTRY. 4 TH ED. NEW YORK, NY 
WILEY-INTERSCIENCE. 2:PP.1325; 1986 

End of Search 
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SUPERFUND CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemical: Di-n-octy1 phthalate CAS Number: 000117-84--0 

TOXICITY PHYSICAL CHARACTERISTICS 

~ Value Unit ~ Parameter ~ 
Oral RID: 2.0E-2 mg/kg/day BEAST Metal Contain: No 

Inhal RID: mg/kg/day Organic: Yes 

Oral Slope: (mg/kg/day)"-\ Gas: Yes 

Oral Wt-of-Evid: 
Particulate: Yes 

Inhal Slope: (mglkg/day)"-1 RadiQnuclide: No 

Inhal Wt-0f-Evid: Rad. Element: No 

Oral EDI0: mg/kg/day Molecular Weight: 3.9E+2 

Oral EDIO Wgt: Density: g/mL@ C 

lnhalEDlO: mg/kg/day 
Johal EDI0 Wgt: 
Oral LD50: mg/kg MOBILITY 
Dermal LD50: 5.0E+3 mg/kg RTECS 
Gas Inhal LC50: ppm Pa,ameter ~ Unit Source 
Dust Inhal LCSO: mg/L Vapor Press: 2.6B-6 Torr CHEMFATE 

Henry's Law: 6.7E-5 · atm-m3/mol CHEMFATE 
ACUTE Watc:r Solub: 2.0E-2 mg/L CHEMFATE 

FreshCMC: µg/L Distri b Coef: I.3E+7 mVg DITOR_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L BIOACCUMULATION 

Fresh Ecol LC50: µg/L 
Parameter ~ Unit Salt Ecol LC50: µg/L 
FOOD CHAIN 

Source 

FreshBCF: 1.IE+2 VER_BCF 
SaltBCF: 

PERSISTENCE ENVIRONMENTAL 
Fresh BCF: 2.9E+4 ECOTOX 

~ Value Unit Source SaltBCF: 
LAKE - Halflives 

Hydrolysis: 3.9E+2 days CHEMFATE LogI<ow: 8.IE+o PHYSPROP 
Volatility: l.7E+2 days TIIOMAS Water Solub: 2.0E-2 CHEMFATE 
Photolysis: days Geo Mean Sol: mg/L 
Biodeg: 2.8E+I days FATERATE 
Radio: days 

OTHER DATA 
RIVER - Halflives 

Hydrolysis: 3.9E+2 days CHEMFATE Melting Point: 2.5E+l C 
Volatility: 2.6E+o days THOMAS Boiling Point: C 
Photolysis: days Fornwla: C24H3804 
Biodeg: 2.8E+J days FATERATE 
Radio: days 

Log Kow: 8.IE+o PHYSPROP 

CLASS INFORMATION 

Parent Substance 

A-113 
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CHEMFATE Search Results 
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CAS #: 000117-84-0 Name: DI-N-OCTYL PHTHALATE 

****************************************************************************** 
MELT DI-N-OCTYL PHTHALATE 

Melting Point 
Remarks 
Abbrev. Ref. 

-25 DEGC 
SRC RECOMMENDED VALUE 
BEMIS,AG ET AL. (1982) 

CAS# 117-84-0 

****************************************************************************** 

VP DI-N-OCTYL PHTHALATE CAS# 117-84-0 
Vapor Pressure: 2 . 6E-6 MM HG 
Temperature (C): 25 
Remarks NOT CLEAR IF VALUE IS EXPERIMENTAL OR EXTRAPOLATED, SRC 

RECOMMENDED VALUE 
Abbrev. Ref. PERWAK,J ET AL. (1981) 

****************************************************************************** 

BEMIS,AG ET AL. (1982) 
BEMIS,A.G.; DINDORF,J.A.; HORWOOD,B.; SAMANS,C.; PHTHALIC ACIDS, AND OTHER 
BENZENEPOLYCARBOXYLIC ACIDS.; IN: KIRK-OTHMER ENCYCL. CHEM. TECH . 3RD ED. 
17:732-77.; 1982 

PERWAK,J ET AL . (1981) 
PERWAK,J.; GOYER,M.; SCHIMKE,G.; ESCHENROEDER,A.; FIKSEL,J.; EXPOSURE AND 
RISK ASSESSMENT FOR PHTHALATE ESTERS (DI(2-ETHYLHEXYL)PHTHALATE, DI - N-BUTYL 
PHTHALATE, DIMETHYL PHTHALATE, DIETHYL PHTHALATE, DI-N-OCTYL PHTHALATE, BUT 
BENZYL PHTHALATE) (REVISED).; EPA-440/4-81-020. (NTIS PB85-211936) . 
CAMBRIDGE,MA: ARTHUR D. LITTLE INC. PP.176.; 1981 

End of Search 
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Return wEEilB .. 1u!g~ 

CAS #: 000131-11-3 Name: DIMETHYL PHTIIALA TE 

****************************************************************************** 
MELT DIMETHYL PHTHALATE 

Melting Point 
Remarks 
Abbrev. Ref . 

0-2 DEGC 
SRC RECOMMENDED VALUE 
BEMIS,AG ET AL. (1982) 

CAS# 131-11-3 

****************************************************************************** 

VP DIMETHYL PHTHALATE CAS# 131-11-3 
Vapor Pressure : 0.00165 MM HG 
Temperature (C): 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. HOWARD,PH ET AL. (1985) 

****************************************************************************** 

BEMIS,AG ET AL. (1982) 
BEMIS,A.G.; DINDORF,J.A.; HORWOOD,B.; SAMANS,C.; PHTHALIC ACIDS, AND OTHER 
BENZENEPOLYCARBOXYLIC ACIDS.; IN: KIRK-OTHMER ENCYCL. CHEM. TECH. 3RD ED. 
17:732-77.; 1982 

HOWARD,PH ET AL. (1985) 
HOWARD,P.H.; BANERJEE,S.; ROBRILLARD,K.H.; MEASUREMENT OF WATER SOLUBILITIE 
OCTANOL-WATER PARTITION COEFFICIENTS AND VAPOR PRESSURES OF COMMERCIAL 
PHTHALATE ESTERS.; ENVIRON. TOX. CHEM.; 4:653-61.; 1985 

End of Search 
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Date: 1/28/2004 
Chemical: Diethyl phthalate 

Parameter Value 

OralRfD: 8.0E-1 
Inhal RfD: 
Oral Slope: 
Oral Wt-of-Evid: 
Inhal Slope: 
InhaJ Wt-<if-Evid: 
OralEDI0: 
Oral EDI0 Wgt: 
Inhal ED10: 
Inhal ED10 Wgt: 
Ora!LD50: 9.5E+3 
Dermal LOSO: 
Gas Inhal LC50: 
Dust Jnhal LCS0: 

ACUTE 
FreshCMC: 
SaltCMC: 

CHRONIC 
Fresh CCC: 
Salt CCC: 

Fresh Ecol LC50: 1.2E+4 
Salt Ecol LC50: 4.9E+3 

Parameter ~ 
LAKE- Halflives 

Hydrolysis: 3.2E+3 
Volatility: 2.2E+2 
Photolysis: 
Biodeg: 5.6E+i 
Radio: 

RIVER - Halflives 
Hydrolysis: 3.2E+3 
Volatility: 8.3E+l 
Photolysis: 
Biodeg: 5.6E+I 
Radio: 

Log Kaw: 2.SE+0 

TOXICITY 

lli!i! 
mg/kg/day 
mg/kg/day 
(mg/kg/day)"-1 

(mg/kg/day)"-! 

mg/kg/day 

mg/kg/clay 

mg/kg 
mg/kg 
ppm 
mg/L 

µg/L 
µg/L 

µg/L 
µg/L 

µg/L 
µg/L 

PERSISTENCE 

days 
days 
days 
clays 
clays 

days 
days 
days 
days 
days 

SUPERFUND CHEMICAL DATA MATRIX 

~ 
IRIS 

ACGIH 

ECOTOX 
ECOTOX 

FATERATE 
TIIOMAS 

FATERATE 

FATERATE 
TifOMAS 

FATERATE 

CHEMFATE 

CAS Number: 000084-66-2 

PHYSICAL CHARACTERISTICS 

Parameter 
~tain: 
Organic: 
Gas: 
Particulate: 
Radionuclide: 
Rad Element: 
Molecular Weight: 

No 
Yes 
Yes 
Yes 
No 

Density: 

No 
2.2E+2 
1.2E+o g/mL@ 14.00 C 

Parameter 

Vapor Press: 
Henry's Law: 
Water Solub: 
Distn'b Cocf: 
Geo Mean Sol: 

Parameter 
FOOD CHAIN 

FrcshBCF: 
SaltBCF: 

ENVIRONMENTAL 
Fresh BCF: 
SaltBCF: 

LogKow: 
Water Solub: 
Geo Mean Sol: 

Value 

1.6E-3 
4.SE-7 
l.1E+3 
4.4E+l 

MOBILITY 

Unit 

Torr 
atm-m3/mol 
mg/L 
ml/g 
mg/L 

BIOACCUMULATION 

Value Unit 

1.2E+2 

2.1E+2 

2.5E+o 
l.1E+3 

mg/L 

OTHER DATA 

Melting Point: -4.IE+i 
3.0E+2 
CI2Hl404 

C 
C Boiling Point: 

Formula: 

Source 

CHEMFATE 
CHEMFATE 
CHEMFATE 
DITOR_KD 

Source 

ECOTOX 

ECOTOX 

CHEMFATE 
CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A - 145 
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CAS #: 000084-66-2 Name: DIETHYL PHTHALA TE 

****************************************************************************** 
VP DIETHYL PHTHALATE 

Vapor Pressure : 
Temperature (C): 

.35E-03 
20. 

CAS# 84-66-2 
TORR MEASURED 

Remarks 
Abbrev. Ref. 

EXTRAP, UNITS CONVERTED, RANGE OF MEASUREMENTS 34-61 DEGC 
GRAYSON,BT & FOSBRAEY,LA (1982) 

****************************************************************************** 

VP DIETHYL PHTHALATE CAS# 84-66-2 
Vapor Pressure: 1.65E-3 MM HG 
Temperature (C} : 25 
Remarks SRC RECOMMENDED VALUE 
Abbrev. Ref. HOWARD,PH ET AL. (1985) 

****************************************************************************** 

GRAYSON,BT & FOSBRAEY,LA (1982) 
GRAYSON,B.T.; FOSBRAEY,L.A.; DETERMINATION OF THE VAPOUR PRESSURE OF 
PESTICIDES.; PESTIC. SCI.; 13:269-78.; 1982 

HOWARD,PH ET AL. (1985) 
HOWARD,P.H.; BANERJEE,S.; ROBRILLARD,K.H.; MEASUREMENT OF WATER SOLUBILITIE 
OCTANOL-WATER PARTITION COEFFICIENTS AND VAPOR PRESSURES OF COMMERCIAL 
PHTHALATE ESTERS.; ENVIRON. TOX. CHEM.; 4:653-61.; 1985 

End of Search 
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SUPERFUNO CHEMICAL DATA MATRIX 
Date: 1/28/2004 
Chemical: DI-fl-butyl phthalate CAS Number. 000084-74-2 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter Value Unit Source Parameter Value 

Oral RfD: I.OE-I mg/kg/day IRJS Metal Contain: No 

lnhalRID: mg/kg/day Organic: Yes 

Oral Slope: (mg/kg/day)"-1 Gas: Yes 

Oral Wt-of-Evid: Particulate: Yes 

Inhal Slope: (mg/kg/day)"-] Radionuclide: No 

lnhal Wt-of-Evid: RBd. Element No 

Oral EDlO: mg/kg/day Molecular Weight: 2.8E+2 

Oral EDIO Wgt Density: l.OE+o g/mL@ 20.00 C 

Inhal EDlO: mg/kg/day 
Inhal EDIO Wgt 
Oral ID50: 8.0E+o mg/kg RTECS MOBILITY 
Dermal LDSO: 2.1E+4 mg/kg RTECS 
Gas lnhal LC50: ppm Parameter Value Unit Source 
Dust Inhal LCSO: mg/L Vapor Press: 7.3E-5 Torr CHEMFATE 

Henry's Law: l.8E-6 atm-m3/rnol CHEMFATE 
ACUTE WaretSolub: I.IEH mg/L CHEMFATE 

FreshCMC: µg/L Distrib Coef: 5.2E+3 ml/g DITOR_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh Ecol LCSO: 2.8E+2 µg/L ECOTOX 
Salt Ecol LCSO: 2.0E+l µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
Fresh BCF: 6.7E+3 ECOTOX 
SaltBCF: 

PERSISTENCE 
ENVIRONMENTAL 

Unit Source 
Fresh BCF: 8.8E+3 ECOTOX 

~ Value SaltBCF: 2.3E+3 ECOTOX 
LAKE- Halflives 

Hydrolysis: 3.7E+3 days CHEMFATE LogKow: 4.7E+O CHEMFATE 
Volatility: l.7E+2 days TI:IOMAS Water Solub: 1.lE+l CHEMFATE 
Photolysis: l.4E+2 days FATERATE Geo Mean Sol: mg/L 
Biodeg: 2.3E+l days FATERATE 
Radio: days 

OTHER DATA 
RIVER - Halflives 

Hydrolysis: 3.7E+3 days CHEMFATE Melting Point: -3.SE+l C 
Volatility: 2.4E+l days THOMAS Boiling Point: 3.4E+2 C 
Photolysis: 1.4E+2 days FATERATE Fonnnla: Cl 6H2204 
Biodcg: 2.3E+l days FATERATE 
Radio: days 

Log Kaw: 4.7E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A- Ill 
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.C«rffr Centilr Training 

CHEMFATE Search Results 

Retum to EFDBpJ1ge 

CAS #: 000084-74-2 Name: DIBUTYL PHTIIALATE 

*************************************¾**************************************** 
VP DIBUTYL PHTHALATE CAS# 84-74-2 

Vapor Pressure : .14E-04 TORR MEASURED 
Temperature (C): 25. 
Abbrev. Ref. GIAM,CS ET AL. (1980) 

****************************************************************************** 

VP DIBUTYL PHTHALATE CAS# 84-74-2 
Vapor Pressure: .lE - 01 TORR MEASURED 
Temperature (C): 20. 
Remarks UPPER LIM 
Abbrev . Ref. MARTIN,H & WORTHING,CR (1977) 

****************************************************************************** 

VP DIBUTYL PHTHALATE 
Vapor Pressure: 
Temperature (C): 
Remarks 
Abbrev. Ref. 

7 . 3E-5 
25 

MM HG 

SRC RECOMMENDED VALUE 
HOWARD, PH ET AL. (1985) 

CAS# 84-74-2 

****************************************************************************** 

GIAM,CS ET AL. (1980) 
GIAM,C.S.; ATLAS,E.; CHAN,H . S.; NEFF,G.S.; PHTHALATE ESTERS, PCB, AND DDT 
RESIDUES IN THE GULF OF MEXICO ATMOSPHERE.; ATMOS. ENVIRON.; 14 : 65-9.; 1980 

HOWARD,PH ET AL. (1985) 
HOWARD,P.H.; BANERJEE,S.; ROBRILLARD,K.H . ; MEASUREMENT OF WATER SOLUBILITIE 
OCTANOL-WATER PARTITION COEFFICIENTS AND VAPOR PRESSURES OF COMMERCIAL 
PHTHALATE ESTERS.; ENVIRON. TOX. CHEM.; 4 : 653-61.; 1985 

MARTIN,H & WORTHING,CR (1977) 
MARTIN,H.; WORTHING,C.R.; PESTICIDE MANUAL . FIFTH EDITION, BRITISH CROP 
PROTECTION COUNCIL. 563 PP.; 1977 

End of Search 
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t,reerCenter raining 

CHEMFATE Search Results 

Return to EFDBp_a_ge 

CAS #: 000085-68-7 Name: BUTYL BENZYL PHTHALATE 

****************************************************************************** 
MELT BUTYL BENZYL PHTHALATE 

Remarks 
Abbrev. Ref. 

NO APPROPRIATE ESTIMATION METHOD 
SRC (1988) 

CAS# 85-68-7 

****************************************************************************** 

MELT BUTYL BENZYL PHTHALATE 
Melting Point -35 DEG C 
Remarks 

1 
2 
3 

Abbrev. Ref. 

CRYSTALLIZING POINT, GIVEN AS< VALUE 
BAYER AG INTERNAL DATA 
HPV: PHTHALATE ESTERS 

US EPA (2004) 

CAS# 85-68-7 

****************************************************************************** 

VP BUTYL BENZYL PHTHALATE 
Vapor Pressure : 
Temperature (C) : 
Abbrev. Ref. 

0.19E+0l. 
200. 

TORR 

GLEDHILL,WE ET AL. 

MEASURED 

(1980) 

CAS# 85-68-7 

****************************************************************************** 

VP BUTYL BENZYL PHTHALATE 
Vapor Pressure : 
Temperature (C): 
Remarks 
Abbrev. Ref. 

8.25E-6 
25 

MM HG 

SRC RECOMMENDED VALUE 
HOWARD,PH BT AL. (1985) 

CAS# 85-68-7 

****************************************************************************** 

GLEDHILL,WE ET AL. (1980) 
GLEDHILL,W.E.; KALEY,R.G.; ADAMS,W.J.; HICKS,O.; MICHAEL,P.R.; SAEGER,V.W.; 
LEBLANC,G.A.; AN ENVIRONMENTAL SAFETY ASSESSMENT OF BUTYL BENZYL PHTHALATE. 
ENVIRON. SCI. TECH.; 14:301-5.; 1980 

HOWARD,PH ET AL. (1985) 
HOWARD,P.H.; BANERJEE,S.; ROBRILLARD,K.H.; MEASUREMENT OF WATER SOLUBILITIE 
OCTANOL-WATER PARTITION COEFFICIENTS AND VAPOR PRESSURES OF COMMERCIAL 
PHTHALATE ESTERS.; ENVIRON. TOX. CHEM.; 4:653-61.; 1985 

SRC (1988) 
SRC .; SYRACUSE RESEARCH CORPORATION CALCULATED VALUES; 1988 

US EPA (2004) 
U.S. EPA; HIGH PRODUCTION VOLUME (HPV) CHALLENGE PROGRAM. THE HPV VOLUNTARY 
CHALLENGE CHEMICAL LIST. ROBUST SUMMARIES AND TEST PLANS.; WASHINGTON, DC: 
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USEPA, OFF. PREVENT. PEST. TOX. SUBST., POLLOT. PREVENT. TOXICS. AVAILABLE 
HTTP://WWW.EPA.GOV/OPPTINTR/CHEMRTK/HPVCHMLT.HTM AS OF MARCH, 2004.; 2004 

End of Search 
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SUPERFUND CHEMICAL DATA MATRIX 
Data: 1128/2004 
Chemical: Butylbenzyl phthalate CAS Number: 00008"8-7 

TOXICITY PHYSICAL CHARACTERISTICS 

Parameter Value Unit Source Parameter Value 

Oral RID: 2.0E-1 mg,'lcg/day IRIS Metal Conlain: ~ 
Inhal RID: mg/leg/day Organic: Yes 
Oral Slope: (mg/kg/day)"-1 Gas: Yes 
Oral Wt-of-Evid: Particulate: Yes 
Inhal Slope: (mg/lcg/day)"-1 Radionuclide: No 
Inhal Wt-of-Evid: Rael Element No 
OraJEDl0: mg/kg/day Molecular Weight 3.IE+2 

Oral EDI0Wgt: Density: g/mL@ C 
Inhal EDIO: mg/kg/day 
lnhal EDI0Wgt: 
Oral LOSO: 2.3E+3 mg/kg RTECS MOBILITY 
Dermal LDS0: l.0E+4 mg/leg RTECS 
Gas Inhal LC50: ppm Parameter Value Unit Soun:e 
Dust lnhal LC50: mg/L Vapor Press: 8,3E-6 Torr CHEMFATE 

ACUTE 
Heruy's Law: l .3E-6 atm-m3/mol CHEMFATE 
Water Solub: 2.7E+o mg/L CHEMFATE 

FreshCMC: µg/L Distrib Coef: 8.7E+3 ml/g DITOR_KD 
SaltCMC: µg/L Geo Mean Sol: mg/L 

CHRONIC 
Fresh CCC: µg/L 
Salt CCC: µg/L 

BIOACCUMULATION 

Fresh Ecol LC50: 6.BE+2 µg/L ECOTOX 
Salt Ecol LC50: 4.6E+2 µg/L ECOTOX Parameter Value Unit Source 

FOOD CHAIN 
FreshBCF: 7.7E+2 ECOTOX 
SaltBCF: 

PERSISTENCE 
ENVIRONMENTAL 

~ Value Unit Source 
FreshBCF: 7.7E+2 ECOTOX 
SaltBCF: 

LAKE - Halflives 
Hydrolysis: days LogKow: 4:9E+o CHEMFATE 
Volatility: 1.9E+2 days TifOMAS Water Solub: 2.7E+o CHEMFATE 
Photolysis: 1.0E+2 days CHEMFATE Geo Mean Sol: mg/L 
Biodeg: 4.0E+o days CHEMFATE 
Radio: days 

RIVER - Halflives 
OTHER DATA 

Hydrolysis: days Melting Point: C 
Volatility: 3.6E+l days THOMAS Boiling Point C Photolysis: 1.0E+2 days CHEMFATE Formula: Cl9H20 04 
Biodeg: 4.0E+o days CHEMFATE 
Radio: days 

LogKow: 4.9E+o CHEMFATE 

CLASS INFORMATION 

Parent Substance 

A-57 
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Appendix H 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

Organic Abatement DFs in Pretreatment PVP System 

Appendix H provides the methodology used to determine the organic constituents decontamination 
factors through the pretreatment vessel vent system thermal oxidizer and carbon beds. The numbers 
provided are conservative and provide bounding conditions for the emissions profile analysis. 
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Pretreatment Vessel Vent Organic Constituents 
Decontamination Factor Analysis 
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List of Acronyms 

Acronym 

AIT 

CAS# 

COPC 

DE 

DF 

EPA 

LFL 

MSDS 

MW 

PCBs 

ppmv 

PT 

PVP 

RTO 

RE 

VLE 

voe 
WTP 

Description 

auto ignition temperature 

Chemical Abstract Service registry number 

constituent of potential concern 

destruction efficiency 

decontamination factor 

US Environmental Protection Agency 

lower flammability limit 

material safety data sheet 

molecular weight 

poly-chlorinated biphenyls 

part per million by volume 

pretreatment 

pretreatment vessel vent process system 

regenerative thermal oxidizer 

removal efficiency 

vapor-liquid equilibrium 

volatile organic compound 

Hanford Tank Waste Treatment and Immobilization Plant 
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1 Objective 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

The objective ofthis analysis is to determine the decontamination factors (DFs) for abatement of potential 
organic constituents in the pretreatment (PT) vessel vent process (PVP) system. 

2 Existing Design Inputs 

2.1 RTO Design Criteria 

Conditions of combustion within the regenerative thermal oxidizer (RTO) unit are 1.0 second residence 
time at 1600 °F according to the System Description for Pretreatment Vessel Vent Process System, PVP 
(245 90-PTF-3YD-PVP-00001). 

2.2 Carbon Adsorber Design Criteria 

Carbon adsorbers are designed to contain the largest volume of carbon media possible within the limits of 
pressure drop and facility size limitations for exchanging spent adsorbers with freshly charged adsorbers 
(24590-PTF-M0C-PVP-00003). 

3 Background 

3.1 Origins of Organic Compounds in the PVP System 

Historical characterization of Hanford tank waste shows various organic compounds in the solids, liquids, 
and headspace vapors of numerous double- and single-shelled tanks. Organic solvents and complexants 
were used in nuclear fuel processing and account for the bulk of the original organic material sent to the 
waste tanks. Since then, complex reactions have taken place where the original organic waste compounds 
have undergone radiolytic decomposition to form other compounds. The decomposition products can 
continuously change in composition since many of them are reactive with other organic decomposition 
products or may undergo further radiolytic decay. The sustained radioactive exposure to original organic 
waste material accounts for potentially thousands of different organic compounds present in the waste at 
trace quantities. 

Waste batches will be sent from Hanford tank farms to the Hanford Tank Waste Treatment and 
Immobilization Plant (WTP) PT facility for processing prior to vitrification. While in PT, process vessels 
are swept with forced and passive air purges to ensure that radiolytically generated hydrogen does not 
concentrate in vessel headspaces to a flammable level. The sweeping of process vessel headspaces allows 
for the removal of organic compounds as governed by the vapor-liquid equilibrium (VLE) of each 
compound at the system conditions. 

3.2 Organic Abatement in the PVP System 

Air purges from PT process vessels are removed and treated through the PVP system prior to discharge to 
the environment. To ensure that the concentration of volatile organic compounds (VOCs) in the PT 
off gas is reduced before release to the environment, the stream is processed through an RTO and a carbon 
adsorber. In the RTO, organic compounds are destroyed via combustion. The combustion reaction is 
induced by the application of high temperature and the availability of excess oxygen. Destruction of 
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contaminants is followed by a polishing step in the adsorber where some removal of remaining organic 
compounds takes place. In the adsorber, organic contaminants are removed from the vent gas by capture 
on the surface of the activated carbon media. 

3.3 Organic Characterization of Hanford Tank Wastes 

Due to the difficulties associated with sample handling and analysis of radioactive tank waste, the organic 
characterization of waste liquid and solids remains largely incomplete with respect to the species and 
concentration of each organic compound. The most abundant organic characterization data comes from 
tank headspace analyses. A wide range of target organic compounds have been detected in various tank 
headspace samples on behalf of the relative ease of vapor phase sample handling during analysis. Over 
1200 different organic compounds have been detected through historical sampling and analyses of 
Hanford tank wastes (Wiemers 1998 p 4.13). Nearly all 1200 of these compounds have been detected in 
the headspace samples of single-shell tanks (Stock 2000, p 2). 

In spite of the organic analysis data available to date, there is still significant uncertainty in determining 
the potential concentrations of the individual and collective organic compounds within the PVP system 
vent stream. Arguably, organic concentrations will be appreciably lower in the PVP system vent gas than 
detected concentrations from historical headspace analysis . Most of the data was collected several years 
ago and since then the organic compounds have continued to be depleted by ventilation of the waste 
tanks. However, those compounds which have been detected at higher concentrations are generally the 
most credible in terms of their presence in multiple tanks. As such, the organic compounds most likely to 
be detectable in the PVP system vent gas are those which have been detected in some abundance in 
several different waste tanks. 

3.4 Constituents of Potential Concern 

In this integrated emissions baseline report, 219 organic constituents of potential concern (CO PCs) were 
identified as being relevant to emissions estimates for permitting. These 219 COPCs were identified 
during development of the Environmental Risk Assessment Work Plan for the Hanford Tank Waste 
Treatment and Immobilization Plant (24590-WTP-RPT-ENS-03-006). These constituents have been 
included in emissions estimates used for permitting the WTP. As such, they are also considered in this 
analysis to establish conservative DFs to be included when determining future emissions estimates used 
in permitting activities. 

Of the 219 COPCs, 14 are coplanar poly-chlorinated biphenyls (PCBs). These 14 PCBs are included 
individually in the list on due to the tendency for the coplanar molecules to exhibit dioxin-like properties. 
The specific PCBs are shown in addition to the generally identified compound, PCB (Chemical Abstract 
Service [CAS] # 1336-36-3), which is inclusive of the entire family of individual PCBs. 

3.5 Organic Destruction via Combustion -Theory 

Thermal oxidation of organic material is a combustion process. Combustion is defined as the burning of 
gases, liquids, or solids, in which the substance is oxidized, evolving heat and often light 
(Lewandowski 2000, p 1). For combustion to occur, three elements of the reaction need to be in place. 
These are fuel (the organic contaminant in this case), oxygen (present in the vent gas, which is mostly 
air), and an ignition source. The ignition source can be thought of as the source of activation energy to 
initiate the chemical (combustion) reaction. In general, combustion reactions are exothermic and under 
the correct conditions of oxygen and fuel, initiated combustion can release enough heat to sustain a 
continuous ignition source (the burning process or a "fire"). The following chemical equation shows the 
products of combustion for a typical hydrocarbon. 
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CxH 2y + ( X + ~)02 + Q activation • xco2 + YH20 + Q combustion 

where: 
XandY 
C 
H 
CO2 
H20 
Q activation 

Qcombustion 

= stoichiometric coefficients 
= carbon 
= hydrogen 
= carbon dioxide combustion product 
= water vapor combustion product 
= activation energy to initiate the reaction 
= combustion energy released by forming the combustion products 

Within a thermal oxidation system, the primary performance requirement is the extent of destruction or 
destruction efficiency (DE) of the organic contaminants. Important parameters which affect the DE of 
organics by thermal oxidation are sometimes called the "three T's" of combustion. The "T's" are time, 
temperature, and turbulence. The other most important parameter is availability of oxygen. The extent of 
oxygen present in a combustion system essentially determines the importance of time and turbulence. As 
the availability of oxygen increases, the need for time and turbulence (mixing) will decrease for the same 
DE since there is more likelihood for the same number of contaminants to contact and react with an 
oxygen molecule. Typically, thermal oxidizers use a fuel supply and burner system to maintain the 
system operating temperature. In such cases, the excess oxygen is usually managed to levels which are 
only slightly higher than the stoichiometric requirement. The reason for limiting the excess oxygen is a 
cost consideration which limits the fuel required to maintain the system temperature (fuel efficiency). In 
systems where oxygen is rigorously controlled, time and turbulence become a vital design consideration 
to ensure equivalent DE. 

The PVP system will use an RTO which will maintain operating temperature by heat input from an 
electric element as opposed to a burner system. In this service, the extent of excess oxygen is very near 
20.9 % (the oxygen concentration in ambient air) since the organic contaminants in the PVP system 
stream are expected to be extremely dilute. The RTO will recover energy from the high temperature 
exhaust by exchanging heat with (preheating) the feed gas via ceramic heat transfer beds. Oxidizers 
which use ceramic heat transfer beds in alternating flow cycles are known as regenerative. This manner 
of heat recovery will maximize the energy efficiency of the oxidizer and provide some additional 
residence time at temperatures very near the operating temperature. 

The design parameters required for the PVP system oxidizer are 1.0 second residence time at 1600 °P . 
This is consistent with US Environmental Protection Agency (EPA) reported results of commercial 
incinerators (fuel-fired) where 0.75 seconds and 1600 °F have been shown to ensure DEs remain above 
98 % for non-halogenated VOCs (EPA 1999, p 1). Additionally, electric heating elements used in 
existing RTOs have demonstrated proven reliability when operating at 1500 °P and the capability of 
operating as high as 1800 °F. It should be noted that the EPA reference which states destruction 
performance for this operating temperature has derived the information from historical performance of 
fired oxidizers (as opposed to electric). The reference states the importance of mixing and residence time 
in this type of system since the availability of oxygen is limited by the system's operationally practic~l 
fuel efficiency. 
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3.6 Organic Removal via Adsorption - Theory 

The adsorption ofVOCs on activated carbon media occurs by a physical adsorption mechanism in which 
weak attractive forces, resulting from Van der Waals forces between the contaminant and the carbon 
adsorbent (also known as Hydrogen bonding forces or London dispersion forces) adhere the contaminant 
to the surface of the carbon. The process is exothermic and usually evolves slightly more energy than the 
heat of vaporization of the adsorbed compound (Cooper 1994, p 381). The contaminant essentially 
moves out of the vapor phase to behave like a liquid or solid phase trapped on the solid surface of the 
adsorbent media. Adsorption is usually reversible. Under appropriate sustained conditions of 
temperature, pressure, and concentration, most adsorbed compounds can re-enter the vapor phase as 
governed by thermodynamic equilibrium. 

In general, the potential for activated carbon to adsorb a particular contaminant depends primarily on the 
boiling point and molecular weight (MW) of that compound. The reason is that some molecules tend to 
have more potential for intermolecular attraction via London dispersion forces . A generally predictive 
measure of intermolecular forces is normal boiling point since the change of phase requires enough 
energy to break the intermolecular forces which hold the compound together in its liquid phase. A higher 
boiling point corresponds with a higher intermolecular attraction (Brown 1994, p 374) and hence more 
potential for strong adsorption. Consequently, boiling point is the strongest indicator for the 
"adsorbability" of a particular VOC. Boiling point is followed closely by MW as an indicator of 
adsorption potential. Large molecules with large MWs tend to have more atoms and therefore more 
potential to be polarized. The polar characteristic of a molecule adds to the attractive forces due to the 
pull between dissimilar charges. The more "polarizable" a molecule is, the more intermolecular force it 
exhibits and hence the more adsorbable it may be. 

3.6.1 Adsorption Isotherms 

Adsorption is governed by thermodynamics of chemical equilibrium; therefore, contaminant 
concentration in the treated gas is an important factor in determining the capacity of the carbon to collect 
or load a particular constituent. Temperature and pressure conditions also affect the extent of adsorption 
so that higher pressure and lower temperature favor a higher adsorption capacity. This is consistent with 
the observation that gas phase adsorption is exothermic at essentially the latent heat of vaporization. The 
adsorption behaves like a phase change; both high pressure and low temperature favor this transition. At 
constant pressure and temperature, the relationship between contaminant concentration in the exit gas and 
the equilibrium capacity of the adsorbent is known as an adsorption isotherm. 
, below, depicts a generalized relationship between carbon loading capacity and equilibrium exit gas 
concentration. 

FigureH-1 

Mass adsorbed per mass carbon 
(typically shown in g/100 g carbon) 
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Isotherms are empirically created from experimental or industrial data and are commonly available for 
numerous VOCs on adsorbents developed for several types of gas cleaning services. However, at 
extremely dilute concentrations, the predictive capability of empirically developed isotherms becomes 
unreliable. The reason is that adsorption data is not widely available at extremely low concentrations 
since there is not normally a regulatory driver to apply adsorption technology to significantly dilute 
streams. Industrial experience suggests that adsorption capacities for dilute contaminant concentrations 
should be determined through pilot testing of each adsorbent media considered for the service. The 
performance or removal efficiency (RE) of activated carbon will vary depending on media particle size, 
type of activation processing (internal pore size, pore distribution, or void fraction), and carbon source 
material. 

3.6.2 Multi-Component Adsorption 

In multi-component adsorption, the adsorption capacity of any particular compound may no longer follow 
its particular single compound isotherm. Complex and unpredictable component-to-component 
interactions may take place. This can change the thermodynamic equilibrium of the collective adsorption 
system. It is known, however, that in systems where a weakly attracted compound has been adsorbed, it 
can later be displaced by a more strongly adsorbed compound if the relative concentrations favor the 
exchange. This "selective" behavior greatly adds to the complexity and unpredictability of 
multi-component adsorption. 

Processing of each batch of Hanford tank waste is likely to evolve multiple species ofVOCs at dilute 
concentrations, each with its own unique organic signature. In the case where potentially hundreds of 
different organic compounds may be present at different concentrations, the contaminants will be 
competing for the same adsorption sites. The prediction of equilibrium for any given compound becomes 
virtually impossible. Given the unpredictable mix of compounds and concentrations in the PVP system 
vent gas, those compounds which are only slightly adsorbable are not likely to exhibit any appreciable 
removal from the stream. 

3. 7 Compound Physical Property Sources 

The list of contaminants considered by this analysis includes compounds detected through various 
historical analyses of Hanford tank wastes and those considered due to regulatory concern. These 
compounds exhibit a wide range of physical properties. Not all of the relevant physical property values 
were found to be readily available. For the most part, chemistry and engineering handbooks and texts 
have been referenced to supply the important physical properties used in this analysis. In addition, 
several Internet databases containing information on chemical compounds, chemistry, and chemical 
safety were used to further complete the collection of physical properties. In some cases, manufacturer' s 
material safety data sheets (MSDS) were used to provide the auto-ignition temperatures (AITs), 
solubilities, and/or boiling points of certain compounds. 

This group of sources, however, did not provide all of the required information for every compound. To 
fill the remaining gaps, comparisons were made to similar compounds for which data was found. The 
missing physical property information was then conservatively estimated. Primarily, chemical structure 
was used to assign AITs and normal boiling points. To a lesser extent, molecular weight, solubility, and 
National Fire Prevention Association bazard rankings were taken into consideration. General chemical 
trends were accounted for when assessing the conservatism of each estimated value. Examples of trends 
include: 1) the polarity of a compound with respect to estimated boiling point and 2) the number of 
halogen substitutions, chemical resonance, or length of alkane chain with respect to estimated AIT. 
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Given the total number of historically detected organic compounds which could be considered for 
tracking through the PVP system, a criteria was needed to select a smaller and more manageable number 
of representative compounds. The "representative" compounds will include organic COPCs identified by 
the Environmental Risk Assessment Work Plan for the Hanford Tank Waste Treatment and 
Immobilization Plant. The organic COPCs contain numerous halogenated and aromatic compounds 
which appear at the extreme ends of the range of physical property values used to assign DPs. The 
representative compounds can then bound the behavior of those which may not be tracked in the PVP 
system. By including several compounds which are difficult to destroy or remove from the PVP system 
vent gas, future emissions estimates can establish bounding conservatism by assigning higher 
concentrations to these low abated compounds. 

Since the compounds under consideration are those which may be present within the PVP system vent 
gas, the considerable data collected from headspace (vapor) samples of the single-shell tanks was 
considered to be the widest and most representative information. A single source document containing 
the maximum detected concentration of nearly 1200 compounds (Stock 2000) was used to set the 
selection criteria for some of the representative compounds. It is appropriate to include the organic 
CO PCs in this analysis be,cause of their inclusion in emissions estimates which affect WTP air permitting. 
The criteria for selecting the remaining compounds was decided to be a maximum detected concentration 
of 0.1 part per million by volume (ppmv) or higher. 

Some of the compounds detected at 0.1 ppmv or higher are COPCs1
• However, all tabular data presented 

in this analysis are shown as two lists: 1) the CO PCs and 2) those detected over the concentration 
threshold. This is done to make it easier to locate particular compound information based on the different 
end uses expected from this analysis. The total number of individual compounds considered in this 
analysis is 405. Tables 1-1 and 1-2 of Attachment 1 show the COPCs and detected compounds in tank 
headspace, respectively. 

All organic COPCs identified in the Environmental Risk Assessment Work Plan for the Hanford Tank 
Waste Treatment and Immobilization Plant will be included in this analysis with the exception of the 
individual coplanar PCBs. Due to the similarity of PCBs across all the various specific structures and 
physical properties, the 14 listed coplanar PCBs will not be treated individually in this analysis. Those 
compounds are assigned a single DF identified by the descriptive name (PCBs) and CAS # 1336-36-3. 

3.9 Compound Physical Properties 

Tables 1-1 and 1-2 show a CAS #, MW, chemical formula , boiling point, and AIT for each compound. A 
two-dimensional structure is also shown for each compound where the structure is not obvious by its 
compound name and/or where it is significant to the determination of any estimated physical property 
value. Values which could not be found in available references have been estimated as described in 
Section 3.7 of this analysis. Source information and notes concerning particular physical property values 
are included at the end of each table. As can be expected with such a large collection of data from several 
different sources, some values may be inconsistent with other sources. However, since conservatism has 
been exercised at each occurrence of estimation or enabling assumption, the individual and collective 
physical property inputs are considered to be bounding as supported by the best available information. As 

1 Not all of the COPCs have been detected in analysis ofheadspace samples of Hanford tank waste. 
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such, their effect on the analysis result with respect to the accuracy of assigned DFs is expected to be 
conservatively bounding. 

3.10 Destruction Criteria 

Section 2.1 gives the design conditions ofresidence time and operating temperature of the RTO. For a 
given constituent, the availability of oxygen and its AIT are the other important factors for determining 
DE in the RTO system. 

3.10.1 Oxygen Concentration 

Final vapor-liquid equilibrium (VLE) for organic compounds in the PVP system vent gas will take place 
in the caustic scrubber, which is controlled to near standard conditions. These conditions are essentially 
the same as waste tank storage conditions at the Hanford Site. Therefore, the expected concentration of 
organic compounds will be much less than I % since most volatile compounds have already been 
depleted from the waste. As such, the oxygen concentration of the vent gas is essentially that of saturated 
ambient air (>20 %) and is well in excess of typical combustion systems where excess oxygen is 
controlled for fuel efficiency. 

3.10.2 Basis of Destruction 

Given the design criteria of the RTO and the extent of available oxygen for combustion, the DF for 
destruction of each compound will be determined by its AIT. See Section 5.4 for a detailed explanation 
of AIT and the relationship of destruction efficiency in the RTO. 

3.11 Removal Criteria 

For assigning DFs across the carbon adsorber, normal boiling point, MW, and concentration are 
considered. It is understood that the concentration of any given constituent in the PVP system vent gas 
cannot be accurately predicted. However, some constituents are known to be extensively destroyed in the 
oxidizer, leaving a very small concentration in the feed gas to the downstream adsorber. This qualitative 
behavior is taken into consideration on those compounds which have high DFs across the RTO. For a 
detailed explanation of how boiling point, MW, and concentration are used to assign adsorber DFs, see 
Section 5.5. 

4 Methodology 

4.1 Definition of Decontamination Factor 

The mathematical definition of decontamination factor (DF) is genera11y the ratio of mass flow in the feed 
to mass flow in the treated stream. DFs will be calculated by using the DE or RE in the following 
relationship. 

Equation H-2 

DF = l 

[
l - eff ] 

100 
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where: 
eff = the contaminant DE or RE in % 

4.2 Destruction DF 
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Each compound's referenced or estimated AIT will be compared with the operating temperature of the 
RTO. The difference in these two temperatures will be used to assign a destruction DF based on the 
criteria from Table H-2. 

4.3 Removal DF 

Compound removal DFs across carbon adsorption will be assigned based on the estimated adsorption 
capacity of each compound. The estimated adsorption capacities are based on normal boiling point, 
molecular weight, and available calculated adsorption capacities (Yaws 1995) for certain compounds 
which are included in this analysis. Where the capacity estimation via molecular weight and normal 
boiling point differs from the calculated prediction for a specific compound, the lower value is used to 
ensure conservatism. For the 35 instances where the correlation gives the lower capacity estimate, the 
correlation value was rounded down to the nearest graduated capacity from Table H-3. The selected 
adsorption capacity is then used to assign the removal DFs according to Table H-4. 

4.4 Combined DF 

The carbon adsorption system normally treats gas that has been processed in the RTO. As such, the inlet 
concentration of certain constituents has the potential of being extremely low (<<0.1 ppmv for 
compounds which are readily combustible) . The potential for extremely low contaminant concentrations 
will be accounted for by applying a reduction scalar on compounds which have a DF of 50 or higher 
across the RTO. For these compounds, the adsorption DF used to calculate the combined DF will be 
reduced by a factor of 10 (not to decrease below 1.0). The combined DF will then be determined by 
multiplication of the DFs for the RTO and carbon adsorber. 

5 Assumptions 

5.1 Physical Property Sources 

Due to the number and species of the organic compounds considered by this analysis, not all physical 
property values were readily available. In addition, certain sources contradicted each other regarding AIT 
and normal boiling point. A good example of this is the chemical compound pyridine (CAS # 110-86-1). 
Physical property sources #1 and #6 from Table 1-2 show the normal boiling points to be 115.2 °C and 
208 °C respectively. Another example is naphthalene (CAS # 91-20-3). Sources #1 and #23 from Table 
1-2 show the AlTs as 568 °C and 526 °C respectively. Likewise, numerous AlT temperatures were found 
by searching MSDS and chemical safety databases, and in some cases, two available sources showed 
different AlTs. In all instances where differing values were found, the more conservative (high AlT and 
low boiling point) were used. However, due to the number of discrepancies found and the apparent 
potential for inaccuracy, the physical data has been treated with conservatism in determining the 
destruction and removal DFs. The physical property data as assembled in Tables 1-1 and 1-2 is assumed 
to be best available information and appropriate to determine combined DFs. This assumption (and any 
specific physical property value) is not unreasonable since the inaccuracy of the physical property data is 
not likely to significantly affect the combined DF of any compound. In addition, the DFs determined by 
this analysis are likely to be used with a very conservative estimation of unabated organic emissions due 
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to the uncertainty of organic content in the tank waste. In this manner, an estimation of abated organic 
emissions from the PT PVP system can be considered bounding. 

5.2 Physical Property Values 

Numerous uncommon organic species are contained within the collective compounds considered by this 
analysis. As not all physical properties were found for several of these compounds, the AIT and normal 
boiling point were estimated in some cases to enable the DFs to be assigned. As discussed in Section 3.7, 
the compound physical structures were used to estimate the AIT and/or boiling point by comparison to 
similar compounds for which the values were known. When estimating the AITs, certain trends related to 
elemental composition and chemical structure were recognized. In general, the following patterns are 
reflected in the reference AITs: 

• Aromatics tend to have higher AITs due to resonance stability. 

• Halogenated compounds have higher AITs. 

• Higher carbon to halogen atomic ratios have lower AITs. 

• Methyl or alkane substitutions of otherwise identical structures lowers the AIT. 

• Compounds with longer alkane chains tend to have lower AITs. 

• Carbon, nitrogen, or oxygen double bonds tend to raise AIT in most compounds. 

• Higher hydrogen to carbon ratios tend to lower AIT temperature. 

All of these trends were taken into consideration to ensure that the estimated AITs were bounded by 
conservatism. When estimating normal boiling point, more extreme conservatism was exercised to 
ensure that the lower boiling point compounds were reflected as lower than the actual value (resulting in 
conservative adsorption DF). At higher values of boiling point, the accuracy of the estimates becomes 
less important as the graduated categories for adsorption capacities are associated with wide ranges of 
boiling points . In many cases, the molecular weight of compounds with unknown boiling points were so 
high that the boiling points of similar structures were far in excess of the maximum criteria for assigning 
adsorption DF. On behalf of these measures of conservatism, the estimated physical properties which 
affect the destruction or removal are assumed to be bounding and their criteria will not contribute any 
non-conservative error to the assigned DFs. 

5.3 Unidentified and Non-included Organic Compounds 

It is assumed that previously unidentified or lesser detected compounds will behave similarly to the 
400+ compounds considered by this analysis. The COPCs include an abundance of halogenated 
compounds which are most difficult to destroy in the thermal oxidizer. In addition, several of the 
halogenated compounds are methanes and ethanes (refrigerants) which have little or no adsorption 
potential. For this reason, the individual compounds considered by this analysis are assumed to 
conservatively represent the potential organic compounds which could be evolved from the waste. In 
order for an emissions estimate to establish a conservative bound for emissions, both the implementation 
of the DFs established by this analysis and a conservative estimate of organic compounds in the feed are 
required. 

5.4 Destruction Efficiency 

Time, turbulence, and temperature are commonly referred to as the most important factors on the extent 
of complete combustion in thermal oxidation or incineration abatement systems. The three "T's", 
however, do not specifically address the availability of oxygen (one of the components of the combustion 
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triangle). The reason is that most commonly the systems under consideration are fired with auxiliary fuel 
in some type of burner arrangement. In such cases, the oxygen content is usually regulated at a 
concentration slightly in excess of stoichiometric for the sake of fuel efficiency. Stoichiometric oxygen is 
typically limited at 3.0 volume percent in the exhaust gas of fired systems. Predictions of destruction 
efficiency in systems with limited oxygen are not based purely on temperature. The following sections 
discuss the basis for assigning combustion DFs in the PVP system. 

5.4.1 Excess Oxygen 

A general relationship between operating temperature, contaminant AIT, residence time, turbulence, 
percent excess oxygen in the exhaust gas, and DE has been developed and used in the design of 
incineration systems. Data showing the dependency of DE on temperature and residence time is shown in 
the table below (Lewandowski 2000 p 27). 

Table H-1 

Destruction Efficiencv De2rees Above AIT Residence Time 
(%) (OF) (s) 
95 300 0.5 
98 400 0.5 
99 475 0.75 

99.9 550 1.0 
99.99 650 2.0 

The table shows DE as a function of the operating temperature in excess of contaminant AIT. This 
relationship assumes that a threshold turbulence (Reynolds number ~10,000) and 3.0 % excess oxygen are 
achieved. The upper bound values given in the table suggest that not all of a contaminant is completely 
destroyed. Even at a temperature of 650 °F above the AIT of a contaminant, 0.01 % of the compound is 
shown to remain undestroyed in the stream. 

Oxygen-starved pathways are presumed to be responsible for the un-combusted residual 
(Lewandowski 2000 p 26). A study of destruction mechanisms to help predict the DEs in 
oxygen-deficient systems was conducted by the EPA. The resulting EPA Incinerability Ranking was 
developed to provide relative destruction of compounds under oxygen-deficient conditions. The study 
and its results were published in an Environmental Science and Technology article entitled Development 
of a Thermal Stability Based Ranking of Hazardous Organic Compound Incinerability (Dellinger 1990). 
Various relationships were discussed in the article suggesting factors such as elemental composition of 
the contaminants and the potential for formation of reactive radicals are primary indicators of thermal 
stability (or instability). Figure 9 of the article shows a two-dimensional plot of temperature vs. the 
remaining fraction of contaminant (see Attachment 5) illustrating the effect of varying excess oxygen. 
Numerous data sets are plotted, each representing a different extent of excess oxygen (shown as oxygen 
equivalence ratio {stoichiometric oxygen/actual oxygen}). A dramatic separation occurs between the 
plots of oxygen equivalence ratios 1.0 and 1.001. With only the additional 1/1000 of stoichiometric 
oxygen provided when moving from the equivalence ratio of 1.001 to 1.0, equal destruction is achieved at 
a significantly lower temperature (more than 100 °Clower). In general, the plots all follow the trend of 
higher available oxygen equating to a lower temperature of equal destruction. However, the differences 
are subtle until the ratio drops below a value of 1.01. This established trend is a clear indication that 
oxygen content is the most significant variable to account for when determining destruction efficiency at 
temperatures above the AIT. As oxygen availability increases, the required temperature for equivalent 
destruction decreases toward the AIT. 
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Based on the results shown in Figure 9 of Dellinger 1990, and the expected concentration of oxygen in 
the treated gas of the RTO, the contaminantAIT is assumed to be the single determining variable in 
assigning organic DPs. Considering the design residence time of 1.0 second under the conditions of 
excess oxygen in the PVP system vent gas (see Section 3.10.1), the DEs shown in Table H-1 are 
considered to be conservatively bounding and valid for assigning DPs in the PVP system RTO. In order 
to assign DFs at lower extents than what is shown in Table H-1, data points were extrapolated and fitted 
to a well-behaved plotted function (see trendline of Figure H-2 below). Table H-2 shows the data points 
for the DPs associated with each predicted destruction efficiency. 

Table H-2 

Degrees Above AIT Destruction Efficiency DF 
(OF) (%) (massflow in/massflow out) 

<0.2 0 1 
1 20 1.25 
10 50 2 
50 70 3.33 
100 80 5 
200 90 10 
300 95 20 
400 98 50 
475 99 100 
550 99.9 1000 

;:::>:650 99.99 10000 

The data point for 0.2 °Fat zero destruction efficiency is included for the sake of fitting the extrapolated 
data to the trend line on the plot and for establishing the lower boundary of DE at a conservative fixed 
point. Given the 1.0 second residence time at operating temperature, some destruction can be expected to 
take place at the AIT threshold. However, to remain conservative the DF assigned to compounds with 
AITs of higher than 1599 °F ( operating temperature is 1600 °F) will be 1.0. 

Figure H-2 shows the plotted data points on normal scale and Figure H-3 show the data on a logarithmic 
scale to better resolve the DE at temperatures just above the AIT. 
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FigureH-2 
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General behavior of the plot is reasonable for DE since one would expect the efficiency to be near zero at 
the initial occurrence of the AIT and then become appreciable rapidly as the temperature increases. 

Figure H-3 
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The plot shown on logarithmic scale indicates that the prediction for destruction efficiency decreases to 
zero before the operating temperature decreases below the AIT. 

While the extrapolation is not expected to be perfectly accurate for each compound, it does reflect 
reasonable behavior under the combustion conditions of the electric RTO. Given the conservatism 
applied in assigning AITs and the maximum extent of available oxygen in the treated stream, the DFs are 
assumed to be both appropriate and achievable. 

5.4.3 Residence Time 

The design residence time of 1.0 second is assumed to be adequate for all of the above AITs and 
associated DFs to be valid. This assumption is made while taking into consideration the data shown in 
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Table H-1. The DE of 99.99 % is shown for 650 °F above the AIT and a 2.0 second residence time. The 
extra second of residence time (2.0 seconds compared to 1.0 in this system) can be thought of as 
increasing the likelihood of small remaining amounts of contaminant finding available oxygen and 
reacting. Given that the data was derived from systems operating with 3.0 % excess oxygen, the increase 
to nearly 21 % oxygen (in this system) should more than compensate for the shortened residence time at 
equal predicted DE. 

5.5 Removal Efficiency 

The extent of removal for a contaminant depends on its adsorption potential and concentration. 
Adsorption potential can be estimated for individual compounds based on physical properties, provided 
the concentration of the contaminant is not dilute beyond the limits of isotherm data. Multi-component 
adsorption is much more difficult since contaminant interactions can be unpredictable. The organic 
signature of the PVP system vent gas will change throughout the operation of the WTP. As such, 
enabling assumptions are needed to assign individual adsorption potentials. Given that the adsorbers will 
be designed within the recommended gas loading rate of 10 to 100 ft/min (24590-PTF-M0C-PVP-00003), 
the following assumptions are conservatively bounding with respect to adsorption potential and removal 
DFs. 

5.5.1 Equilibrium Gas Concentrations 

No definitive information exists which can predict the concentration of an individual contaminant in the 
feed to the carbon adsorber. Arguably, the more volatile compounds may already be depleted from the 
waste due to the continuous removal by the ventilation systems of the waste tanks in the tank farm. 
Those which are not volatile enough to have already escaped from the tank waste are not likely to be 
volatile enough to be appreciably present in the PVP system due to the comparable conditions of 
temperature and pressure. Overall, the probability of any single constituent to exceed 0.1 ppmv in the 
adsorber feed is quite low. This presents difficulty when assigning adsorption capacity for any compound 
since adsorption technology is not traditionally applied to such dilute concentrations of contaminants. As 
such, little or no isotherm data are available for compounds at or below 0.1 ppmv. 

To enable adsorption assignments, the exit gas concentration will be assumed to be 0.1 ppmv for each 
compound. This concentration is the lowest for which reference data can be reasonably extrapolated. 
Selecting this reference point will establish the best available comparison for use in assigning a 
conservative adsorption capacity for each contaminant from Tables 1-1 and 1-2. 

5.5.2 Adsorption Capacity Estimate Methodology 

As a starting point to consider the different adsorption potentials in this analysis, molecular weight and 
boiling point criteria from a technology paper on vapor phase carbon adsorption were used to set 
graduated thresholds of capacity. The paper, Activated Carbon Adsorption for Treatment of VOC 
Emissions (Shepherd 2001 ), provides relative adsorption capacities of several common organic 
compounds (see Attachment 6). The capacities exhibit the governing behavior of adsorption potential 
based primarily on boiling point and MW of each compound. From the relative capacities and trends 
shown by the compounds included in this source, the following table was developed to assign the 
graduated capacities for the same criteria of PVP system contaminants: 
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Table H-3 

Contaminant 
Normal Boiling Point 

oc 

<25 

-

25-50 

<50 

50-100 

50-100 

100-150 

100-150 

>150 

150-200 

>200 

Contaminant 
Molecular Weight 

g/mol 

-
<50 

<150 

-
<150 

-

<150 

-
<150 

-

-
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Estimated 
Adsorption Capacity 

g adsorbed/lOOg carbon 

0 

0 

0.5 

1 

1 

2 

2 

5 

10 

20 

40 

*Note: The dash(-) indicates all values are applicable, given that the compound is not classified by criteria from a previous row. 

This graduated assignment of capacity may be too general with respect to compounds in a given 
classification of boiling point and MW since the property value ranges are large. Additionally, no 
reference is made to compound concentration within the relative capacities presented by the technology 
paper. 

To qualify the values of Table H-3, the assigned capacities of several compounds were compared to the 
corresponding predicted results of a correlation equation. The equation was developed from available 
isotherm data of numerous organic compounds (Yaws 1995). The results for common organic 
compounds having four or fewer carbon atoms were obtained from a quadratic equation as a function 
each contaminant's assumed concentration and compound-specific quadratic coefficients (see Attachment 
7). The logarithmic series expansion equation is shown below: 

Equation H-3 

log 10 Q = A+ B log10 y + C[log10 y ]2 

where: 
Q = adsorption capacity at equilibrium (g/100 g carbon) 
y = contaminant concentration in ppmv 
A, B, and C = quadratic coefficients (contaminant specific) 

Of the 405 compounds considered by this analysis, 95 were found to have coefficients for prediction of 
their adsorption capacity by this correlation. In general, the predicted results were in alignment with the 
estimated capacities assigned from Table H-3 criteria. However, the correlation capacity results were 
lower than the estimated capacities for 35 of the 95 compounds. The differences in predicted capacities 
(difference= correlation results - estimated capacity) ranged from-1.9 to 16 (g/100 g carbon). This 
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shows that the graduated capacities determined by the estimation method are generally conservative and 
in agreement with the correlation. For most compounds, the estimation method is well below the 
correlation result. It is assumed that the lower predicted capacity from either Table H-3 criteria or the 
correlation equation (where contaminant constants are available) is achievable by carbon in the PVP 
adsorption system. 

Lastly, it is recognized that some contaminants will be extensively destroyed in the thermal oxidizer and 
will appear in the adsorption system at extremely dilute concentrations. These low concentrations may be 
considerably lower than the valid lower limit of either predictive method for capacity. To account for this 
uncertainty, the estimated adsorption DF of those compounds which show a high DF in the RTO will be 
reduced by a safety factor. It is assumed that a reduction factor of 10 for adsorption DFs on compounds 
which have an assigned DF of~ 50 in the RTO will adequately compensate for uncertainties in the 
predicted value based on low concentration. This assumption is incorporated in the analysis methodology 
(Section 4.4). However, since the combustion DFs have been assigned conservatively, it is recognized 
that some compounds may achieve a DF of greater than 50 in the RTO even though they have been 
assigned a lower DF. In these cases, or where the originating evolved contaminant concentrations are 
appreciably lower than 0.1 ppmv, it is possible that the conservatism of each assigned removal efficiency 
(adsorption DF) may no longer be conservatively bounding. While this may be the case for numerous 
identified ( or unidentified) compounds, the effect of introduced error on predictions made using the 
estimated removal DFs will be insignificant. In those cases where the adsorption removal efficiencies 
may not be bounding due to low concentration, the effect on a mass balance or emissions estimate will be 
negligible. 

5.6 Adsorption RE and DF relationship 

As discussed in Section 3 .6, removal of a contaminant from a gas stream via adsorption is dependant on 
the attraction between the contaminant and the adsorbent, the concentration of the contaminant, and the 
physical properties of the contaminant. These factors are used with empirical data to generate carbon 
loading capacities and adsorption isotherms. However, the generated (or calculated) isotherms are 
typically valid for gas phase concentrations above 0.1 or 1.0 ppmv. Extrapolations of equations or 
relationships which predict loading capacity or isotherm data to concentrations below 0.1 ppmv may 
become quite inexact. Historical process Irnowledge would suggest that pilot scale tests should be 
conducted to determine exact adsorption performance. This is impractical for the PVP adsorption system 
since wastes processed in PT contain numerous trace organic compounds and each waste has a different 
organic signature. Infom1ation from pilot testing of a single waste may not be applicable to a different 
waste source. Therefore, the relationship between removal efficiency and DF will be estimated on a more 
general basis by the following table. 
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Adsorption Capacity Removal Efficiency (RE) DF 
(g adsorbed/100 g carbon) % mass flow in / mass flow out 

0 0 1 

0.5 20 1.25 

1 50 2 

2 80 5 

5 90 10 

10 95 20 

~20 98 50 

Tiris relationship takes into account the conservatism which has been placed on the assignment of each 
adsorption capacity. Each assigned adsorption capacity has taken into account the potential for selective 
adsorption (replacement of a weakly attracted contaminant by a strongly attracted compound) and the 
potential for compounds to be present in much lower than reference concentrations (<0.1 ppmv). 

The relationship between estimated adsorption capacity and DP is an enabling assumption. While every 
attempt has been made to add reasonable conservatism, the above DPs are only a generalized estimate. 
Any other more accurate means of assigning DPs would require both of two virtually non-attainable 
pieces of information: 1) the specific compounds and concentrations of adsorbable contaminants in the 
post oxidizer PVP system vent gas, and 2) the specific multi-component isotherm for each compound. 
Once the adsorption system is in service with off gas evolved from PT waste processing, it will be 
possible to take upstream and downstream samples and establish the extent to which this assumption is 
conservatively bounding. 

6 Analysis 

In order to handle data for the numerous compounds maintained in each of the separate lists, the 
computations were performed on Microsoft Excel spreadsheets. Example compounds are shown in the 
remainder of this section to illustrate how the compound physical property data and analysis methodology 
are used in the computations to assign the DPs. Trans-1 ,3-dichloropropene, ethylene dibromide, 
(compound numbers 7 and 14 from Table 1-1) and 1-heptanol (compound number 95 from Table 1-2), are 
examples which show the various considerations underpinning the assigned DF methodology. 

6.1 Trans-1,3-Dichloropropene 

The AIT of trans-1 ,3-dichloropropene is shown as 1130 °F (an estimated value; see source 29 at the end 
of Table 1-1). This value is subtracted from the operating temperature of the RTO (1600 °F) to establish 
the extent of destruction temperature above the AIT. 

1600 - 1130 = 470 °P 

The difference is then compared to the criteria of Table H-2. The difference of 470 °Pis higher than 
400 °P but not higher than 475 °P. The assigned destruction DE for this compound in the RTO is 98 % as 
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associated with compounds having AITs of at least 400 °P below the operating temperature. This value is 
shown in Table 2-1 of Attachment 2 (compound no. 7). 

The DP is calculated using the DE of98 % and Equation H-2 as follows: 

1 

DF = (i-~) = 50 

100 

The DF is shown in Table 2-1 beside the DE value. 

Next, the boiling point and molecular weight are compared with the criteria from Table H-3 to assign an 
adsorption capacity. Trans-1,3-dichloropropene shows a molecular weight of 111 g/mol and a normal 
boiling point of 112 °C. The uppermost row of Table H-3 for which this compound fits is the boiling 
range of 100 to 150 °C and molecular weight of <150. The estimated capacity is 2.0 g/100 g carbon. No 
quadratic constants for this compound are provided in the prediction correlation from Yaws 1995; 
therefore, the assigned capacity is 2.0 g/100 g carbon. This capacity is compared to the criteria from 
Table H-4, which shows the corresponding RE of 80 %. Equation H-2 applied to this RE gives a DF of 5. 
The adsorption RE and DF are shown in Table 3-1. 

The final consideration for trans-1,3-dichloropropene is the potential for extremely low concentration in 
the feed gas to the adsorption process on behalf of extensive destruction in the RTO. Table 4-1 shows the 
assigned DPs for combustion and adsorption (see compound no. 7). Since the oxidizer DF is at least 50, 
the adsorption DP is reduced by a factor of 10. The reduced adsorption DP becomes 5/10 or 0.5 but the 
minimum DF as defined in Equation H-2 is 1.0. The reduced DF for trans-1 ,3-dichloropropene is shown 
as 1.0 in Table 4-1. This DP will result in a more conservative combined DF since credit is no longer 
being taken for removal via adsorption. The combined DP is: 

oxidation DF x reduced adsorption DF == combined DF = 50 x 1 = 50 (as shown in Attachment 4, 
Table 4-1) 

6.2 Ethylene Dibromide 

The AIT of ethylene di bromide is shown as 1600 °F ( an estimated value). According to the cited physical 
property source, the compound is considered nonflammable. Given that brominated methanes and 
ethanes (commonly classified as halons) are used as fire suppression agents and no other information was 
found available, the AIT value was assigned to be 1600 °P. This ensures that no credit for destruction 
will be taken in the RTO since the difference between AIT and operating temperature is zero. Criteria 
from Table H-2 shows that no credit for destruction is taken unless the operating temperature is at least 
1.0 degree higher than the AIT. The corresponding DE is O % and so the DF has been assigned as 1.0 in 
accordance with Equation H-2. The DF is shown in Attachment 2, Table 2-1 , beside the DE value 
(compound no. 14). 

Next, the boiling point and molecular weight are compared with the criteria from Table H-3 to assign an 
adsorption capacity. Ethylene dibromide shows a molecular weight of - 188 g/mol and a normal boiling 
point of 131.7 °C. The uppermost row of Table H-3 for which this compound fits is the boiling range of 
100 to 150 °C and molecular weight ofat least 150. The corresponding estimated adsorption capacity is 
5.0 g/100 g carbon. 
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Quadratic constants were found for using the capacity prediction correlation from Yaws 1995. The 
constants cited are: 

A= 1.4423 
B = 0.255 
C= -0.0267 

The predicted capacity by Equation H-3 is: 

log10 Q = A+ B log10 y + C[log10 y ]2 = 1.4423 + 0.255 log10 (0.1) +C 0.0267)[1og10 (0.1) ]2 = 1.16 

Q = 101.16 = 14.5 g ads/100 g carbon 

This predicted value is higher than the estimated value using the graduated criteria from Table H-3, and 
so the estimated adsorption capacity of 5.0 (g /100 g carbon) is selected for this compound. 

This capacity is compared to the criteria from Table H-4, which shows the corresponding RE of 90 %. 
Equation H-2 applied to this RE gives a DF of 10. The adsorption RE and DF are shown in Table 4-1. 

The final consideration for ethylene dibromide is the potential for extremely low concentration in the feed 
gas to the adsorption process on behalf of extensive destruction in the RTO. Since no credit is taken for 
combustion of this compound, it does not have a destruction DF of 50 or higher. The combined DF and 
adsorption DF are the same for ethylene dibromide as shown in Table 4-1. 

6.3 1-Heptanol 

The AIT of 1-heptanol is shown as 320 °C (608 °F). This is a conservatively estimated value which is 
based on a referenced compound and the recognized trend of longer alkane chains associated with lower 
AITs (see source 34 at the end of Table 1-2). This value is subtracted from the operating temperature of 
the RTO (1600 °F) to establish the extent of combustion temperature above the AIT. 

1600 - 608 = 992 °F 

This difference is then compared to the criteria of Table H-2 . The difference of 992 °Fis higher than the 
maximum DE temperature criteria of 650 °F. The assigned destruction DE for this compound in the RTO 
is 99.99 % as associated with compounds having AITs of at least 650 °F below the operating temperature. 
This value is shown in Table 2-2 of Appendix 2 (compound no. 95). 

The DF is calculated using the DE of 99.99 % and Equation H-2 as follows : 

DF=( )=10,000 
1- 99.99 

100 

1 

The DF is shown in Table 2-2 beside the DE value. 

Next, the boiling point and molecular weight are compared with the criteria from Table H-3 to assign an 
estimated adsorption capacity. 1-Heptanol shows a molecular weight of 116 g/mol and a normal boiling 
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point of 176 °C. The uppermost row of Table H-3 for which this compound fits is the boiling range of 
> 150 °C and molecular weight of <150. The assigned capacity is 10.0 g/100 g carbon. This capacity is 
compared to the criteria from Table H-4, which shows the corresponding RE of 95 %. Equation H-2 
applied to this RE gives a DF of 20. The adsorption RE and DF are shown in Table 3-2. 

The final consideration for 1-heptanol is the potential for extremely low concentration in the feed gas to 
the adsorption process on behalf of extensive destruction in the RTO. Table 4-2 shows the assigned DFs 
for combustion and adsorption (see compound no. 95). Since the oxidizer DF for 1-heptanol (10,000) is 
at least 50, the adsorption DF is reduced by a factor of 10. The reduced adsorption DF becomes 20/10 or 
2.0 as shown in Table 4-2. 

Each of the compounds from Tables 1-1 and 1-2 are assigned DFs by the same methodology as these 
example compounds and are shown in Attachments 2, 3, and 4 in their respective tables. 

7 Results and Conclusion 

Results of this analysis as defined in the objective are shown in Tables 4-1 and 4-2 of Attachment 4. 
Without the correct identification of exact species and concentrations of organic contaminants in the PVP 
system offgas, a more sophisticated method for estimating adsorption performance cannot be used. For 
contaminants which may be present at less than measurable quantities in the adsorber feed gas, the extent 
of adsorption capacity may be significantly lower than what would be shown by criteria from Table H-3 . 
However, at concentrations which may be relevant to environmental emissions estimates (near 0.1 ppmv), 
the analysis methodology can be considered conservative with respect to oxidation DFs. For adsorption 
DFs, every effort has been made to ensure that the methodology is reasonable and conservative. Pending 
the operational confirmation that criteria in Table H-4 is bounding behavior for the organic contaminants, 
the methodology for RE can be considered reasonable for contaminant concentrations near 0.1 ppmv. 

The reduction of adsorption DF for use in calculating the combined DF of compounds with high DEs has 
been implemented to provide additional conservatism. Although the specific adsorption behavior of 
contaminants at ultra low concentrations is not known, the cumulative effect of compounds at trace 
quantities is negligible in terms of regulatory importance. As such, the assigned adsorption DFs from this 
analysis do not present any special requirements for the design of the adsorption system. The adsorption 
system can be considered complimentary to the oxidation abatement system as exemplified by ethylene 
dibromide (Section 6.2). 
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Table 1-1 COPCs 

no. of 
Structure compound CAS# COPCs MW 

Compound g/mol 

c,-<Q)-( }--0-( 1 100-00-5 p-Nltrochlorobenzene 157.56 

2 100-21-0 p-Phthalic acid 166.13 

rO ,,-<Q> 3 100-41-4 Ethyl benzene 106.16 

Cl 4 100-42-5 Styrene 104.14 

~Cl 
5 10061-01-5 cis-1,3-Dichloropropene 110.97 

c1~c1 ©ro'©le, 6 10061-02-6 trans-1 ,3-Dichloropropene 110.97 

(Q(OLQJ 7 101-55-3 4-Bromophenylphenyl ether 249.11 

8 101-84-8 Diphenyl ether 170.21 

~ 9 106-35-4 3-Heptanone 114.19 

-0-- 0 

10 106-42-3 p-Xylene (Dimethyl benzene) 106.16 c,-o-c, 
11 106-46-7 1.4-Dlchlorobenzene 147.01 

r-<1 12 106-88-7 1,2-Epoxybutane 72.12 

Br~Br 13 106-93-4 Ethylene dibromlde (Dibromoethane) 187.88 

~ 14 106-97-8 Butane (R-600) 58.123 

~ 
15 106-99-0 1,3-Butadiene 54.091 

~o 16 107-02-8 Acrolein 56.06 

~Cl 17 107-05-1 3-Ch loropropene (Allyl chloride) 76.526 

Cl~CI 18 107-06-2 1,2-Dichloroethane (Ethylene chloride) (freon 15 98.96 

N I 19 107-1 2-0 Propionltrile 55.079 

N / 20 107-13-1 Acrylonltri le 53.06 

~ OH 21 107-18-6 2-Propene-1-ol 58.08 

/ o ~o 
i~ 22 107-31-3 Formic acid , methyl ester 60.05 

,o~~ 23 107-66-4 Dibutylphosphate 21 0.21 

~o 24 107-87-9 2-Pentanone 86.133 
~ N'90 

25 108-03-2 1-Nltropropane 89.09 01 0'-/ ~ 
26 108-05-4 Vinyl acetate 86.09 

110 27 108-10-1 Hexone (4-Methyl-2-pentanone or MIBK) 100.16 

JOY 28 108-20-3 Bis(isopropyl)elher 102.18 -q 29 108-38-3 m-Xylene (Dimethyl benzene) 106.16 

>~~ 30 108-39-4 m-Cresol 108.13 

-0 31 108-87-2 Methylcyclohexane 98.188 

-<a> c,-<o) 32 108-88-3 Toluene 92.13 

33 108-90-7 Chlorobenzene 112.56 H0-0 o-0 34 108-93-0 Cyclohexanol 100.16 

35 108-94-1 Cyclohexanone 98.2 

formula 

C6H4CINO2 

C8H6O4 

C8H10 

C8H8 

C3H4Cl2 

C3H4Cl2 

C12H9BrO 

C12H10O 

C7H14O 

C8H10 

C6H4Cl2 

C4H8O 

C2H4Br2 

C4H10 

C4H6 

C3H4O 

C3H5CI 

C2H4Cl2 

C3H5N 

C3H3N 

C3H6O 

C2H4O2 

C8H19O4P 

C5H10O 

C3H7NO2 

C4H6O2 

C6H12O 

C6H14O 

C8H10 

C7H8O 

C7H14 

C7H8 

C6H5CI 

C6H12O 

C6H10O 
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memng 
point (If normal Compound 
above bolling water AIT information 
0°C) point solubility AIT AIT source Note 

oc oc g/100mL dea C deg F 

242 0.01 510 950 47 

300 sublimes 0.6 677 1250 51 

136.2 0.026 432 810 1 

145.2 0.032 490 915 22 

104.3 0.1 600 1112 27 

112 0 .1 610 1130 29 

310.14 0.000001 839 1542.02 none 4 

26.8 498 insoluble 618 1144 5 

147 0.43 390 734 47 

138.3 0.02 530 986 1 

53.1 173.4 0.00813 640 1184 47 

63.3 6 479 894.2 17 

131 .7 0.41 871 1600 31 1 

-0.45 0.0061 405 761 1 

-4.4 0.05 449 840.2 22 

52.7 21 .25 235 455 1 

44 0.337 485 905 1 

83.5 0.86 412 773.6 1 

97.2 decomposes 510 950 7 

77.3 7.45 481 897.8 1 

97 32 378 712.4 1 

32 10 465 869 1 

100 sliahtlv 510 950 26 

100 4.3 505 941 1 

131 1.4 420 788 1 

72.3 2 427 800.6 1 

117.4 1.9 459 858 1 

68.5 0.2 443 829 9 

139.1 0.02 530 986 1 

202 1 559 1038.2 5 

101 Insoluble 250 482 1 

110.6 0.053 480 896 1 

130 0.05 674 1245 22 

161 3.6 300 572 5 

155.6 5 420 788 1 
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Table 1-1 COPCs 

no. of 
Structure compound CAS# COPCs MW 

Compound g/mol 

HO-IC 36 108-95-2 Phenol 94.11 

~ 37 109-66-0 n-Pentane 72.15 6 ~ 
~o 

38 109-99-9 Tetrahydrofuran 72.1 

39 110-12-3 5-Methyl-2-hexanone 114.19 

~0 40 110-43-0 2-Heptanone 114.19 

~ 41 110-54-3 n-Hexane 86.177 
~o 42 110-62-3 n-Valeraldehyde 86.13 

0 0 43 110-82-7 Cyclohexane 84,161 

44 110-83-8 Cyclohexene 82.145 

© 45 110-86-1 Pyridine 79.1 

~ 46 111-65-9 n-Octane 114.23 
~0-...._/"-..a, 47 111 -76-2 Ethylene glycol monobutyl ether 118 

straight 

:\ 0 

111-84-2 n-Nonane 
chain C-9 48 128.26 

if·~~ 117-81-7 Bls(2-ethy/hexyl)phthalate (DEHP) 

\ . 
49 390.54 

117-84-0 n-Dioctyl phthalate 6f,,---...,,~ 
50 390.56 

~ he, 51 120-12-7 Anthracene 178.22 

c, 
52 

120-82-1 1,2,4-Trichlorobenzene 
181 .46 

~~~ c , 

53 120-83-2 2,4-Dichlorophenol 163,01 _,,.,....___.~ 
,) 54 121 -44-8 Triethylamine 101 .19 

>-O ©r'"'© 55 121-69-7 Dimethylaniline 121 .18 

56 122-39-4 N,N-Dlphenylamine 169.23 

~ 
~o 57 123-19-3 4-Heptanone 114.19 

58 123-38-6 n-Propionaldehyde 58.08 

~<>< ~o·,( 
59 123-51 -3 3-Methyl-1-butanol 88.15 

~o~ 
60 123-86-4 Acetic acid n-butyl ester 116.16 0) 123-91-1 1,4-Dioxane 88.1 \_o o-~-o 61 

\ N==-< 126-73-8 Tributyl phosphate 

62 266.32 

formula 

C6H6O 

C5H12 

C4H8O 

C7H14O 

C7H14O 

C6H14 

C5H10O 

C6H12 

C6H10 

C5H5N 

C8H18 

C6H14O2 

C9H20 

C24H38O4 

C24H38O4 

C14H10 

C6H3Cl3 

C6H4Cl2O 

C6H15N 

C8H11N 

C12H11N 

C7H14O 

C3H6O 

C5H12O 

C6H12O2 

C4H8O2 

C12H27O4P 
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memng 
point (If normal Compound 
above bolling water AIT information 
0°c1 point solubility AIT AIT source Note 

•c •c g/100ml dea C dea F 

181 .7 8.3 715 1319 21 

36.1 0.04 260 500 1 

66 30 321 609.8 1 

144 0.5 191 376 6 

150 0.43 393 739 5 

69 0.00095 225 437 1 

103 0.1 260 500 3 

80.7 0.1 245 473 1 

83 0.02 310 590 1 

115.2 miscible 482 899.6 1 

126 sliahtlv 220 428 1 

171 5 238 460.4 5 

150.8 0.1 190 374 1 

386.9 0.000034 390 734 5 

220 0.0003 391 735,08 55 

340 0.00000434 538 1000.4 55 

214.4 0.0049 571 1060 50 

210 0.45 839 1542.02 none 4 

88.9 0.02 249 480 5 

194 1.6 371 699.8 5 

52 302 0.03 634 1173 5 

144 0.53 450 842 34 

49 5 207 404.6 1 

130 5.4 350 662 1 

126.1 0.68 425 797 1 

101 .1 miscible 180 356 1 

289 0.1 482 899.6 47 
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Table 1-1 COPCs 

Structure 

-j-✓ 

~ 
lO . 0 /~ ·ooo 

0-0-0 
0 

)=( 

no. of 
compound CAS# COPCs 

Comoound 

63 126-98-7 2-Methyl-2-propenenltrile (Methacrylonltrile) 

64 127-18-4 Perchloroethylene (tetrachloroethylene) 

65 127-19-5 N,N-Dimethylacetamide 

66 128-37-0 2 ,6-Bis(tert-butyl)-4-methylphenol 

67 129-00-0 Pyrene 

68 1321-64-8 Pentachloronaphlhaiene 

69 1321-65-9 Trichloronaphthalene 

MW formula 

a/mol 

67.09 C4H5N 

165.85 C2Cl4 

87 .12 C4H9NO 

220.35 C 15H24O 

202 .24 C16H10 

300.4 C 1 OH3Cl5 
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melting 
point (If 
above 

0°C) 
oc 

156 

normal 
bolling 
point 

90 .3 

121 .1 

166 

265 

404 

327 

water 
solubility 

a/100mL 

2.5 

0.D15 

miscible 

insoluble 

0 .0000013 

insoluble 

AIT AIT 

deQ C deg F 

460 

871 

490 

470 

860 

1600 

914 

878 

839 1542 .02 

839 1542.02 

AIT 
source 

11 

30 

1 

47 

none 

none 

Compound 
information 

Note 

4 

4 

231 .51 C10H5Cl3 304 insoluble 839 1542.02 none 4 

701---~13~2~-6~4~-~9-fD~l~be=n~z~o~fu~ra=n.:__ __________ --f-~1~6~8-~1~9fC~1~2~H~8~O~----lf----+--=2~85=,----~0~.1+-~83~9T1~5-'4~2.c.:c0~2t--'n~o~n~e7 ___ 4_1 
71 1335-87-1 Hexachloronaphthalene 

72 1335-88-2 Tetrachloronaphthalene 

334.84 C10H2Cl6 343 insoluble 839 1542.02 none 4 

265.95 C10 H4 Cl4 316 insoluble 839 1542.02 none 4 

1336-36-3 Polychlorlnated biphenyls (PCBs) 
731------l------------------+--~3=2~2~C~1~2~H~x~C"'-'~(~:x+~-y~=~1~0+---t--~>~19~5,---- ~•l~io~h~tlv4----'8~3~9+'1;5-'42::;·~0~2t-~"~o~necc_T_4'-&~ 5--j 

74 141-78-6 Acetic acid ethyl ester (Ethyl acetate) 

75 141 -79-7 4-Methyl-3-penten-2-one 

76 142-82-5 n-Heptane 

77 144-62-7 Oxalic acid 

78 156-60-5 trans-1,2-Dichloroethylene 

79 1634-04-4 Methyl tert-butyl ether 

88 .1 C4H8O2 77 .1 8 486 906.8 

98 .16 C6H10O 127 3 344 651 

100.2 C7H16 98 .4 <0 .01 223 433.4 

90.035 C2H2O4 190 10 760 1400 

96 .95 C2H2Cl2 47 .5 0.63 460 860 

88 .15 C5H12O 55.2 5.1 435 815 

22 

1 

1 

39 

1 

5 

80 1--
1
_
8
_
9
_-

5
_
5
_-

9
_~D-ib_e_n_z_o[_a_,ij_P_vr_e_n_e _________ -+_;3~02::;-~3~7rC~2~4~H'--'1-'4-----,---'3~0~8t--_--'-40'""4+--'-o'"".o_o_o_oo_1'-3'-t-_e_3~9-t-1_s_4_2._0_2r--_n_o_ne_-t-__ 4_

7 

189-64-0 Dibenzo[a,hjpyrene 
811-----+----------------+-;3~02::c·c.:c3~7rc'--'2c.c4c..H'""'1-'4-----,r---3""0-'8+--__ 40'""4+-o_.0_0_0_00_1_3'-t-_8_3_9-t-1_5_4_2._0_2r--_n_o_ne_-t-_ _ 4_

7 
191-24-2 Benzo(g,h,i)perylene 276.34 C22H12 500 0 .000000026 839 1542.02 none 4 

821-----.+----------------+-::.;..;:.:..::...+.c.=-'-='-----t----t----'--'-'-1-----;----r--"""t""---r---- --, 

831--_
19

_
1
_-

3
_

0
_-_

0
-l-

8
_
0
_n_z

0
_[_a_,ij_py_r_e_ne __________ --+_~3~0~2-~3~7fC~2:..:4~H:..:1~4 ___ _,f----1~6~2t------'-40~4+--=oc.;.o~o~o~o.::;01-"3=t--a~3~9+'1-'5-'42::c·c.:co.::;2t-~"c.:co~ne=----t----'4----' 

192-65-4 Dibenzo[a,e]pyrene 

841------+-----------------t-~3~0=2-~3~7fC~2~4~H:..:1~4-----,f---""2~4~1+-'s~u~b~lim=esT.......:0c.;.0:..:0~0-'0~0~13=+-_8'-3~9T1_5_4~2.~0-2t-_n-'o~n'-e-; _ _ _ 4_7 
85 1--_19_3_-3_9_-_5-+l-nd_e_n_o_(1_,2_,_3-_c_d_}P_Y_re_n_e ________ +-=2~7~6.~3~4fC~2~2~H:..:1~2-----,f----'1~6~2.c.:c5+-'_-=5~36T--=oc.;.oc..co~o-'0~06~2+_8:..:3:..:9T1""'5~4~2.~0~2t-_n-=o~n~e-; ___ 4 _ _ 

861--2_0_6_-4_4_-_o-+F-lu_o_r_an_t_he_n_e ___________ --t_.!:2~0=2.:.::2~6fC~1:..::6~H:..:1~0----if-----'1-'1~0:.::.8+-'_-=3~75T--=oc.;.o:..:o~o-=0~26.::;5T_~83:..:9-i--1-=5_4~2-=.0-=2t-_n-=o~n~e-; ___ 4_--j 

87 1--2_o_e_-9_s_-_8-+A_c_e_n_ap_h_t_hv_le_n_e __________ --t-~1~5~2:.::.2~1fc~1~2~H~B'-----+---=9~3~_5t---=2~6::..i-5--=0-".o~o-'o-'39'""3'i-_~B3:..:9T1~5_4-=2~.0-=2t-_n""o~n~e-;r- -4_
7 

88 2234-13-1 Octachloronaphthalene 403 .73 C10Cl8 185 440 insoluble 839 1542.02 none 4 

224-42-0 Dibenz[a,j]acridine 
891------+-----------------t-.!:2~7~9~.3~4fC~2~1~H~1~3~N'----+----'2:..:1~6t-_ _ >-=3-'4~6t---'-n~o'-tf~o-=u~ndT_~83'""9T1~5_4-=2~.0-=2t-_n~o~n~e-;r-- -4_7 

226-36-B Dibenz[a ,h]acridine 
90L_ ___ ...1.. _________ ______ -1_.!:2~79~-~3=4C~2:..,1~H:..,1~3:..::N ___ _._ _ __:2:.::2~8.,___.:_>~34~6::..&...._-"n~ol:..:fc.:co.::;un"'d::..,__8~3:..:9CL..C1..=5....c4~2-c.:c0.::;2..__~n-=o~ne=---...,__---'-4 _ ___, 
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Table 1-1 COPCs 

no. of 
Structure compound CAS# COPCs MW 

Compound g/mol 

0- 91 25551-13-7 Trimethyl benzene 120.19 
~"U.()-1..t'ir-D 

92 26140-60-3 Terphenyls 230.31 

~ 
various isomers 93 27154-33-2 Trlchlorofluoroethane 151 .4 

' ' ' f ' f ' 287-92-3 Cyclopentane 

I I I I I I [,, 
94 70.134 ···) 

3697-24-3 5-Methylchrysene 0 ' F r r ' r r 95 242.32 
~o 

~ 
3825-26-1 Ammonium perfluorooctanoate 431 .1 96 : 

97 
4170-30-3 2-Butenaldehyde (2-Butenal) 

70.091 
_ _IL_ ... ..1t::.:;;:±:~\::~:i .. ... 98 50-00-0 Formaldehyde 30.03 

~ F 
99 50-32-8 Benzo(a)pyrene 252.3 

0 
53-70-3 Dibenzo(a,h)anthracene 100 278.33 

Cl Cl 
1,2-Dlchloroethylene \J 101 540-59-0 96.94 

Xi 102 540-84-1 2,2,4-Trimelhylpentane 114.23 

'~. 103 541 -73-1 1,3-Dichlorobenzene 147.01 Cl 
Cl+C< 104 56-23-5 Carbon tetrachloride (R-1 0) 153.84 

K 105 563-80-4 3-Melhy~2-butanone 86.133 --... --~ I 

~ 
56-49-5 3-Melhylcholanthrene 

........._ N_,....NH1 106 268.36 / I 
107 57-14-7 1 , 1-Dimethylhydrazine 60.099 

::rb:: 
--...,- -a 

I 
108 58-90-2 2,3,4,6-Tetrachlorophenol 231 .9 

N-.t\ 109 591 -78-6 2-Hexanone 100.16 

"'©l~ ,f \_/ 

110 59-50-7 4-Chloro-3-methylphenol 142.58 

t(yl~ 111 59-89-2 N-Nitrosomorpholine 116.12 

602-87-9 5-Nttroacenaphlhene 
199.21 112 

.,.,......___0,,---..____ 
113 60-29-7 Ethyl ether 74.12 

@__Jg 
603-34-9 Triphenylamine 

© 114 245.32 
"-.N_,.,.,,..,2 oy 115 60-34-4 Melhylhydrazine 46.072 

------... ------ oy 116 60-35-5 Acetamide 59.07 
,.., 

117 621-64-7 Di-n-Propyln~rosamine 130.19 

O=C=j " ~o_,., 'o 118 624-83-9 Methyl Isocyanate 57.052 

'-.._N/N¾,O Cl~CI 
119 627-13-4 Nttric acid , propyl ester 105.09 

I 120 62-75-9 N-Nttroso-N,N-dimethylamine 74.1 

------------OH 121 630-20-6 1, 1.1.2-Tetrachloroethane 167.85 

122 64-17-5 Ethyl alcohol 46.069 

formula 

C9H12 

C18H14 

C2H2Cl3F 

C5H10 

C19H14 

C8H4F15NO2 

C4H6O 

CH2O 

C20H12 

C22H14 

C2H2Cl2 

C8H18 

C6H4Cl2 

CC14 

C5H10O 

C21H16 

C2H8N2 

C6H2C14O 

C6H12O 

C7H7CIO 

C4H8N2O2 

C12H9NO2 

C4H10O 

C18H15N 

CH6N2 

C2H5NO 

C6H14N2O 

C2H3NO 

C3H7NO3 

C2H6N2O 

C2H2Cl4 

C2H6O 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

me111ng 
polnt(lf normal Compound 
above betting water AIT information 
0°C) point solubility AIT AIT source Note 

oc oc g/100mL dea C deg F 

164.7 Insoluble 550 1022 1 

68 337 Insoluble 839 1542.02 none 4 

146.5 0.3 871 1600 36 2 

49 insoluble 380 716 1 

171 404 0 .0000013 839 1542.02 none 4 

59 192 not found 839 1542.02 none 4 

102 18 230 446 16 

-19.5 55 430 806 1 

176.5 495 0.00000038 839 1542.02 none 4 

266 524 0.00000005 839 1542.02 none 4 

48 0.5 460 860 21 

99.2 insoluble 415 779 1 

173 0.0125 640 1184 47 

76.7 0.0805 871 1600 8 1 

94 slightly 452 845.6 6 

179 280 0.0000013 839 1542.02 none 4 

63 decomposes 249 480.2 1 

70 150 sliahtlv 839 1542.02 none 4 

127 1.4 533 991 1 

67 235 0.385 839 1542.02 none 4 

29 224 10 500 932 40 

102 279 0.1 839 1542.02 none 4 

34.6 6.9 160 320 1 

127 347 0.1 839 1542.02 none 4 

87.8 0.1 196 384.8 1 

221 10 480 896 15 

206 0.9894 275 527 43 

39 decomposes 535 995 13 

110 insoluble 420 788 28 

153 10 500 932 37 

130.5 0.1 871 1600 24 1 

78.3 10 426 798.8 22 
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Table 1 1 - COPCs 

no. of 
Structure compound CAS# COPCs 

Compound 

o'( O~OH 123 64-18-6 Formic acid 

H H 124 64-19-7 Acetic acid 

OH H+d 125 67-56-1 Methyl alcohol (Methanol) 

A H 
126 67-63-0 2-Propyl alcohol (lsopropanol) 

o 

~ 127 67-64-1 2-Propanone (Acetone) c,_rc• 
128 67-66-3 Chloroform (R-20) 

Cl Cl 
0 

129 67-72-1 Hexachloroethane w c,-ttc, 
I I 130 684-16-2 Hexafluoroacetone 

F F 

' ~ OH 131 71-23-8 n-Propyl alcohol 

~OH 132 71-36-3 n-Butyl alcohol 

-1-c• © 133 71 -43-2 Benzene 

c,.___,_,.,.ar 134 71-55-6 Methyl chloroform (1 , 1, 1-Trlchloroethane) 

-+ ·· 135 74-83-9 Bromomethane (Methyl bromide) (halon 1001) H 
H+CI 136 74-87-3 Chloromethane (Methyl chloride) (R-40) 

H -- 137 74-97-5 Bromochloromethane (halon 1011) 

138 74-99-7 Methylacetylene 
~Cl 

139 75-00-3 Chloroethane 
~Cl 

140 75-01-4 Vinyl chloride (1-Chloroethene) 

=N 141 75-05-8 Acetonttrile 

~o 
142 75-07-0 Acetaldehyde 

Cl"-/CI 
143 75-09-2 Dichloromethane (Methylene ch loride) (R-30) 

O~NH2 
144 75-12-7 Formamide 

S=C=S 145 75-15-0 Carbon disulfide 
0 u 146 75-21-8 Ethylene oxide (Oxirane) 

CIYBr 
147 75-27-4 Bromodichloromethane Jic, 
148 75-34-3 1, 1-Dichloroethane 

Cl~CI ICY.Cl 149 75-35-4 1, 1-Dlchloroethene (Vinylidene chloride) 

150 75-43-4 Dichlorofluoromethane (R-21) 

F"(CI '-.,N/ I 151 75-45-6 Chlorodifluoromethane (R-22) 

I 
o""'N'o 152 75-50-3 Trimethylamine 

N 153 75-52-5 Nttromethane 

~ Br Br 154 75-55-8 2-Methylaziridine 

F+Br F+F 155 75-61-6 Difluorodibromomethane (freon 12B2· halon 120 

156 75-63-8 Trifluorobromomethane (R-13B1) 

157 75-65-0 2-Methyl-2-propanol 

MW formula 

glmol 

46.03 CH2O2 

60.052 C2H4O2 

32.04 CH4O 

60.096 C3H8O 

58.08 C3H6O 

119.39 CHCl3 

236.74 C2Cl6 

166.02 C3F6O 

60.096 C3H8O 

74.1 C4H10O 

78.11 C6H6 

133.42 C2H3Cl3 

94.95 CH3Br 

50.49 CH3CI 

129.39 CH2BrCI 

40.07 C3H4 

64.52 C2H5CI 

62.5 C2H3CI 

41 .05 C2H3N 

44.05 C2H4O 

84.94 CH2Cl2 

45.04 CH3NO 

76.14 CS2 

44.05 C2H4O 

163.83 CHBrCl2 

98.97 C2H4Cl2 

96.95 C2H2Cl2 

102.92 CHCI2F 

86.47 CHCIF2 

59.11 C3H9N 

61 .04 CH3NO2 

57.1 C3H7N 

209.82 CBr2F2 

148.91 CBrF3 

74 .122 C4H10O 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

me,ung 
polnt(lf normal Compound 
above bolling water AIT information 
0°c1 point solubility AIT AIT source Note 

•c •c g/100ml deg C deg F 

100.7 miscible 434 813.2 1 

118 miscible 465 869 1 

64.6 miscible 470 878 1 

82.4 miscible 456 852.8 1 

56.2 miscible 465 869 1 

61 .7 0.795 1000 1832 6 

187 sublimes 0.005 871 1600 none 4 

-26 niscible/reacts 871 1600 23 1 

97.2 miscible 440 824 1 

117.6 6.32 367 692.6 22 

80.1 0.18 592 1097.6 22 

74 .1 0.1495 537 999 9 

3.56 1.5 537 998.6 9 

-24.2 0.533 662 1223.6 22 

67.8 0.1 871 1600 24 1 

-23 not found 340 644 12 

12.3 0.574 519 966.2 8 

-13.9 0.11 472 881.6 9 

81 .6 miscible 524 975.2 1 

20.1 miscible 175 347 1 

39.8 1.32 662 1223.6 58 

210 miscible 500 932 4 

46.2 0.12 125 257 1 

10.7 miscible 429 804.2 1 

90.1 0.674 871 1600 none 3 

57.3 0.51 456 852.8 1 

31 .7 0.23 457 854 .6 9 

9 insoluble 552 1026 56 2 

-40.8 0,3 632 1170 9 

2.87 miscible 190 374 6 

101 9.5 418 784.4 1 

66 miscible 490 914 14 

24 0.1 871 1600 9 2 

-57.8 0.03 871 1600 9 1 

82.2 miscible 478 892.4 5 
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Table 1 1 - COPCs 

no. of 
Structure compound CAS# COPCs MW 

Compound g/mol 

Cl c , 158 75-69-4 Trichlorofluoromethane (R-11) 137.38 

Cl+F 

I 
75-71-8 Dichlorodffluoromethane (R-12) c, 159 120.92 

c, F+C• 160 76-03-9 Trichloroacetic acid 163.39 
UH c•+ 

+ "T,T' 161 76-11 -9 1. 1, 1,2-Tetrachloro-2,2-dffluoroethane (R-1 12a) 203.83 

Cl Cl 
I I 

162 76-12-0 1, 1,2,2-Tetrachloro-1,2-difluoroethane (R-112) 203.83 

Cl Cl 'it' ,ft-, 163 76-13-1 1,2,2-Trichloro-1, 1,2-trifluoroethane (Freon 113) 187.38 

'*' 164 76-14-2 1,2-Diehloro-1 ,1,2,2-tetrafluoroethane (R-114) 170.92 
Cl I ·-++-· 165 76-15-3 Chloropentafluoroethane (R-115) 154.47 

Cl >----""' 166 78-83-1 2-Methylpropyl alcohol (lsobutyl alcohol) 74.12 

er\ 167 78-87-5 1 ,2-Dichloropropane 112.99 HOI 
168 78-92-2 1-Methylpropyl alcohol (2-Butanol) 74.122 

Cl Cl 
01 

169 78-93-3 Methyl ethyl ketone (MEK, 2-Butanone) 72.1 )_/ Cl 170 79-00-5 1, 1,2-Trichloroethane 133.42 

cr=<c1 171 79-01 -6 Trichloroethylene 131.4 
or 172 79-09-4 Propionic acld 74.08 o):' 

173 79-10-7 2-Propenoic acid 72.06 010'--
Cl c, 174 79-20-9 Methyl acetate 74.08 

~ 
) - <c1 175 79-34-5 1, 1,2,2-Tetrachloroethane 167.86 

0 ------- 176 83-32-9 Acenaphthene 154.21 

c6© 
177 

84-66-2 Diethyl phthalate 
222.24 

" 1 
Dibutyl phthalate 

©69 'x- 178 
84-74-2 

278.34 I.QJ..l....~~------

. ! 85-01-8 Phenanthrene 
178.22 

©(").J; 
179 

180 85-68-7 Butylbenzyl phthalate 312.39 

<of:© c•N 181 86-73-7 Fluorene 166.22 
c, 

182 87-68-3 Hexachlorobutadiene 260.76 

\-9 -P-·· 183 
88-06-2 2,4,6-Trichloropheno/ 

197.46 rf 

>-9 184 88-72-2 2-Nitrotoluene 137.13 

©© 185 88-75-5 2-Nitrophenol 139.11 
o, ...... o 00 -~~::6J__ _ __.. 186 

88-89-1 Picric acid 
229.11 

0-0 167 91 -20-3 Naphthalene 128.16 I I 

188 91-22-5 Quinollne 129.16 00( o-o-< 189 91-58-7 2-Ch/oronapthalene 162.61 

190 92-52-4 1 ,1'-Biphenyl 154.21 

formula 

CCl3F 

CCl2F2 

C2HCl3O2 

C2C14F2 

C2Cl4F2 

C2Cl3F3 

C2Cl2F4 

C2CIF5 

C4H10O 

C3H6Cl2 

C4H10O 

C4H8O 

C2H3Cl3 

C2HCl3 

C3H6O2 

C3H4O2 

C3H6O2 

C2H2C14 

C12H10 

C12H14O4 

C16H22O4 

C14H10 

C19H20O4 

C13H10 

C4Cl6 

C6H3Cl3O 

C7H7NO2 

C6H5NO3 

C6H3N3O7 

C10H8 

C9H7N 

C10H7CI 

C12H10 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

me,ung 
polnt(II normal Compound 
above bolling water AIT information 
0°C) point solubility AIT AIT source Note 

oc oc g/100ml deg C deg F 

23.8 0.124 871 1600 8 2 

-29.79 0.03 871 1600 9 2 

57 196 10 871 1600 5 2 

41 91 0.01 732 1350 25 

26 93 0.01 732 1350 25 

47.6 0.02 680 1256 9 

3.8 slightly 871 1600 9 2 

-39.1 insoluble 871 1600 9 2 

107.9 9.5 415 779 9 

96.8 0.27 557 1034 1 

99.5 15 406 762.8 1 

79.6 25.6 516 960.8 2 

113.8 0.442 500 932 22 2 

86.7 0.11 420 788 5 

140.7 37 490 914 18 

12 141 .6 10 438 820.4 5 

56.9 24.5 502 935.6 1 

146.3 0.3 871 1600 9 2 

95 279 0.00035 839 1542.02 none 4 

298 0.09 457 855 5 

340 0.0013 402 756 5 

99.5 340 0.00012 839 1542.02 none 4 

370 0.00027 233 451 .4 52 

116 295 0.000019 839 1542.02 none 4 

210 0.00032 610 1130 55 

69.5 244 .5 0.08 839 1542.02 none 4 

221 0.06 305 581 44 

45.3 214.6 0.21 839 1542.02 none 4 

122 >300 1.4 300 572 none 

80.6 216 0.00031 568 1054 1 

236 0.01 480 896 5 

59.5 256 0.000674 839 1542.02 none 4 

70 255 insoluble 540 1004 55 
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Table 1-1 COPCs 

no. of 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

melfmg 
point (if normal Compound 
above bolling water AIT information 

Structure compound CAS# COPCs MW formula o•ci point solubility AIT AIT source Note 

Compound g/mol •c •c a/100mL dea C dea F 

~ 
191 92-93-3 4-Nitrobiphenyl 199.21 C12H9NO2 113.8 340 insoluble 839 1542.02 none 

~ 192 95-13-6 lndene 116.16 C9H8 58 181 .6 insoluble 526 979 41 

95-47-6 a-Xylene -p ~-9 193 106.16 C8H10 144 0.017 465 869 1 

Cl~ 194 95-48-7 a-Cresci (2-Methylphenol) 108.13 C7H8O 30.9 191 0.1 559 1038.2 5 

''° 95-49-8 2-Chlorotoluene 195 126.59 C7H7C1 159 slinhtlv 500 932 37 

196 95-50-1 o-Dichlorobenzene (1,2-Dichlorobenzene) 147.01 C6H4Cl2 180.5 0.0084 640 1184 47 
HO Cl "9 95-57-8 2-Chlorophenol 

~~Cl 

Cl~CI 
197 128.56 C6H5CIO 7 175.6 2.85 415 779 53 

198 95-95-4 2,4,5-Trlchlorophenol 197.46 C6H3Cl3O 68 253 0.12 839 1542.02 none 

IJ 
+©--

o>-o 

Cl 

199 96-18-4 1,2,3-Trlchloropropane 147.43 C3H5Cl3 156 0.18 500 932 37 

"£'0. 200 96-22-0 3-Pentanone 86.133 C5H10O 101 4.7 450 842 1 

'o,-, +'"~ 201 
96-69-5 Bis(3-tert-buty~4-hydroxy-6-methyl-phenyl)su~id, 

358.54 C22H30O2S 150 316 <0.01 839 1542.02 none 

)--(Q) 202 98-51-1 p-tert-Butyltoluene 148.25 C11H16 193 <0.1 510 950 47 

203 98-82-8 Cumene 120.19 C9H12 151 0.005 424 795 1 >-© 
204 98-83-9 alpha-Methylstyrene 118.18 C9H10 165.4 42 

)-0 
<0.1 574 1065.2 

205 98-86-2 Acetophenone 120.5 C8H8O 19.6 201.7 0.55 571 1059.8 5 

206 98-95-3 Nitrobenzene 123.11 C6H5NO2 5.7 210.8 0.19 482 899.6 

Notes: 
Genera~ Boiling points were taken from Chemfinder (http://chemfinder.cambridgesoft.com) or NIST (http ://webbook.nist.gov/chemlstry/) where lowest value is not found with the 
AIT source. 
1- MSDS shows compound is non flammable. AIT shown is reported as 1600 deg F to ensure that minimal credit is taken for removal efficiency through thermal oxidizer. 
2- MSDS shows no AIT information and reports neglible fire hazard. AIT shown is 1600 deg F for same reason as note 1. 
3- No MSDS or AIT information can be found for this compound. Due to its single carbon and 3 halogen structure, it will be treated similar to chloroform. 
4- compounds with normal boiling points above 200, contain aromatic rings, and contain numerous halogen substitutions are treated as PCB In terms of AIT - in cases where no 
AIT information could be found - an AIT of 1542 will be used in this case In accordance with TSCA guidlines for destruction of PCBs of 2192 deg F, 2 sec res time, and 3% 
excess air in combustion products ( this is a back calculated AIT from the efficiency predicted in table 3-2 of Lewandowski - Design on Thermal Oxidation Systems. Th is will be 
used for non halogenated napthalen ic compounds as well in order to be conservative (pyrene, perlene etc). 
5- structure shown is 1-1'-biphenyl,3,3',4,4'-tetrachloro (CAS# 32598-13-3) and is shown under the general context of PCBs to present a typical structure for chlorine 
substitutions on the biphenyl structure. Numerous variations of chlorine substitutions exist with the broad group of PCBs, however within this calculation , the treatment of PCBs 
under one set of compound properties is appropriate since the important properties do not range across OF boundary threshold values . 
6- AII BHC compound structures are the same except for the cis/trans orientation of the chlorine substitut ions. (see Alpha BHC - CAS#319-84-6) 
7- Camohene is the ron• stn,cture of toxaohene which has 8 chlorine subs'""'"'ns - no structure was found for toxanhPne 

4 

4 

4 
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Table 1-1 COPCs 

no. of 
Structure compound CAS# COPCs MW 

Compound 

AIT Sources 

Lange's Handbook of Chemistry- 14th edition 
2 MSDS - EXXON CHEMICAL AMERICAS DIV. 

(http, //www. tema r ry.com/MSDS/Methyl_Ethyl_Ketone_rnsds.htm) 
3 n-Valeraldehyde is a synonym for pentanal. The AIT Is estimated from the sequence of increasing carbon 

aldehydes: acetaldehyde (ethanal)-175 deg C, propionaldehyde (propanal)-207 deg C, butana~230 deg C. 
4 MSDS from lntemation Programme on Chemical Saiety 

(http://www.ilo.org/public/english/protection/safework/cis/products/icsc/dtashV_icsc08/icscOB91 .pdl) 
5 MSDS from JT Baker (http://www.jtbaker.com/msds/a0120.htm) 
6 MSDS (http://www.bandj .com/MainWindowPages/MSDS/DimAcetaMSDS .htm#5) 

a/mol 

formula 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

mernng 
point(if normal Compound 
above bolling water AIT information 

0°c1 point solublllty AIT AIT source Note 

•c •c g/100mL deac dea F 

7 estimated from MSDS of acetonttrile - precision pure solvents (http://www.purificationtech.com/techacmsds3.htm)-524 deg C and safety 
data of butyronttrile from Physical and Theoretical Chemistry Lab (http://physchem .ox.ac.uk/MSDS/BU/butyronttri1e.htmi)-48B deg C. 

8 MSDS - BOC Gases (http://www.vngas.com/pdf/g32.pdl) 

9 MSDS - MATHESON TRI-GAS, INC (http://www.matheson-trlgas.com/mathportaVmsds/) 

10 estimated from Lang es Handbook of chemistry for 1, 1-dichloroethylene - (570 deg C) Instead of cis-1 ,2-
dlchloroethylene - (460 deg C) 

11 AIT is estimated by comparison with the following compounds : (see structures to the right) 

2-methyl propane - 462 deg C (source #1) I I -a\ -< 
2-methyl butane - 420 deg C (source #9) A ~ // 
2-nitropropane - 428 deg C (source #1) a 

dimethylamine - 400 deg c (source #1 ) 2-methyl propane 2-methyl butan" methacrylonltrile 
diethylamine- 312 deg C (source #1 ) 2-nltro propane 
acrylonltrile - 481 deg C (source #1) 
isopropyl amine - 402 deg C (source #1) 

H 

/N'---.,_ 

di methyl amine di ethyl amine lsopropyl amine 

12 AIT is estimated by comparison with the following compounds : (see structures to the right) 

acetylene - 305 deg C (source# 1) 
propene - 460 deg C (source# 1 ) 
ethylene - 490 deg C (source# 1) acetylene propane 

13 University of Akron Hazardous Chemical Database (http://ull.chemistry.uakron.edu/erd/) 
14 AIT is estimated by comparison with the following compounds: (see structures to the right) 

ethylene 

pyrrolidine - 345 deg C (source: BASF MSDS (http://www.basf.com/businesses/chemlcals/pdfs/pyrrdine.pdf) 
tetrahydrofuran - 321 deg C (source# 1 ) 
propylene oxide - 449 deg C (source# 1) 

-<l A 6 0 

acrylonltrlle 

methyl acetylene 

2-Methylaziridine propylene oxide pyrrolidine tetrahydrofuran 
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Table 1-1 COPCs 

no. of 
Structure compound CAS# COPCs 

Comoo und 

15 AIT is estimated by comparison with the following compounds : (see structures to the right} 

ethylamine - 385 deg C (source: #1) LJ 
0
'\__/ 

propane - 450 deg C (source# 1 ) ______..,.____ _

1 
_,,,,.. / \ 

acetone - 465 deg C (source# 1) 
dimethylacetamlde - 490 deg C (source #1 ) dimethylacetamide methyl isopropyl 
methyl isopropyl ketone - 452 deg C (source #6) ketone 

acetone ethylamine 

16 AIT Is estimated by comparison with the following compounds: (see structures to the right) 

butanal - 230 deg C (source #1) 
butane - 405 deg C (source #1) 
2-butene - 324 deg C (source #1 ) 

2-butenal butanal 2-butene 

MW formula 

a/mol 

acetamide 

propane 

butane 

17 AIT is estimated from ethylene oxide (429 deg C) and propylene oxide (449 deg C) (CAS# 's 75-21-6 and 75-56-9 from AIT source #1) 
18 AIT is estimated from formic acid (434 deg C) and acetic acid (465 deg C) CAS#'s 64-18-6 and 64-19-7 from AIT source #1 
19 AIT is estimated by comparison with the following compounds: (see structures to the right) 

trim ethyl amine - 249 deg C (source #1) 
o I 

.,.,,.---...._,.,--

?--methyl isocyanate - 535 deg C (source #1) I 
2-nitropropane - 428 deg C (source #1) 

~/N ............. 
0-.:;Y'N 

dimethyl hydrazine - 249 deg C (source #1 ) dimethyl- n-methy~n- trim ethyl 
nitrosoamine ethylnitrosoamine amine -, )-< I 

0 
.,.. ...--", 

methyl isocyanate 2-nitro propane dimethyl 

20 sigma chemical MSOS (http ://msds.pdc .comell.edu/msds/siri/msds/h/q427/q266.html) 
21 occupational safety and health guideline for phenol (http ://www.osha-slc.gov/SL TC/healthguidelines/phenoV) 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

mernng 
polnt (lf normal Compound 
above bolling water AIT information 
0°C) point solublllty AIT AIT source Note 

oc oc a/1 00mL dea C dea F 

22 "Optimized Design and Operating Parameters for Minimixing Emissions Ourlng VOC Thermal Oxidation" , Edward Donley and Dav id Lewandowski. 88th Annual Meeting of Air & Waste Mgmt Assoc., 1995 
23 MSDS from P & M Scientific Industrial Assoc (http://www.fluorine.ru/products/msds/others/hexafluoroacetone_msds.html) 
24 International Chemical safety cards (http://hazard.com/msds/mf/cards/list.html) 
25 AIT is estimated from 1, 1,2-trichloro-1 ,2,2-trifluoroethane (see structures to below) 

1, 1,2,-trich loro-1,2,2-trifluoroethane - 680 deg C 
1, 1, 1,2-tetrachloro-2,2-difluoroethane - 732 deg C 
1, 1,2,2-tetrachloro-1,2-difluoroethane - 732 deg C 

f Cl Cl 

,}-\, 
1, 1, 1,2-tetrachloro-2,2-
difluoroethane 

26 MSDS from OxyChem (http://new-www.oxychem.com/products/msds/m7623.pdf) 
27 estimated from 1,2-dlchloropropane (AIT is 557 deg C from source 1) 

c,)-1(' 
1, 1,2,2-tetrachloro-1 ,2-
difluoroethane 

Cl~-{ 
1, 1,2,-trichloro-1,2 ,2-trifluoroethane 
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24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 
Table 1-1 COPCs 

no. of 
Structure compound CAS# COPCs 

Compound 
28 estimated from 1-nltropropane (AIT is 420 deg C from source 1) 
29 AIT is estimated from 1,2 dlchloropropane (see slructures to below) 

1,2-dichloroethane - 412 deg C 
1,2-dichloroethylene - 460 deg C 
1,2-dichloropropane - 557 deg C 

Cl~ _,,,,....._ ~Cl c,,,,.. ..__,.,. C l ~ 

C l 

1 ,2-dichloroethane 
1,2-dichloroethylene 1,2-dichloropropane 

30 Hill Brothers Chemical Co. MSDS (http://hillbrothers .com/msds/perchloro .htm) 

C I ~CI 

1,3-dichloropropene 

melfing 
point {If nonnal 
above bolling water 

MW formula 0°c1 point solubility AIT AIT 

g/mol •c •c n/1 00mL den C den F 

31 OCCUPATIONAL SAFETY AND HEAL TH GUIDELINE FOR ETHYLENE OIBROMIDE (http ://www.osha-slc.gov/SL TC/healthguidelines/ethylened ibromlde/recognttion.html#healthhazard) 
32 OCCUPATIONAL SAFETY ANO HEALTH GUIDELINE FOR HEPTACHLOR (http://www.osha-slc.gov/SLTC/healthguidellnes/heptachlor/) 
33 Albaugh , INC. MSOS (http://www.cdms.net/ldat/mp4JE001 .pdf) 
34 AIT estimated from 2-heptanone - 393 deg C (source #5) 

AIT 
source 

35 No AIT Information was found available. Because this molecule has multiple unsaturated bonds and chlorine attachments, Its AIT is estimated at 1542 deg F. This temperature frts the prediction table by 
back calculation when using TSCA guidelines on incineration of PCBs at minimum temperatures of 2192 deg F for achieving 99.99% destruction. 

36 AIT is eslimated by comparison with tetrachloroethanes from above {CAS#'s 630-20-6 and 79-34-5) 
37 AIT is Conservatively estimated at 500 deg C since MSDS has no stated AIT but uses NFPA fire rating of 2 - compound is therefore assumed flammable at a reasonable AIT 

38 AIT Is estimated from N-Nitroso-N,N-dimethylamine (GAS# 62-75-9) 
39 Compound is shown to decompose at high temperatures. AIT Is estimated at 1400 deg F to be conservative 
40 Compound is conservatively estimated to have AIT of less than 500 deg C based on Its lack of halogens and double bonds (resonance stabilized structure) 
41 AIT is estimated by Napthalene (see structures below) 

co I 
indene naphthalene 

42 AMS MSOS (http://Www.kpb.eo.kr/eng/product/msds_AMS.htm) 
43 Chemical Land 21 .com Phys and Chem properties (http://www.chemicalland21 .com/arokorhUindustrialchem/organic/OIPROPYLAM1NE .htm) 
44 Physical and Theoretical Chemistry Laboratory - Oxford University (http://physchem.ox.ac.uk/MSOS/) 
45 AIT is conservatively estimated at 1600 deg F by comparison to Phenol with addition al chlorine substitutions 
46 AIT is conservatively estimated from Trans-1,3-dichloropropene (610 deg C) and 1,2 dichloropropane (557 deg C) 
47 MSDS - Fisher Scientific Canada (http ://www.fishersci.ca/homepage2 .nsf/frm Search?CreateDocument&lang=E&AIO=waSearch&DB=msds.nsf) or by link at (http://www-woc.scl.kun .nl/cgi-bin/view?xylenol) 
48 occupational safety and health guideline (http://www.osha-slc.gov/SL TC/healthguldelines) 
49 No Air information was found available - AIT is conservatively estimated at 1600 deg F since compound has multiple halogen substitutions 
50 MSDS - Baxter Healthcare Burdick & Jackson Div. (http://www-woc.scl.kun.nUcg~bin/view?xylenol) 
51 MSDS - Amoco (http://www-woc.sc1.kun .nVcgi-bin/view?xylenol) 
52 MSDS from NPS chemical repository (http://ntp-support.nlehs.nih.gov/ntp_reports/ntp_chem_h&s/ntp_chem8/radian85-68-7.txt) 
53 AIT Is estimated from 4-chlorophenol which is listed In source 5 
54 AIT is estimated from 1-chloro-4-nltrobenzene (CAS# 100-00-5) 
55 MSOS - NTP chemical reposttory (http :l/157.98.10.135/NTP _Reports/NTP _Chem_H&S/NTP _Chem1/Radlan 11 7-84-0.txt) 
56 Chemical Properties Handbook, C. L. Yaws , 1999 McGraw-Hill Publishing 

Compound 
information 

Note 
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Table 1-1 COPCs 

no. of 
Structure compound CAS# COPCs MW formula 

Compound a/mol 
57 estimated from the following sources and structural comparison : 

Sources: 
• 1, 1 difluoroethane AIT of 849 deg F - from Dupont chemical MSDS (http ://www.dupont.com/msds/40_37 _3027fr.html) 

24590-WTP·RPT·PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

memng 
point (If normal Compound 
above bolling water AIT information 
0°C) point solubility AIT AIT source Note 

oc oc g/100mL deg C deg F 

• d~luoromethane AIT of 986 deg F - from Mational Industrial Chemicals Notification and assessment Scheme Report: (http://www.nicnas.gov.au/publlcations/CAR/new/NA/NAFULLR/NA0500FR/NA563FR.pdf) 
• No AIT for flouromethane could be found - however, the NFPA flammabillty rating for this compound is 4 and the AIT is assumed to be much less than dmuoromethane. 

•1 ,2 dichloromethane AIT of 1186 deg F is listed above 
•chloromethane AIT of 1224 deg F Is listed above 
·1 ,2 dlchloroethane AIT of 774 deg Fis listed above 
•1. 1 dichloroethane AIT of 853 deg F is from Langes Handbook (source 1 from above) 
• 1,2,3 trichloropropane AIT of 580 deg F - from NTP chemical repository MSDS: (http://ntp-server.niehs.nih.gov/htdocs/Chem_H&S/NTP _Chem9/Radlan96-18-4.html) 

•bromomethane AIT of 998.6 deg F is listed above 

ESI f' 
chl~~e 
AIT=1224 deg F 

r i' H 

.• ,,,,(JH AH 
" ~omethalle ">romH~c, 

AIT=998.6 deg FAIT=1198 aeg r c , 

fluoromethane 
A IT<<11AR rt,:an F 

dlchloromethane 
AIT=1139 deg F 

Br Br 
,/""- \ I ~ c, 

F r ~hloroethane ci 

1,2 dibromoethanflT=774 deg F 
Estimated AIT=1100 deg F 

58 University of Akron - Chemical Database (http://ull .chemistry.uakron .edu/erd/) 

°'>-1, 1 diS.1,,.,, , __ ... ane 
AIT=853 deg F 

')-
1 , 1 difl~oroethane 
AIT=849 deg F 1,2,3 trichloropropane 

Estimated AIT=1000 deg F 
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Table 1-2 Compounds detected > 0.1 ppmv 

Structure some obvious no. of Molecular 
1tructisH are not ahown due to chain llng1h compounds Chemical Name Weight Chemical Id 

UNITS 

-,~k QXQ 1 Cvclotrisiloxane hexamethvJ- 222.5 541-05-9 

7 1,,.~L, -\'o,,J 2 Cvclotetrasiloxane octamelhvl- 296.8 558-67-2 
I\ 

none 3 tetramethvlr.vciotrisiloxane 194.0 USI000-06 

•-!-0 4 Benzenesulfonamlde N-buM- 213.3 3622-84-2 t;=, ,-/ I 
5 2/3Hl-Furanone dihvdro-3 5-dimelhvl- 114. 1 5145-07-1 

~ 6 I Pvridine 2 4-dimethVI- 107.2 108-47-4 

0 7 Furan, tetrahvdro- 72.1 109-99-9 

6 8 Furan 88.1 110-00-9 

<Q) 
0 

9 IPwidine 79.1 110-86-1 

10 10 Furan 2 5-clihvdro- 70.1 1708-29-8 

-0 11 2H-Pvran-2-one lelrahvdro-5 6-dimelhvl- Ir: 128.2 24405-18-1 

<Q) I 12 i Pvrimidine 80.1 289-95-2 

o · 13 Pvrazine 80.1 290-37-9 

--0 14 Furan 2-methvl- 82.1 534-22-5 

r<1 O=(l 15 OXirane ethenvl- 70.1 930-22-3 

16 2/3Hl-Furanone dihvdro- /camma butvrolac 86.1 96-48-0 
o.,_✓11~0...._✓11 

17 1 3-Prooanediol dinitrate 166.1 3457.90-7 
0 I I 

o,,ro~✓!"'-o 18 1 4-Butanadfa dlnltrate 180.1 3457-91-8 

I o~N.,...o-...../',../ 19 Nitrous acid butvl ester 103.1 544-16-1 

.,........,.a ....... N,o 0 20 Nitrous acid methvt ester 81 .0 624-91-9 
i .,...,.....-...0,,,.,,. "-o 21 Nilric acid ethvl ester 91 .1 825-58-1 

0 

'-/'-_,,),o 
22 Butane, 1-nitro- 103.1 627-05-4 

0 

........_......o,,,.,,.!,o 23 Nilric acid oroovl ester 105.1 627-13-4 

'-...N/ N'-o 24 Methanamine N-methvt-N-nitroso- and othe 74.1 62-75-9 
I o~N_.,,,o~ 

25 Nitric acid, butvl ester 119.1 928-45-0 

0 ll 
26 P"""'idine 71 .1 123-75-1 I 

N 

~--·-····__Jl....__ 
27 Melhanamine N-/1-methvlbuMidenel- 99.2 22431-09-0 

=(J 28 2-Pvtrolidinone 85.1 618-45-5 
...____.,., 

29 Methanamine N N-dimethvl- 59.1 75-50-3 
I 

N,,,,,,,__ 
~ N 

30 Propananitrile 55.1 107-12-0 

31 Butanenilrile 69.1 109-74-0 ~ . 32 Pentanenitrile 83.1 110-59-8 

simllar to above 33 Octanenitrile 125.2 124-12-9 

similar to above 34 Nonanenitrile 139.2 2243-27-8 

similar to above 35 Hexanenitrile 97.2 628-73-9 

similar to above 36 Heptanenitrl le 111.2 629-08-3 

=N 37 Acetonitrite 41 .1 75-05-8 

~~-......,....-........ 38 Butanoic acid butvl ester 144.2 109-21-7 

---------------------=--------··----·--.... -----.(y 39 Tetradecanoic acid 1-methvtelhvt ester 270.5 110-27-0 

40 Butanedioic acid diethvl ester 174.2 123-25-1 ---......·y------1----------- ---------------·y· 41 Acetic acid butvl ester 116.2 123-86-4 

~ -+ ___,--- 42 Phosohoric acid tributvl ester 268.3 126-73-8 

mettl normal 
formula ng pt bolling pt 

·c •c 

C6H 18O3Si3 65 134 

CBH2404Si4 17.5 175 

C4H14O3Si3 -65 135 

C10H15N02S 314 

C6H1002 -31 206 

C7H9N -6C 159 

C4H8O 66 

C4H4O -85.€ 31 .4 

C5H5N -41 .€ 115.2 

C4H6O 67 

C7H12O2 180 

C4H4N2 2C 123 

C4H4N2 52 115 

CSH6O -88.7 63 

C4H6O -85.7 67 

C4H602 -43 205 

C3H6N206 100 

C4HBN206 12 130 

C4H9NO2 78 

CH3NO2 -83 64.E 

C2H5NO3 -102 Bf 

C4H9NO2 -81 15 

C3H7NO3 -100 11( 

C2H6N2O 15, 

C4H9NO3 13E 

C4H9N -61 8 

C6H13N 13( 

C4H7NO 24 24! 

C3H9N -117 2.5 

C3H5N -9 97 

C4H7N -112 118 

C5H9N -SE 135 

C8H1 5N -4! 195 

C9H17N -3! 224 

C6H11N -BC 16:l 

C7H13N -61 18C 

C2H3N -48 81 

C8H1602 -92 166 

C17H2702 300 

CBH1 404 -20 217 

C6H12O2 -106 126 

C12H2704P -80 289 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

NFPA 
phys flammab 

(water) prop AIT llity 
solubility' source AIT source rating Comments 

a/100 ml •c 
"moisture 
sensitive" 1 400 53 

"insoluble" E dfV1 42 2 typically found in adhe1ivn and ualant matuials 
m,...a or • amev,,,cy ___ ,..,xar.9 - aiao ll'IOW1 

"insoluble" 25C 2 ~ rncVw with water 

insoluble" BOC 54 1 

"comoletelv" 4 42: 13 

! 482 3 

<0.1 1 321 1 

<0.1 1 cw, 42 

"miscible" 1 481 1 

! 45C 10 

35C 12 

1 45C 11 

1 45C 11 

<0.1 1 45C 10 

1-5 ! 42E 14 

10 ! 45C 10 

7 45C 9 boiing pt •atimat.d by nitric acid propyl Hler 

5• 45C 9 boihg pt utimated bv nitric acid butvl eater 

! 45C 7 ' E 50C 8 

"decomooses" ! 90 1 

slklhtlv ! 450 4 

"insoluble"' 1 175 1 reported as "insolub!e" 

! 500 17 

! 400 ! 

! 450 E 

J 350 1E bollng pt Htima1•d from hexamethyleneimir-. 

1 45( 1! 

miscible 1 190 1 

5-10 ' 51( 17 reported to decompos. In aqueou11> ,oution 

sliohtly 1 48! 1S 

0.1·0.5 1 47! 19 

1 45( 19 

1 44( 19 

5 47( 19 

5 4€C 19 

miscible 1 524 1 

1 450 20 

1' 400 . 21 boiling pt Htimated from P•ntade canoic add 

1 350 24 1 

0.88 1 425 1 

0.1 1 482 17 
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Table 1-2 Compounds detected > 0.1 ppmv 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

Structure ,om• obvious 
1bu::turaa are not 5hown due to chal'l length 

NFPA 
phys flammab 

no. of 
compounds Chemical Name 

UNITS 

43 Acetic acid ethvl ester 

Molecular melt! normal 
Weight Chemical Id formula ng pt boiling pt 

•c •c 

(water) 
50lubllity1 

a/100 ml 

prop AIT ility 
source AIT source rating 

'C 

88.1 141-78-6 C4H8O2 -83 77.1 8 1 482 17 

44 Formic acid , 2-orooenvl ester 86. 1 1838-59-1 C4H6O2 83 6 500 25 

45 Prooanoic acid butvl ester 130.2 590-01-2 C7H14O2 -75 145 1 427 

46 Acetic acid 2-orooenvl ester 100.1 591-87-7 C5H8O2 103 "sliohtl'I'' 1 475 26 

47 Formic acid butvl ester 102. 1 592-84-7 C5H10O2 -90 107 "sliohUv" 1 322 1 

48 1 2-Benzenedicarboxvlic acid dielhvl ester 222.2 84-66-2 C12H1404 -3 298 0.0896 1 540 22 

49 Pentadecanolc acid 242.4 1002-84-2 C15H30O2 52 339 1 400 27 

50 Butanoic acid 88.1 107-92-6 C4H802 -7.9 163.5 soluble 1 450 1 

51 9-Hexadecenoic acid 254.4 2091-29-4 C16H3002 350 7 400 27 

Comments 

boiliriy pt Htrllated by hexadec,noic acid 

similar to pentedecanoic acid f----'5"'2+T~•c.tr~a~de~c"'anc.o~lc=aa"·d=--------,f-~22~8"-.4+'54~4'---6~3~-~8-+C~1'--4c.H~2~8O~2=-+~53=.9+--~326=t--- --t---8+_4~00-+--~27+---+- --- --------- -, 

slmilartopentadecanoicacidl----'5"'3+H""e"'xa=dec=a"'no"'ic=aci,,,·d,_ ______ _,,_~256=.4::+=5.:..7•-'1"-0--"3--f'C"-1"8"-H"'3=c2O=2=--+--'8"'2+-_-"399=!- - ---t---'5"l--_4c,0;::.0+----=-27+---+- -------------, 

C13-3-ketone 

C 12-3-ketone 

C 13-6-ketone 

C1 1-3-ketone 

C1 1-5-ketone-2-meU7) 

C13-2-ketone 

::14-3-ketone 

~o 

54 Acetic acid 60.1 64-19-7 C2H402 16.3 118 miscible 5 465 1 

55 2-Hexanone 4-methvl- 114.2 105-42-0 C7H140 140 5 457 28 

56 3-Heotanone 114.2 106-35-4 C7H14O 147 5 390 17 

57 3-0ctanone 128.2 106--68--3 CBH160 166 5 525 28 

58 2-Pentanone 86.1 107-87-9 C5H100 -77 102 5 505 

59 2-Pentanone 4-methvl- fMIBKl 100.2 108-10-1 C6H12O -80 117.4 1 457 13 

60 2-Heotanone 114.2 110-43-0 C7H14O -35 150 5 533 13 

61 2-Octanone 128.2 111-13-7 C8H18O -21 173 5 525 28 

62 2-Undecanone 170.3 112-12-9 C11H22O 17 229 5 400 27 

63 4-Heotanone 114.2 123-19-3 C7H14O -33 144 5 533 28 

64 3-Tridecanone 198.4 1534-26-5 C13H26O 31 283 5• 400 27 bollng pt e1timal1d by 2-tridec:al'IOne 

65 3-Dodecanone 184.3 1534-27-6 C12H24O 20 250 5' 400 27 boling pt astimated by 2-trklecanone 

66 Cvclohexanone 5-methvl-2-11-methvlethvlid 152.2 15932-80-6 C10H160 <25 224 8 500 29 

67 6-Tridecanone 198.4 22026-12-6 C13H26O 263 6' 400 27 boNlna pt estimated from 2-tridacanone (phys prop ref 6) 

68 3-Undecanone 170.3 2216-67-7 C11H22O 12 227 5 400 27 

69 5-Undecanone 2-methvl- 184.3 50639-02-8 C12H24O 210 7 400 27 

70 2-Butanone 3-melhvl- 86. 1 563-80-4 C5H100 -93 94 5 500 30 

71 3-Hexanone 100.2 589-38-8 C6H12O -55.8 123 5 533 28 

72 4-0ctanone 128.2 589-63-9 C8H160 168 5 525 28 

73 2-Hexanone 100.2 591-78-6 C8H12O -57 127 5 533 23 

74 2-Trldecanone 198.4 593-08-8 C13H260 255 5 400 27 

75 3--Tetradecanone 212.4 629-23-2 C14H28O 263 5• 400 27 boiing pt utimated by 2-tlidecanooe 

76 2-Prooanone 58.1 67-64-1 C3H60 -95 56 5 465 

88.1 763-93-9 C6H100 140 8 550 28 

78 2-Butanone 72.1 78-93-3 C4H8O -88 80 25.6 1 516 

70.1 78-94-4 C4H6O 82 5 550 31 

142.2 821 -55-8 C9H18O -67 195 5 500 32 

81 Cvclohexanone 5-methvl-2-(1 -methvlethVlid 152.2 89-82-7 C10H160 <25 224 8 500 29 

82 3-Nonanone 142.2 925-78-0 C9H18O -8 188 1 500 32 

83 2-Heotanone 6-methvl- 1i8.2 928-68-7 C8H160 165 5 525 28 

84 Ethanone 1•ohanvl• 120.2 98-88-2 C8H8O 19.6 201 .7 0.55 1 571 

85 Pentana1 86.1 110-62-3 C5H100 -91 .5 103 0.1 1 222 23 
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Table 1-2 Compounds detected > 0.1 ppmv 

Structure 10meoblliou• no. of Molecular 
•tructur•• ar• not 1hown du• to ch1ln length compounds Chemical Name Weight Chemical Id 

UNITS - -
~o 86 Heotanal 114.2 111-71-7 

~o 87 Prooanal 58.1 123-38-6 

~o 88 Butanal 72.1 123-72-8 

0~ 89 Octanal 128.2 124-13-0 

~ " 
90 Nonanal 142.2 124-19-6 

'~ 91 Hexenal, 3-methvl- 114,2 19269-28-4 

~ 92 Hexanal 100.2 66-25-1 

/'-,"{ '----/0 93 Acetaldah- 44.1 75-07-0 

94 1-Hexanol 2-ethvt- 130,2 104-76-7 

~"" 95 1-Heotanol 116.2 111-70-6 

C18 N-alcohol 96 1-0ctadecanol 270.5 112-92-5 

"'1 97 2-Butanol 74.1 14898-79-4 

sd'v~ 98 Ethanol 2-ltetradecvloxv\- 256.4 2136-70-1 

C16 normal alcohol 99 1-Hexadecanol 242.4 36653"82-4 

HO ~ 
100 6,10-Dodecadlen-1-ol 3 711-trimethvt- 224.4 51411-24-6 "",,.. 101 1 2-Prooanediol 76.1 57-55-6 

"I°" 102 3-Buten-2-ot 72.1 598-32-3 

103 2-Pentanol 88.2 6032-29-7 

~"' 104 3-Buten-1-ol 72. 1 627-27-0 

'-...,,-'™ 105 Ethanol 46.1 64-17-5 

,,I__ 
,t / 106 Methanol 32.0 67-58-1 

107 2-Prooanol 60.1 67-63-0 

~a, 108 1-Prooanol 60.1 71-23-8 

+ 109 2-Prooanol 2-methvl- 74.1 75-65-0 

+"" 110 1-Prooanol 2 2-dimelhvl- 88.2 75-84-3 

4~ 2-Butanol, 2-methvl-11 1 88.2 75-65-4 "°, 112 2-Butanol 74.1 78-92-2 

"ll 113 1 3-Butadiene 1 1 2 3 4,4-hexachloro- 280.8 87-68-3 
c, 

"'--0 ' 11 4 Cvcionentanol 86.1 96-4 1-3 

'Y 115 1-Prooene 2-fluorer 60.1 1184-60-7 
Cl Ct 

cK 

116 Ethane, tetrachloro- 165.8 127-18-4 
C, Cl 

K 117 Ethene 1 2-dichloro- rZ\- 96.9 158-59-2 
Cl 

-t-' Cl 
118 Ethane, 1 1-dichtoro-1-Huoro- (freon 14b) 117.0 1717-00-6 

°'+' 119 Methane tetrachloro-" 153.8 56-23-5 

H+ CI 120 Methane chloro- rR-401 50.5 74-87-3 

H ' --.../ 121 Ethene fluoro- 46.0 75-02-5 
c1.............,.c1 122 Methane dichloro- 64.9 75-09-2 'ye, 123 Methane chtorodinuoro- IR-221 86.5 75-45-6 

Cl 

+' Ct 124 Ethane 1-chloro-11-dinuoro- (R-142) 100.5 75-68-3 

Cl+F 125 Methane trichlorofluoro- tR- 11\ 137.4 75-69-4 

126 Benzene 11-methvloentvll- 162.3 6031-02-3 

r-0 127 Benzene ethv'- 106.2 100-41-4 

meltl normal 

formula ng pt bolling pl 

•c •c 

C7H14O -43 153 

C3H60 -81 49 

C4HBO -96 76 

C8H160 12 171 

C9H18O 63 191 

C7H14O 143 

C6H 12O -56 131 

C2H40 -124 20 .1 

C8H180 -76 183 

C7H160 -36 176 

C18H38O 81 336 

C4H100 -114 100 

C16H34O2 253 

C16H34O 49 344 

C15H28O 21€ 

C3H8O2 -59 187.6 

C4H8O 96 

C5H12O -50 118 

C4H8O 113 

C2H80 -1 14 78.3 

CH4O -98 64.6 

C3H80 -86.5 82.4 

C3HBO -128 97.2 

C4H10O 25.5 82.2 

C5H12O 60 113 

C5H12O -12 102 

C4H10O -115 99.5 

C4Cl6 -21 210 

C5H1 00 -19 139 

C3H5F -24 

C2Cl4 -22,3 121 .1 

C2H2Cl2 -60.5 80 

C2H3Cl2F -104 32 

CCt4 -22.9 76.7 

CH3Ct -97 -24,2 

C2H3F -161 -72 

CH2Cl2 -96.7 39.8 

CHC!F2 -146 -40.8 

C2H3CIF2 -131 -10 

CCt3F -11 1 23.7 

C1 2H18 208 

C8H10 -94.9 136.2 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

NFPA 
phys flammab 

(waler) prop AIT ility 
solubility' source AIT source rat ing Comments 

Q/100 ml •c 

<0.1 1 30( 33 

10 1 207 1 

<0.1 1 230 1 

1 300 33 

<0.1 6 300 33 

8 200 33 

1 300 33 

miscible 1 175 1 

0.1 1 300 34 

1 320 34 

1 300 34 

1 406 1 

7 300 34 boiling pl ostimated by tatradecan1 

6 300 34 

) 300 34 boiing pt H lim• t•d by dodecane 

>1 0 1 371 1 

1 450 36 

1 343 1 

1 450 36 

miscible 1 423 1 

miscible 1 470 1 

miscible 1 399 23 

miscible 1 440 1 

miscible 1 460 1 

1 460 36 

1 437 1 

15 1 406 1 

0.00032 1 610 1 

sliahllv 1 350 37 

8 600 35 
rgmmill)IRYO iero 11 rom ,., ........ 11t1,1ter 

0.015 1 871 40 Q (http://www.rO M · 

0.08 1 460 38 
111• ffiffii1Ul~IY O zero II 110m .., ____ ·- --peciar&is VO. 

0.17 6 550 42 Q (flammabl'Hy of zero la from MSOS) 
, acro0t1a as no~flamm• t11• b)' pny• pop• "J 1.0Uce 11 • 

0.0805 1 900 41 3 ra ting ol 3 Is for e\llOtwd gasu 

0.5325 1 662 40 

tnsolubte 6 385 42 

5-Jan 6 662 42 

0.3 6 632 42 

s1/ahtlv 6 632 42 

0.1 6 900 41 0 

6 490 43 

0.0206 1 432 1 

Page Hl-14 



Table 1-2 Compounds detected> 0.1 ppmv 

Structure 1ome obv!ous 

1tr1Jctures are nol shown due to chain length 

no. of 
compounds Chemical Name 

UNITS 

128 Benzene ethenvt-

129 Benzene 1 4--dimethvl-

130 Benzene 1 3-dlmethvt-

131 Benzene math"'-

132 Benzene, <2-methvt-2-orooanvt\-

133 Benzene pentvl-

134 Benzene 1-orooenvl-

135 1 1'-Binhenvl 2-methvl-

136 Benzene 

137 1,1·-Biohenvt 

138 Benzene 1 2-dimethvl-

139 1-Proovne 

140 4-Nonvne 

141 4-Undecene, 4-methvl-

142 1-Hexadecene 

143 1-Undecene 4-methvl-

144 3-Undecene, 2-methvl- (Z)-

145 5-Undecene, (Z\-

146 4 5-Nonadiene 

147 Naohthalene decahvdro-2 3-dimethvl-

146 Cvclohexane methVI-

149 Cvclohexane 

150 Cvcloorooane octvl-

151 Naohthalene decahvdro-2 6-dimethvl-

152 Cvclo=0 ane 1 1-dimelhvl-

153 Cvclohexane butvl-

154 Cvcloorooane oroovl-

155 Cvclooentane 

156 Octane 2-cvclohexvl-

157 Cvclododecane 

158 Naohthalene decahvdro-2-methvl• 

159 Cvciohexane 1 1 3-trimethvl -

160 Cvctooentane 1 3-dlmethvt-2-<1 -methvleth~ 

161 Naohthalene, decahvdro-1,2-dimethvl-

162 Cvctoorooane 1-oentvl -2-oroovt-

163 Cvclohexane, oentvl-

164 Cvclobutane ethvl-

165 Naohthalene decahvdro- trans-

166 Cvciohexane 2-butvl-1 1 3-trimethvl-

167 Bicvclof4.1.0lheptane 2-methvl-7-pentvl-

168 Cvclo0<ooane methvt-

169 Cvclobutane methvl-

170 Cvclohexane (4-methvloentvl)-

Molecular 
Weight Chemical Id formula 

104.2 100-42-5 C8H8 

106.2 106-42-3 C8H 10 

106.2 108-36-3 C8H10 

92.1 108-88-3 C7H8 

132.2 3290-53-7 C10H 12 

148.3 538-68-1 C1 1H16 

118.2 637-50-3 C9H10 

168.2 643-58-3 C13H12 

76.1 71-43-2 C6H6 

154.2 92-52-4 C12H10 

106.2 95-47-6 C6H10 

40.1 74-99-7 C3H4 

124.2 20184-91-2 C9H16 

168.3 61 142-40-3 C12H26 

224.4 629-73-2 C16H32 

168.3 74630-39-0 C12H24 

168.3 74630-48-1 C12H24 

154.3 764-96-5 C11 H22 

124.2 82 1-74-9 C9H 16 

168.3 1008-80-6 C12H22 

98.2 108-87-2 C7H 14 

84.2 110-82-7 C6H 12 

154.3 1472-09-9 C11H22 

166.3 1618-22-0 C12H22 

70.1 1630-94-0 C5H10 

140.3 1678-93-9 C10H20 

84.2 2415-72-7 C6H12 

70.1 287-92-3 C5H10 

196.4 2883-05-8 C14H28 

168.3 294-62-2 C12H24 

152.3 2958-78-1 C11H20 

126.2 3073-66-3 C9H18 

140.3 32281-85-9 C10H20 

166.3 3604-14-6 C12H22 

154.3 41977-33-7 C1 1H22 

154.3 4292-92-6 C11 H22 

84.2 4806-61-5 C6H12 

138.3 493-02-7 C10H 18 

182.4 54676-39-0 C13H26 

180.3 55937-92-3 C13H24 

56.1 594-1 1-6 C4H8 

70.1 598-61-8 C5H10 

168.3 61142-20-9 C12H24 

meltl normal 
ng pt boiling pt 

'C ' C 

-30.6 145.2 

13.3 1.38E+02 

-47.8 139.1 

-93 110.6 

-48 183 

-75 205 

-27.1 175.5 

-0.2 255 

5.5 80.1 

70 255 

-25.2 144 

-103 -23 

154 

193 

274 

193 

193 

-107 192.3 

142.5 

187 

24590-WTP-RPT-P0-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

(water) 

solubility1 

a/100 ml 

0.032 

insoluble 

insoluble 

0.0526 

0.18 

Insoluble 

insoluble 

0.36 

phys 
NFPA 
flammab 

prop AIT ility 
source AIT source rating 

'C 

1 490 23 

1 529 23 

1 528 23 

1 482 42 

6 490 43 

1 420 43 

1 490 43 

6 495 23 

1 562 

1 540 23 

1 464 23 

6 340 40 

6 320 39 

7 500 44 

1 500 44 

7 500 44 

7 500 44 

6 500 44 

7 550 44 

7 288 45 

Comments 

boiling pt •&tim11tftd by 3-1.lfldecene and 1-undecane 

bo~ng pt 11 atirnatcd by 3-undocene and 1-undecene 

boiling pt estimated by 3-undacene and 1-undecene 

boiling pt e1otim11Wd by 1,8-nonadiene 

boiling pt n timated by Oecahydronaphthalene 

-126 101 insoluble 1 250 

6.6 80.7 <0.1 

150.8 

187 

-109 21 

-75 181 

69 

-93.9 49.3 insoluble 

181 

61 239 

201 

-65.7 136.6 

92 

187 

151 

-57.5 203. 7 

-143 71 

-30.4 187.3 

203.7 

203.7 

-1 78 0.7 

-162 36.3 

203.7 

1 245 

7 498 46 

7 288 45 

1 496 46 

1 246 23 

1 498 46 

1 380 

7 246 47 

1 235 48 

6 288 45 

5 320 49 

7 350 49 

7 286 45 

7 498 46 

6 270 51 

1 212 23 

8 288 45 

7 320 49 

7 320 49 

6 498 46 

6 250 50 

7 270 51 

bol~ng pt estlmatt1d by non.,ne 

boiling pt ntimete,d by Oecahydronaphthalene 

boiling pt estimated by bUWlcyckihuane 

01 ng p e&uma ea Y {.;yelopen .... ne, ,,;-oimeu,y,-, 
triJnt-

boilina pt estimated by Oeeahydronaphthitleno 

boiling pt estimated by nonane 

boiling pt estimated by pentylcyclohexane 

boiing pl e,;;timiiUld by pe11tylcycloheune 

boiling pt esttnat11d by penty!cyclohexa11e 
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Table 1-2 Compounds detected > 0.1 ppmv 

Structure aom•obvious no. of Molecular 
structU""n af9 not shown du• lo chain langth compounds Chemical Name Weight Chemical Id formula 

UNITS 
I 

_)--C 171 ; """'ohexane 11-methvtoroovll- 140.3 7058-01-7 C10H20 

~ & 172 Cv<lohexane 1 1 2-trimethvt- 126.2 7094-26-0 C9H1B 

173 I ~•=entane 1 2-dimethvt- trans- 98.2 822-50-4 C7H14 

174 Undecane 3-methvt- 170.3 1002-43-3 C12H26 

~ 175 Butane 58.1 106-97-8 C4H10 

~ 176 Pentane 2-methvl- 86.2 107-83-5 C6H14 

II 177 Pentane 2 4-dimethvi- 100.2 108-08-7 C7H16 

~ 17B Pentane 72.2 109-68-0 C5H12 

~ / 179 Hexane B6.2 110-54-3 C6H14 

~ 180 Octane 114.2 111-65-9 C8H18 

~ 181 Nonane 128.3 111-84-2 C9H20 

normal C-11 alkane 182 Undecane 156.3 1120-21-4 C1 1H24 

normal C-12 alkane 183 Oodecane 170.3 112-40-3 C12H26 

no,mal C-10 alkane 184 Decane 142.3 124-18-5 C10H22 

~ 
185 Decane 3-methvt- 156.3 13151-34-3 Cl1H24 

186 Decane, 5-methvl- 156.3 13151-35-4 C11H24 

1B7 Tridecane 3-ethvt- 212.4 13286-73-2 C15H32 

188 Tridecane 6-methvt- 198.4 13267-21-3 C14H30 

~ 

~ 
189 Heotane 100.2 142-82-5 C7H16 

190 Heotane 2 2 4-trimethvl- 142.3 14720-74-2 C10H22 

191 T ride cane 2-methvt- 198.4 1560-96-9 C14H30 

192 Undecane 5-methvt- 170.3 1632-70-8 C12H26 

193 Undecane 2 8-dimethvl- 184.4 17301-23-4 C13H28 

194 Undecane, 2 8-dimethvl- 184.4 17301-25-6 C13H28 

185 Undecane 2 10-dimethvt- 184.4 17301-27-8 C13H28 

196 Undecane 3 7-dimethvl- 184.4 17301-21).0 C13H28 

197 Undecane 3 8--dimethvf.. 184.4 17301-30-3 C13H28 

198 Undecane 4 7-dimethvt- 184.4 17301-32-5 C13H28 

~ 199 Nonane 4-methvt- 142.3 17301-94-9 C10H22 

200 Nonane 2 6-dlmethv1- 156.3 17302-28-2 C11H24 

201 Nonane 3 7-dimethvl- 156.3 17302-32-B C11H24 

202 Decane 2 5-dimethvt- 170.3 17312-50-4 C12H26 

203 Dodecana 3-methvt- 1B4.4 17312-57-1 C13H28 

204 Undecane 8-ethvt- 184.4 17312-60-8 C13H2B 

205 Undecane, 5 5-dimethvl- 184.4 17312-73-1 C13H28 

206 Undecane 6,6-dimethvt- 184.4 17312-76-4 C13H28 

207 Undecane 2 3-dimethvt.. 184.4 17312-77-5 C13H28 

208 Undecane 2 4--dimethvf- 184.4 17312-80-0 Cl3H28 

209 Undecane 4 6-dimethvl- 184.4 17312-82-2 C13H28 

~ 
210 Unc:lecane 5-ethvl- 184.4 17453-94-0 C13H28 

211 Heatane 2 3 5-trimethvl- 142.3 20278-85-7 C10H22 

II 212 Heotane 2 4-dlmethvl- 128.3 2213-23-2 C9H20 

~ 213 Octane, 3-methvt- 128,3 2216-33-3 C9H20 

meltl normal 
ngpt bolling pt 

'C ·c 
179.3 

-29 145.2 

-118 92 

-54.5 195 

-139 -0.45 

-154 62 

-119 81 

-130 38.1 

-95 69 

-56.8 126 

-53 150.8 

-25.6 195.6 

-9.6 216.3 

-29.7 174.1 

-76 190 

190 

252 

235 

-90.6 98.4 

148 

-25 248 

-67.7 195 

195 

195 

195 

185 

195 

195 

-99 165.7 

165 

165 

-61.8 195 

-59.4 218 

216 

216 

216 

218 

216 

218 

216 

160.7 

133 

-108 144 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

NFPA 
phys flammab 

(water) prop AIT Jllty 
solublllty' source AIT source rating Comments 

Q/100 ml •c 
6 270 51 

6 270 51 

6 350 49 

5' 500 44 boia,g pt ea1imattd by und11cane 

0.0061 1 405 1 

insoluble 1 306 42 

1 337 42 

0.04 1 260 23 

0.00095 1 225 1 

sliahtlv 1 220 1 

<0.1 1 206 42 

insoluble 1 202 42 

0.37 6 204 42 

Insoluble 6 210 1 

1 225 52 

7 225 52 bomg pl Htim• tad by Deane, l'fltethy~ 

7 220 52 boiling pt Hti'n• led by l1tradaea ne 

7 220 52 boiling pt Htimated by tridecane 

0.01 1 223 1 

1 275 52 

1 205 52 

5' 220 52 boi'ing pl Hmlated by iridecaoo 

7 250 52 boi(ng pt H llm ated by undec• OII 

7 250 52 boifflg pt ntimalod by undecane 

7 250 52 boMflg pt • stimatad by undacani. 

7 250 52 boiling t Htimalad by L.ndac• r.a 

7 250 52 boiling pt Hli"natad by u,decana 

7 250 52 boilng pt H limatad by undacana 

6 220 52 

7 250 52 boiling pt Hfunated by •-methyl nonane 

7 250 52 boiling pt 111tlmated by ••methyl r.onane 

5• 250 52 boi':ing pt ntmetod by u,decana 

5' 220 52 boilino pt Htimatad by dodecane 

7 220 52 boiino pt a&timated by dodecane 

7 250 52 boiliig pt estimated by dodec:an• 

7 250 52 bol rl9 pt • stimatad by dodecana 

7 250 52 boiling pt estn!ated by dodecan. 

7 250 52 boi~no pt 111b'll11ad by dodecane 

7 250 52 boiling pl nlrnated by dod11c1ne 

7 220 52 boiling pt u timai.d by dodecane 

6 275 52 

1 330 52 

1 220 23 
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Table 1-2 Compounds detected > 0.1 ppmv 

Structu re t.0m• obW>U1 no. of Molecuta, 
litnlctures are not &ho"""'1 due ID chain klngth compounds Chemical Name Weight Chemical Id 

UNITS 

~ 214 Octane 4-melhvl- 128.3 2216-34-4 

215 T etradecane 4-methvl- 212.4 25117-24-2 

216 Tridecane 5-melh"'· 198.4 251 17-31-1 

217 Tridecane, 4-meth,il- 198.4 26730-12-1 

218 Tridecane 7-melh"'• 198.4 26730-14-3 

~ 219 Decane 4-methvl- 156.3 2847-72-5 

220 Undecene 4-melh"'- 170.3 2980-69-0 
.--l.. .. ----.......... ,,, ... ----y .. 221 Dodecane 2 6 1 1-trimelhvl- 212.4 31295--

~ 
222 Dodecane 2 6 10-trimelhvl- 212.4 3891-96-3 

223 Heotane, 2,3 6-trimethvl- 142.3 4032-93-3 

)I 224 Heotane 3-ethlA-5-meth"'- 142.3 52896-90-9 

normal C16 alkane 225 Hexadecane 226.4 544-78-3 

226 Tridecane 4 S..dimethvl- 212.4 55030-62-1 

227 Oodecane 2-melhv\-S..nronv\- 226.4 55045-07-3 

228 Tridecane 5-...,..... ..... _ 226.4 55045-11 -9 

;fl 229 Pentane 3 3-dimethvl- 100.2 562-49-2 

230 Dodecane 2 5-dimeth\/t- 198.4 56292-65-0 

~ 
y 231 Pentane 2,3-dimethvl- 100.2 565-59-3 

232 Hexane 3-methvf.. 100.2 589-34-4 

II 233 Hexane, 2 4-dimeth\A- 114.2 589-43-5 

~ 234 Heotane 4-methvl- 114.2 589-53-7 

~ 235 Heotane 3-methvl- 114.2 589-81-1 

~ 236 Hexane. 2-melhvL 100.2 591-76-4 

~ 237 Heotane 2-methvl- 114.2 592-27-8 

238 Oodecane 4 6-dimelhvl- 198.4 61141-72-8 

239 Oodecane, 4-methvl- 184.4 61 17-97-1 

) 240 3-Elh"4nenlane 100.2 617-76-7 

241 Octane 2 3 3-trimelhvl- 156.3 62016-30-2 

242 Octane 2 3,7-lrimelhvl- 156.3 62016-34-6 

243 Decane, B-eth,i!-2-me\h,il- 184.4 62106-21-8 

244 Decane 2,6,7-trimeth"'- 184.4 62106-25-2 

245 Decane 2 4 8-lr\melhvl- 184.4 62108-27-4 

246 Oecane 2 3 7-trimeth\A- 184.4 62236-13-5 

-~- 247 Tridecane 184.4 629-50-5 

C-14 alkane 248 T etradecane 198.4 629-59-4 

C-15 alkane 249 Pentadecane 212.4 629-62-9 

C-17 alkane 250 Heotadecane 240.5 629-76-7 

251 Prooane 44.1 74-96-6 ........_..,,. y Proaane 2-melh\A-252 58.1 75-28-5 

"--< 253 Butane 2-methvl- 72.2 78-78-4 

-........J--.... 254 Pentane 3-methvt- 86.2 96-14-0 

' 
255 Pentane trimethvi- . Isomer 114.3 565-75-3 

mefti normal 
formula ng pt boiling pt 

•c ·c 
C9H20 -1 13 142 

C15H32 .33 253.7 

C14H30 -53.5 235 

C14H30 ·45.7 235 

C14H30 -37.2 235 

C11H24 -77.5 187 

C12H26 ·86.5 210 

C15H32 252 

C15H32 252 

C10H22 156 

C10H22 158.2 

C16H34 18.2 287 

C15H32 253.7 

C16H34 253.7 

C18H38 253.7 

C7H16 -135 90 

C14H30 235 

C7H1 6 -134 90 

C7H16 ·119 92 

C8H18 109 

C6H18 ·121 118 

C8H18 -121 119 

C7H16 -1 18 90 

C8H16 -109 118 

C14H30 235 

C13H28 21 6 

C7H16 -119 93 

C11H24 174 

C1 1H24 174 

C13H26 216 

C13H28 216 

C13H26 216 

C13H28 216 

C13H28 -5.5 235.4 

C14H30 5.9 253.7 

C15H32 9.9 270.6 

C17H36 22 301.8 

C3H8 -188 -42 

C4H10 -255 -11.7 

C5H12 -160 30 

C6H14 -118 64 

C8H18 -109 113.5 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

NFPA 
phys flammab 

(water) prop AIT /lily 
solubil ity1 source A\T source rating Comments 

a/100 ml •c 
1 220 23 

5• 220 52 bc il in; pt .. umated by totradacane 

5• 220 52 boiling pt H timated by tr~et.nll 

5• 220 52 bojl;ng pt estrnated by tr1decan• 

6' 225 52 bo~rlg pt Hlimated by trtdscane 

6 225 52 

5 220 52 

7 250 52 bollng pt Is Htimal•d by Dod•cane, 2,6 ,iO-tnmetnr~ 

5 250 52 

1 275 52 

6 275 52 

insoluble 6 202 23 

7 250 52 boi~na pl estimated by telrade <::a ne 

7 250 52 boll.ng pt e!itlmated by telredoeane 

7 225 52 boiling p l eatitmli.d b )' t. lrlld• c.ne 

5 350 52 

7 225 52 boling pt astrnated by tridecane 

5 337 42 

1 260 23 

1 437 42 

1 250 52 

1 239 42 

1 260 23 

insolubfe 6 247 42 

7 225 52 bolMng pt utmatad by trkla<::ane 

7 220 52 boii-,g pt intimated by dodeu na 

1 275 52 

7 290 52 bollog pt111trnatadby de<::1 ne 

7 290 52 boiin!> pt utnlatad by dacane 

7 275 52 boJng pl estimated by dodec.na 

7 290 52 boiing Pl u imated by do~ene 

7 290 52 boiing pt n tmai.d by dodK11ne 

7 290 52 boilirog pl 111tnlated by dodaai rw1 

1 202 42 

1 200 23 

1 202 42 

1 202 42 

0.01 1 450 1 

s liahllv 6 462 1 

<0.1 1 420 42 

insO,uble 6 278 23 

1 427 42 
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Table 1-2 Compounds detected > 0.1 ppmv 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilizat ion Plant 

Structure som• obYious 
alructlJrH .,. not shown du• to chain t.ngtt, 

pysical property sources 

no. of Molecula1 melti normal (water) 
compounds Chemical Name Weight Chemical Id formula ng pt bolling pt solubi lity1 

UNITS •c •c o/1 00 ml 
Notes 

1 "quotes" imply the information Is shown as wrttten in the source 
2 this compound was assigned two different CAS numbers in TVVINS 
• bolUng point was estimated based on criteria of physicat property source #7 and the avallable melting pt of the compound 

1 chemfinder (hllp;//chemflnder.camb<idgesoft.coml) 
2 msds (http://www.unitexchemical.com/MSDI\Jnlplex214.htm) 
3 estimated from msds for tetramethylcyclO!ilmsiloxane (http://www.schumacher.com/products/msds/tomcat_0926.pdf) 
4 eslmated from 2(3H)-Furanone, dihydro-!Hnethyl- msds (http:/lwww.pschem.com/MSDS/pdf/GammaValorolactonePENN.PDF) 
5 National lnslututo of Standards and Technology (N1sn database (http://wobbook.nist.gov) 
6 University of Akron - Chemical Database (http://ull.chemistry.uakron.edu/erd/) 

phys 
prop 

source 

7 values esUmated from similar structures - boiling pt is repor1ed conservatively low as to not overstate adsorption potential on activated carbon 
8 Interactive PhysProp Database Demo: (http://esc.syrres.com/interkow/physdemo.htm) 

NFPA 
flammab 

AIT lilly 
AIT source rating Comments 

•c 

AIT sources {estimates are considered conservatively high based on trends within similar chemlcal structures) 

'-../0~ 

S o)-.._o 

diethylmaJ~o 
(2-betenedJoic acid, diethyl ester) 

-0 ,>--0 
cyclohexanone 

methyl phenyl ketone 

1 Lange's Handbook of Chemistry• 14th edition 
2 estimated from msds for tetramethylcyclol!llii}siloxane (http://www.schumacher.com/proclucts/msds/tomcat_0926.pdf) 
3 estimated from pyridine which has same root structure - in general, alkane substitutions on any root will lower the AIT 
4 estimated from 2-nitrobutane (reference 2 shows 1-nitropropene AIT is 420, nltroethane is 414, nitromethane is 418) 
5 estimated from nilJic acid ethyl ester (90 dog C) and nitric acid propyl ester (175 deg C) 
6 estimated based on pyrolidine and tetrahydrofuran 
7 estimated from ·Msos which shows this compound is explosive when heated (Matheson Tri-Gas MSDS) 
8 Estimated from nitrous acid -butyl ester (butyt nitrite) 
9 estimated from nitric acid - propyl ester -shown with an AIT of 175 deg C by reference 2 

10 estimated from tetrahydrofuran- accounting for double bonds (e.g. cyc.lo hexane AJT=245, benzene=-562 and butane= 405, 1,3-butadiene = 420) 
11 estimated from pyradlne and benz.ene {AJT 482 and 582 respectively) accounting for the nhrogen reactivity to help oxidize the mO,ecule 
,2 estimated from BASF technical data sheet (http://'www.basf.c.om/businesses/chemicalsldiO,s/pdfs/dihydro.pdf) showing 3,4-ctihydro-2H-pyran AIT of 240 deg C. 
13 estimated from 2(3H)-Furanono, dihydro-
i4 estimated based on ethylene oxide AIT=428, this compound Is expected to have lower AIT based on the alkane branch 
15 estimated from pyridine and taking into acount that there Is no resonant structure containing double bonds 
16 estimated from trimothylamino AIT of 190 dog C 
17 AIT reference is on COPC sheet 
18 safety data from (http://physchom.ox.ac.uk/MSDSIBU/butyronilJilo.html) 
19 estimated based on propanenitrile and butanenitrile - in general, as the alkane chain grows, the AITwill decrease 
20 estimated based on butanoic acid - alkane esters wtll lower the AIT below -450 deg C as shown by reference 2 
21 estimated to be less than 400 deg C based on length of alkane chain 
22 estimated from dimethyt phthalate and dibuty1phtha1ate 556 and 403 deg C respectively ~ shown In reference 23 
23 Rules of Thumb for Chemical Engineers, Gulf Publishing 1994, by Car1 Branan 
24 estimated from diethyl maleate (see structure on left) AIT = 350 deg C shown by reference 23 
25 estimated from ethyl formate AIT of 455 deg C from reference 23 
26 estimated from propyl acetate AIT of 450 deg C from reference 23 
27 estimaled from stearic acid (heptadecanolc (C17} acid} AJT of 395 deg C rrom reference 23 - this Is considered valid for all of the longer chain carboXylic acids, esters, and keytones. 
28 estimated from MIBK (4-methyl-2-pontanono) and 2-heptanone (AIT=457, and 533 dog C respectively) from reference 23 
29 estimated from methyl phenyl ketone and cydohexanono (AIT 570 and 420 repsectively) from reference 23 • see structures to left 
30 estimated from butanone (AIT=51 6 deg C) considering the extra methyl substitution as an 8'ement which lowers the AIT 
31 estimated from butanone (AIT=516 deg C) considering the double bond which raisas the AIT 
32 estimated from heptanone and nonane (AIT = 533 and 190 deg C respectively) from reference 1 • accounting for the longer alkane chain which will lower the AIT from that of heptanone 
33 estimated from the trend of A/Ts for Increasing alkane chain length within available a/dehydes from reference 23 
34 estimated from 1-dodecanol (AIT=275) and the trend of All temperature which increases es the alkane chain length decreases 
35 estimated from ethyl chloride, propyl chloride, 1-2-dichJoropropane, dichJoroethy1ene, hexachlorobutadiene, and perfluorodimethylcyclohexane 
36 estimated from 2-butanol, isopropyl aJcohot, and 2-pentanol from reference 23 
37 estimated based on cyclohexanol (AIT=300 dog C) from refereoce 23 
38 taken from OSHA Safety and Healh Guideline database: (http://www.osha-slc.gov/SLTC/healthguidellnes/1_2-dichloroothylene/recognition.htmQ 
39 estimated from acetylene and similar length alkene from reference 1 (i. e. decene AIT = 244 deg C) 
40 see AIT sources for COPCs 
41 All for this compound can not be found - available references for safety data and MSDS indicate the compound Is not flammable - to show that no credit will be taken for destruction via oxidation, the AIT is reported as 

900 deg C 
42 University of Akron• Chemical Database (http://uli .chemistry.uakron.edu/ord/) 
43 estimated from isoproyl benzene, styrene, and butyl benzene from reference 23 
44 estimated from 2-methytundecane from reference 23, however the general trend for long chain branched alkanes is a low AIT - this value (500 deg C} is considered unreasonable high - it is used here to be most 

conservative 
45 estimated from decahydronaphlhalene from reference 23 (288 deg C) -tho methyl subslttutions will lower tho AIT 
46 estimated from cyclopropane (AIT = 498 deg C)- long alkane substitution should appreciably lower the AIT 
47 estimated from octylcyclohexane, cyclohexane, and methylcyclohexane from refereoco 1 and 23 (AIT=236, 245, and 250 respectively) 
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Table 1-2 Compounds detected> 0.1 ppmv 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

Structure som• ob\liout 
•ln.leturn are not lhown dua to chain langth 

no. of Molecular melt! normal 
compounds Chemical Name Weight Chemical Id formula ng pt boiling pt 

UNITS •c •c 
48 estmated from cyclo decana (AIT:235 deg C from reference 23) 
49 estimated from methyl cyclopentana, hexylcyclopentane, and 1,2,4 and 1,3,5 trimethylcyclohexane from reference 23 
50 estimated from ethyl cyclobutane from reference 23 
51 estimated from propylcycohexane from reference 23 (AIT • 269 deg C) 

NFPA 
phys flammab 

(water) prop AIT llity 
solubility1 source AIT source rating Comments 

nl100ml •c 

52 estimated from reference 23 which shc7Ns AIT for common alkanes, and their single, double and triple branched derivatives • not all compounds are represented, however general trends appear and all AITs (except 
methane) are below 500 deg C 

53 estimated from reference 42 Indication that this compound Is a fiammable solid 
54 estimated from the compound structure - no data or similar compound data were found available - the 800 deg C estimate will ensure that the compound is conservatlvely accounted for {Benzene AIT is 562 deg C and 

referenceable amines range from the low 300 deg C to mid 600 deg C for aromatic amines) 
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Attachment 2 

COPCs 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

Tables of Destruction DFs 

Table 2-1 

Table 2-2 Compounds Detected >0.1 ppmv 
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Table 2-1 

no. of 
compound 

1 

2 

3 

4 

5 

6 

7 

8 

9 

10 

11 

12 

13 

14 

15 

16 

17 

18 

19 

20 

21 

22 

23 

24 

25 

26 

27 

28 

29 

30 

31 

32 

33 

34 

35 

36 

37 

38 

39 

40 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

COPCs 
RTO degrees 

COPC AIT above AIT est DE est OF 

mass in/ 
CAS# Compound deg F deg F o/o mass out 

100-00-5 p-Nitrochlorobenzene 950.0 650.0 99.99 10000 

100-21-0 p-Phthalic acid 1250.0 350.0 95 20 

100-41-4 Ethyl benzene 810.0 790.0 99.99 10000 

100-42-5 Styrene 915.0 685.0 99.99 10000 

10061-01 -5 cis-1 , 3-Dichloropropene 1112.0 488.0 99 100 

10061-02-6 trans-1 ,3-Dichloropropene 1130.0 470.0 98 50 

101-55-3 4-Bromophenylphenyl ether 1542.0 58.0 70 3.33 

101-84--8 Diphenyl ether 1144.0 456.0 98 50 

106-35-4 3-Heptanone 734.0 866.0 99.99 10000 

106-42-3 p-Xylene (Dimethyl benzene) 986.0 614.0 99.9 1000 

106-46-7 1,4-Dichlorobenzene 1184.0 416.0 98 50 

106-88-7 1,2-Epoxybutane 894.2 705.8 99.99 10000 

106-93-4 Ethylene dibromide (Dibromoethane) 1600.0 0.0 0 1 

106-97-8 Butane (R-600) 761.0 839.0 99.99 10000 

106-99-0 1,3-Butadiene 840.2 759.8 99.99 10000 

107-02-8 Acrolein 455.0 1145.0 99.99 10000 

107-05-1 3-Chloropropene (Allyt chloride) 905.0 695.0 99.99 10000 

107-06-2 1,2-Dichloroethane (Ethylene chloride) 773.6 826.4 99.99 10000 
(freon 150) 

107-12-0 Propionitri le 950.0 650.0 99.99 10000 

107-13-1 Acrylonitrile 897.8 702.2 99.99 10000 

107-18-6 2-Propene-1-ol 712.4 887.6 99.99 10000 

107-31 -3 Formic acid, methyl ester 869.0 731 .0 99.99 10000 

107-66-4 Dibutylphosphate 950.0 650.0 99.99 10000 

107-87-9 2-Pentanone 941.0 659.0 99.99 10000 

108-03-2 1-Nitropropane 788.0 812.0 99.99 10000 

108-05-4 Vinyl acetate 800.6 799.4 99.99 10000 

108-10-1 Hexane (4-Methyt-2-pentanone or MIBK) 858.0 742.0 99.99 10000 

108-20-3 Bis(isopropyl)ether 829.0 771 .0 99.99 10000 

108-38-3 m-Xylene (Dimethyl benzene) 986.0 614.0 99.9 1000 

108-39-4 m-Cresol 1038.2 561 .8 99.9 1000 

108-87-2 Methylcyclohexane 482.0 1118.0 99.99 10000 

108-88-3 Toluene 896.0 704.0 99.99 10000 

108-90-7 Chlorobenzene 1245.0 355.0 95 20 

108-93-0 Cyclohexanol 572.0 1028.0 99.99 10000 

108-94-1 Cyclohexanone 788.0 812.0 99.99 10000 

108-95-2 Phenol 1319.0 281 .0 90 10 

109-66-0 n-Pentane 500.0 1100.0 99.99 10000 

109-99-9 Tetrahydrofuran 609.8 990.2 99.99 10000 

110-12-3 5-Methyl-2-hexanone 376. 0 1224.0 99.99 10000 

110-43-0 2-Heptanone 739.0 861 .0 99.99 10000 
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Table 2-1 

no. of 
compound 

41 

42 

43 

44 

45 

46 

47 

48 

49 

50 

51 

52 

53 

54 

55 

56 

57 

58 

59 

60 

61 

62 

63 

64 

65 

66 

67 

68 

69 

70 

71 

72 

73 

74 

75 

76 

77 

78 

79 

80 

24590-WTP-RPT-P0-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

COPCs 
RTO degrees 

COPC AIT above AIT est DE est DF 

mass in/ 
CAS# Compound deg F deg F % mass out 

110-54-3 n-Hexane 437.0 1163.0 99.99 10000 

110-62-3 n-Valeraldehyde 500.0 1100.0 99.99 10000 

110-82-7 Cyclohexane 473.0 1127.0 99.99 10000 

110-83-8 Cyclohexene 590.0 1010.0 99.99 10000 

110-86-1 Pyridine 899.6 700.4 99.99 10000 

111 -65-9 n-Octane 428.0 1172.0 99.99 10000 

111-76-2 Ethylene glycol monobutyl ether 460.4 1139.6 99.99 10000 

111-84-2 n-Nonane 374.0 1226.0 99.99 10000 

117-81-7 Bis(2-ethylhexyl)phthalate (DEHP) 734.0 866.0 99.99 10000 

117-84-0 n-Dioctyl phthalate 735.1 864.9 99.99 10000 

120-12-7 Anthracene 1000.4 599.6 99.9 1000 

120-82-1 1,2,4-Trichlorobenzene 1060.0 540.0 99 100 

120-83-2 2,4-Dichlorophenol 1542.0 58.0 70 3.33 

121-44-8 Triethylamine 480.0 1120.0 99.99 10000 

121-69-7 Dimelhylaniline 699.8 900.2 99.99 10000 

122-39-4 N,N-Diphenylamine 1173.0 427.0 98 50 

123-19-3 4-Heptanone 842.0 758.0 99.99 10000 

123-38-6 n-Propionaldehyde 404.6 1195.4 99.99 10000 

123-51-3 3-Methyl-1-butanol 662.0 938.0 99.99 10000 

123-86-4 Acetic acid n-butyl ester 797.0 803.0 99.99 10000 

123-91-1 1,4-Dioxane 356.0 1244.0 99.99 10000 

126-73-8 Tributyl phosphate 899.6 700.4 99.99 10000 

126-98-7 2-Methyl-2-propenenitrile (Methacrylonitrile) 860.0 740.0 99.99 10000 

127-18-4 Perchloroethylene (tetrachloroethylene) 1600.0 0.0 0 1 

127-19-5 N,N-Dimethylacetamide 914.0 686.0 99.99 10000 

128-37-0 2,6-Bis(tert-butyl)-4-methylphenol 878.0 722.0 99.99 10000 

129-00-0 Pyrene 1542.0 58.0 70 3.33 

1321-64-8 Pentachloronaphthalene 1542.0 58.0 70 3.33 

1321-65-9 Trichloronaphthalene 1542.0 58.0 70 3.33 

132-64-9 Dibenzofuran 1542.0 58.0 70 3.33 

1335-87-1 Hexachloronaphthalene 1542.0 58.0 70 3.33 

1335-88-2 Tetrachloronaphthalene 1542.0 58.0 70 3.33 

1336-36-3 Polychlorinated biphenyls (PCBs) 1542.0 58.0 70 3.33 

141-78-6 Acetic acid ethyl ester (Ethyl acetate) 906.8 693.2 99.99 10000 

141-79-7 4-Methyl-3-penten-2-one 651 .0 949.0 99.99 10000 

142-82-5 n-Heptane 433.4 1166.6 99.99 10000 

144-62-7 Oxalic acid 1400.0 200.0 90 10 

156-60-5 trans-1,2-Dichloroethylene 860.0 740.0 99.99 10000 

1634-04-4 Methyl tert-butyl ether 815.0 785.0 99.99 10000 

189-55-9 Dibenzo(a,i]pyrene 1542.0 58.0 70 3.33 
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Table 2-1 COPCs 

COPC 

no. of 
compound CAS# Compound 

81 189-64-0 Dibenzo[a,h]pyrene 

82 191-24-2 Benzo(g,h,i)perylene 

83 191-30-0 Benzo[a,i]pyrene 

84 192-65-4 Dibenzo[a,e]pyrene 

85 193-39-5 lndeno(1 ,2,3-cd)pyrene 

86 206-44-0 Fluoranthene 

87 208-96-8 Acenaphthylene 

88 2234-13-1 Octachloronaphthalene 

89 224-42-0 Dibenz[a,j]acridine 

90 226-36-8 Dibenz[a,h]acridine 

91 25551-13-7 Trimethyl benzene 

92 26140-60-3 Terphenyls 

93 27154-33-2 Trichlorofluoroethane 

94 287-92-3 Cyclopentane 

95 3697-24-3 5-Methylchrysene 

96 3825-26-1 Ammonium perfluorooctanoate 

97 4170-30-3 2-Butenaldehyde (2-Butenal) 

98 50-00-0 Formaldehyde 

99 50-32-8 Benzo(a)pyrene 

100 53-70-3 Dibenzo(a,h)anthracene 

101 540-59-0 1,2-Dichloroethylene 

102 540-84-1 2,2,4-Trimethylpentane 

103 541-73-1 1,3-Dichlorobenzene 

104 56-23-5 Carbon tetrachloride (R-10) 

105 563-80-4 3-Methyl-2-butanone 

106 56-49-5 3-Methylcholanlhrene 

107 57-14-7 1, 1-Dimethylhydrazine 

108 58-90-2 2,3,4,6-Tetrachlorophenol 

109 591-78-6 2-Hexanone 

110 59-50-7 4-Chloro-3-methylphenol 

111 59-89-2 N-Nitrosomorpholine 

112 602-87-9 5-Nitroacenaphthene 

113 60-29-7 Ethyl ether 

114 603-34-9 Triphenylamine 

115 60-34-4 Methyl hydrazine 

116 60-35-5 Acetamide 

117 621 -64-7 Di-n-Propylnitrosamine 

118 624-83-9 Methyl isocyanate 

119 627-1 3-4 Nitric acid, propyl ester 

120 62-75-9 N-Nitroso-N,N-dimethylamine 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

RTO degrees 
AIT aboveAIT est DE est DF 

mass in/ 
deg F deg F % mass out 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

1022.0 578.0 99.9 1000 

1542.0 58.0 70 3.33 

1600.0 0.0 0 1 

716.0 884.0 99.99 10000 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

446.0 1154.0 99.99 10000 

806.0 794.0 99.99 10000 

1542.0 58.0 70 3.33 

1542.0 58.0 70 3.33 

860.0 740.0 99.99 10000 

779.0 821.0 99.99 10000 

1184.0 416.0 98 50 

1600.0 0.0 0 1 

845.6 754.4 99.99 10000 

1542.0 58.0 70 3.33 

480.2 1119.8 99.99 10000 

1542.0 58.0 70 3.33 

991 .0 609.0 99.9 1000 

1542.0 58.0 70 3.33 

932.0 668.0 99.99 10000 

1542.0 58.0 70 3.33 

320.0 1280.0 99.99 10000 

1542.0 58.0 70 3.33 

384.8 1215.2 99.99 10000 

896.0 704.0 99.99 10000 

527.0 1073.0 99.99 10000 

995.0 605.0 99.9 1000 

788.0 81 2.0 99.99 10000 

932.0 668.0 99.99 10000 
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Table 2-1 

no. of 
compound 
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124 
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156 
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24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

COPCs 
RTO degrees 

COPC AIT aboveAIT est DE est DF 

mass in/ 
CAS# Compound deg F deg F % mass out 

630-20-6 1, 1, 1,2-Tetrachloroethane 1600.0 0.0 0 1 

64-17-5 Ethyl alcohol 798.8 801 .2 99.99 10000 

64-18-6 Formic acid 813.2 786.8 99.99 10000 

64-19-7 Acetic acid 869.0 731.0 99.99 10000 

67-56-1 Methyl alcohol (Methanol) 878.0 722.0 99.99 10000 

67-63-0 2-Propyl alcohol (lsopropanol) 852.8 747.2 99.99 10000 

67-64-1 2-Propanone (Acetone) 869.0 731.0 99.99 10000 

67-66-3 Chloroform (R-20) 1832.0 -232.0 0 1 

67-72-1 Hexachloroethane 1600.0 0.0 0 1 

684-16-2 Hexafluoroacetone 1600.0 0.0 0 1 

71-23-8 n-Propyl alcohol 824.0 776.0 99.99 10000 

71-36-3 n-Butyl alcohol 692.6 907.4 99.99 10000 

71-43-2 Benzene 1097.6 502.4 99 100 

71-55-6 Methyl chloroform (1 ,1,1-Trichloroethane) 999.0 601 .0 99.9 1000 

74-83-9 Bromomethane (Methyl bromide) (halon 1001) 998.6 601.4 99.9 1000 

74-87-3 Chloromethane (Methyl chloride) (R-40) 1223.6 376.4 95 20 

74-97-5 Bromochloromethane (halon 1011) 1600.0 0.0 0 1 

74-99-7 Methylacetylene 644.0 956.0 99.99 10000 

75-00-3 Chloroethane 966.2 633.8 99.9 1000 

75-01-4 Vinyl chloride (1-Chloroethene) 881 .6 718.4 99.99 10000 

75-05-8 Acetonitrile 975.2 624.8 99.9 1000 

75-07-0 Acetaldehyde 347.0 1253.0 99.99 10000 

75-09-2 Dichlorornethane (Methylene chloride) (R-30) 1223.6 376.4 95 20 

75-12-7 Formamide 932.0 668.0 99.99 10000 

75-15-0 Carbon disulfide 257.0 1343.0 99.99 10000 

75-21-8 EU1ylene oxide (Oxirane) 804.2 795.8 99.99 10000 

75-27-4 Brornodichloromethane 1600.0 0.0 0 1 

75-34-3 1, 1-Dichloroethane 852.8 747.2 99.99 10000 

75-35-4 1, 1-Dichloroethene (Vinylidene chloride) 854.6 745.4 99.99 10000 

75-43-4 Dichlorofluoromethane (R-21) 1026.0 574.0 99.9 1000 

75-45-6 Chlorodifluoromethane (R-22) 1170.0 430.0 98 50 

75-50-3 Trimethylamine 374.0 1226.0 99.99 10000 

75-52-5 Nitromethane 784.4 815.6 99.99 10000 

75-55-8 2-Methylaziridine 914.0 686.0 99.99 10000 

75-61-6 Ditluorodibromomethane (freon 1282- halon 1600.0 0.0 0 1 
1202) 

75-63-8 Trifluorobromomethane (R-13B1) 1600.0 0.0 0 1 

75-65-0 2-Methyl-2-propanol 892.4 707.6 99.99 10000 

75-69-4 Trichlorofluoromethane (R-11) 1600.0 0.0 0 1 

75-71-8 Dichlorodifluoromethane (R-12) 1600.0 0.0 0 1 

76-03-9 Trichloroacetic acid 1600.0 0.0 0 1 
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Table 2-1 

no. of 
compound 
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24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

COPCs 
RTO degrees 

COPC AIT above AIT est DE est OF 

mass in/ 
CAS# Compound deg F deg F ¾ mass out 

76-11-9 1, 1, 1,2-Tetrachloro-2,2-difluoroethane (R-112a) 1350.0 250.0 90 10 

76-12-0 1, 1,2,2-Tetrachloro-1 ,2-difluoroethane (R-112) 1350.0 250.0 90 10 

76-13-1 1,2,2-Trichloro-1 , 1,2-trifluoroethane (Freon 113) 1256.0 344.0 95 20 

76-14-2 1,2-Dichloro-1, 1,2,2-tetrafluoroethane (R-114) 1600.0 0.0 0 1 

76-15-3 Chloropentafluoroethane (R-115) 1600.0 0.0 0 1 

78-83-1 2-Methylpropyl alcohol (lsobutyl alcohol) 779.0 821 .0 99.99 10000 

78-87-5 1,2-Dichloropropane 1034.0 566.0 99.9 1000 

78-92-2 1-Methylpropyl alcohol (2-Butanol) 762.8 837.2 99.99 10000 

78-93-3 Methyl ethyl ketone (MEK, 2-Butanone) 960.8 639.2 99.9 1000 

79-00-5 1, 1,2-Trichloroethane 932.0 668.0 99.99 10000 

79--01-6 Trichloroethytene 788.0 812.0 99.99 10000 

79-09-4 Propionic acid 914.0 686.0 99.99 10000 

79-10-7 2-Propenoic acid 820.4 779.6 99.99 10000 

79-20-9 Methyl acetate 935.6 664.4 99.99 10000 

79-34-5 1, 1,2,2-Tetrachloroethane 1600.0 0.0 0 1 

83-32-9 Acenaphthene 1542.0 58.0 70 3.33 

84-66-2 Diethyl phthalate 855.0 745.0 99.99 10000 

84-74-2 Dibutyt phthalate 756.0 844.0 99.99 10000 

85-01-8 Phenanthrene 1542.0 58.0 70 3.33 

85-68-7 Butylbenzyl phthalate 451.4 1148.6 99.99 10000 

86-73-7 Fluorene 1542.0 58.0 70 3.33 

87-68-3 Hexachlorobutadiene 1130.0 470.0 98 50 

88-06-2 2,4,6-Trichlorophenol 1542.0 58.0 70 3.33 

88-72-2 2-Nitrotol uene 581 .0 1019.0 99.99 10000 

88-75-5 2-Nitrophenol 1542.0 58.0 70 3.33 

88-89-1 Picricacid 572.0 1028.0 99.99 10000 

91 -20-3 Naphthalene 1054.0 546.0 99 100 

91-22-5 Quinoline 896.0 704.0 99.99 10000 

91-58-7 2-Chloronapthalene 1542.0 58.0 70 3.33 

92-52-4 1, 1 · -Biphenyl 1004.0 596.0 99.9 1000 

92-93-3 4-Nitrobiphenyl 1542.0 58.0 70 3.33 

95-13-6 lndene 979.0 621.0 99.9 1000 

95-47-6 o-Xytene 869.0 731 .0 99.99 10000 

95-48-7 o-Cresol (2-Methylphenol) 1038.2 561 .8 99.9 1000 

95-49-8 2-Chlorotoluene 932.0 668.0 99.99 10000 

95-50-1 o-Dichlorobenzene (1,2-Dichlorobenzene) 1184.0 416.0 98 50 

95-57-8 2-Chlorophenol 779.0 821 .0 99.99 10000 

95-95-4 2,4,5-Trichlorophenol 1542.0 58.0 70 3.33 

96-1 8-4 1,2,3-Trichloropropane 932.0 668.0 99.99 10000 

96-22-0 3-Pentanone 842.0 758.0 99.99 10000 
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96-69-5 Bis(3-tert-butyl-4-hydroxy-6-methyl-phenyl)sulfide 1542.0 58.0 70 3.33 

98-51-1 p-tert-Butyltoluene 950.0 650.0 99.99 10000 

98-82-8 Cumene 795.0 805.0 99.99 10000 

98-83-9 alpha-Methylstyrene 1065.2 534.8 99 100 

98-86-2 Acetophenone 1059.8 540.2 99 100 

98-95-3 Nitrobenzene 899.6 700.4 99.99 10000 
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541-05-9 Cyclotrisiloxane, hexamethyl- 400 752 848 99.99 10000 

556-67-2 Cyclotetrasiloxane, octamethyl- 400 752 848 99.99 10000 

USI000-06 tetramethylcyclotrisiloxane 250 482 1118 99.99 10000 

3622-84-2 Benzenesulfonamide, N-butyl- 800 1472 128 80 5 

5145-07-1 2(3H)-Furanone, dihydro-3,5-dimethyl- 425 797 803 99.99 10000 

108-47-4 Pyridine, 2,4--dimethyl- 482 899.6 700.4 99.99 10000 

109-99-9 Furan, tetrahydro- 321 609.8 990.2 99.99 10000 

110-00-9 Furan 360 680 920 99.99 10000 

110-86-1 Pyridine 482 899.6 700.4 99.99 10000 

1708-29-8 Furan, 2,5-dihydro- 450 842 758 99.99 10000 

24405-16-1 2H-Pyran-2-one, tetrahydro-5,6--dimethyl-, trans- 350 662 938 99.99 10000 

289-95-2 Pyrimidine 450 842 758 99.99 10000 

290-37-9 Pyrazine 450 842 758 99.99 10000 

534-22-5 Furan, 2-methyl- 450 842 758 99.99 10000 

930-22-3 Oxirane, ethenyl- 429 804.2 795.8 99.99 10000 

96-48-0 2(3H}-Furanone, dihydro- (gamma butyrolactone) 450 842 758 99.99 10000 

3457-90-7 1,3-Propanediol , dinitrate 450 842 758 99.99 10000 

3457-91-8 1,4-Butanediol, dinitrate 450 842 758 99.99 10000 

544-16-1 Nitrous acid, butyl ester 450 842 758 99.99 10000 

624-91-9 Nitrous acid , methyl ester 500 932 668 99.99 10000 

625-58-1 Nitric acid, ethyl ester 90 194 1406 99.99 10000 

627-05-4 Butane, 1-nitro- 450 842 758 99.99 10000 

627-13-4 Nitric acid , propyl ester 175 347 1253 99.99 10000 

62-75-9M Methanamine, N-methyl-N-nitroso- and others 500 932 668 99.99 10000 

928-45-0 Nitric acid, butyl ester 400 752 848 99.99 10000 

123-75-1 Pyrrolidine 450 842 758 99.99 10000 

22431-09-0 Methanamine, N-(1-methylbutylidene}- 350 662 938 99.99 10000 

616-45-5 2-Pyrrolidinone 450 842 758 99.99 10000 

75-50-3 Melhanamine, N ,N-dimethyl- 190 374 1226 99.99 10000 

107-12-0 Propanenitrile 510 950 650 99.99 10000 

109-74-0 Butanenitrile 488 910.4 689.6 99.99 10000 

110-59-8 Pentanenitri le 475 887 713 99.99 10000 

124-12-9 Octanenitrile 450 842 758 99.99 10000 

2243-27-8 Nonanenitrile 440 824 776 99.99 10000 

628-73-9 Hexanenitrile 470 878 722 99.99 10000 

629-08-3 Heptanenitrile 460 860 740 99.99 10000 

75-05-8 Acetonitrile 524 975.2 624.8 99.9 1000 

109-21 -7 Butanoic acid, butyl ester 450 842 758 99.99 10000 
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110-27-0 Tetradecanoic acid, 1-methylethyl ester 400 752 848 99.99 10000 

123-25-1 Butanedioic acid, diethyl ester 350 662 938 99.99 10000 

123-86-4 Acetic acid, butyl ester 425 797 803 99.99 10000 

126-73-8 Phosphoric acid tributyl ester 482 899.6 700.4 99.99 10000 

141-78-6 Acetic acid ethyl ester 482 899.6 700.4 99.99 10000 

1838-59-1 Formic add, 2-propenyl ester 500 932 668 99.99 10000 

590-01-2 Propanoic acid, butyl ester 427 800.6 799.4 99.99 10000 

591 -87-7 Acetic acid, 2-propenyl ester 475 887 713 99.99 10000 

592-84-7 Formic acid, butyl ester 322 611.6 988.4 99.99 10000 

84-66-2 1,2-Benzenedicarboxylic acid , diethyl ester 540 1004 596 99.9 1000 

1002-84-2 Pentadecanoic acid 400 752 848 99.99 10000 

107-92-6 Butanoic acid 450 842 758 99.99 10000 

2091-29-4 9-Hexadecenoic acid 400 752 848 99.99 10000 

544-63-8 Tetradecanoic acid 400 752 848 99.99 10000 

57-10-3 Hexadecanoic acid 400 752 848 99.99 10000 

64-19-7 Acetic acid 465 869 731 99.99 10000 

105-42-0 2-Hexanone, 4-methyl- 457 854.6 745.4 99.99 10000 

106-35-4 3-Heptanone 390 734 866 99.99 10000 

106-68-3 3-Octanone 525 977 623 99.9 1000 

107-87-9 2-Pentanone 505 941 659 99.99 10000 

108-10-1 2-Pentanone, 4-methyl- (MIBK) 457 854.6 745.4 99.99 10000 

110-43-0 2-Heptanone 533 991 .4 608.6 99.9 1000 

111-13-7 2-Octanone 525 977 623 99.9 1000 

112-12-9 2-Undecanone 400 752 848 99.99 10000 

123-19-3 4-Heptanone 533 991.4 608.6 99.9 1000 

1534-26-5 3-Tridecanone 400 752 848 99.99 10000 

1534-27-6 3-Dodecanone 400 752 848 99.99 10000 

15932-80-6 Cyclohexanone, 5-methyl-2-(1-methylethylidene)- 500 932 668 99.99 10000 

22026-12-6 6-Tridecanone 400 752 848 99.99 10000 

2216-87-7 3-Undecanone 400 752 848 99.99 10000 

50639-02-6 5-Undecanone, 2-methyl- 400 752 848 99.99 10000 

563-80-4 2-Butanone, 3-methyl- 500 932 668 99.99 10000 

589-38-8 3-Hexanone 533 991.4 608.6 99.9 1000 

589-63-9 4-Octanone 525 977 623 99.9 1000 

591 -78-6 2-Hexanone 533 991.4 608.6 99.9 1000 

593-08-8 2-Tridecanone 400 752 848 99.99 10000 

629-23-2 3-T etradecanone 400 752 848 99.99 10000 

67-64-1 2-Propanone 465 869 731 99.99 10000 
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763-93-9 3-Hexen-2-one 550 1022 578 99.9 1000 

78-93-3 2-Butanone 516 960.8 639.2 99.9 1000 

78-94-4 3-Buten-2-one 550 1022 578 99.9 1000 

821-55-6 2-Nonanone 500 932 668 99.99 10000 

89-82-7 Cyclohexanone , 5-methyl-2-( 1-methylethylidene) 500 932 668 99.99 10000 

925-78-0 3-Nonanone 500 932 668 99.99 10000 

928-68-7 2-Heptanone, 6-methyl- 525 977 623 99.9 1000 

98-86-2 Ethanone, 1-phenyl- 571 1059.8 540.2 99 100 

110-62-3 Pentanal 222 431 .6 1168.4 99.99 10000 

111-71 -7 Heptanal 300 572 1028 99.99 10000 

123-38-6 Propanal 207 404.6 1195.4 99.99 10000 

123-72-8 Butanal 230 446 1154 99.99 10000 

124-13-0 Octanal 300 572 1028 99.99 10000 

124-19-6 Nonanal 300 572 1028 99.99 10000 

19269-28-4 Hexanal , 3-methyl- 200 392 1208 99.99 10000 

66-25-1 Hexanal 300 572 1028 99.99 10000 

75-07-0 Acetaldehyde 175 347 1253 99.99 10000 

104-76-7 1-Hexanol, 2-ethyl- 300 572 1028 99.99 10000 

111-70-6 1-Heptanol 320 608 992 99.99 10000 

112-92-5 1-Octadecanol 300 572 1028 99.99 10000 

14898-79-4 2-Butanol 406 762.8 837.2 99.99 10000 

2136-70-1 Ethanol , 2-(tetradecyloxy)- 300 572 1028 99.99 10000 

36653-82-4 1-Hexadecanol 300 572 1028 99.99 10000 

51411-24-6 6, 1 0-Dodecadien-1-ol , 3,7, 11-trimethyl- 300 572 1028 99.99 10000 

57-55-6 1,2-Propanediol 371 699.8 900.2 99.99 10000 

598-32-3 3-Buten-2-ol 450 842 758 99.99 10000 

6032-29-7 2-Pentanol 343 649.4 950.6 99.99 10000 

627-27-0 3-Buten-1-ol 450 842 758 99.99 10000 

64-17-5 Ethanol 423 793.4 806.6 99.99 10000 

67-56-1 Methanol 470 878 722 99.99 10000 

67-63-0 2-Propanol 399 750.2 849.8 99.99 10000 

71 -23-8 1-Propanol 440 824 776 99.99 10000 

75-65-0 2-Propanol , 2-methyl- 480 896 704 99.99 10000 

75-84-3 1-Propanol, 2,2-dimethyl- 480 896 704 99.99 10000 

75-85-4 2-Butanol , 2-melhyl- 437 818.6 781.4 99.99 10000 

78-92-2 2-Butanol 406 762.8 837 .2 99.99 10000 

87-68-3 1,3-Butadiene, 1, 1,2,3,4,4-hexachloro- 610 1130 470 98 50 

96-41-3 Cyclopentanol 350 662 938 99.99 10000 
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1184-60-7 1-Propene, 2-fluoro- 600 1112 488 99 100 

127-18-4 Ethene, tetrachloro- 871 1599.8 0.2 0 1 

156-59-2 Ethene, 1,2-dichloro-, (Z)- 460 860 740 99.99 10000 

1717-00-6 Ethane, 1, 1-dichloro-1 -fluoro- (freon 14b) 550 1022 578 99.9 1000 

56-23-5 Methane, tetrachloro- 900 1652 -52 0 1 

74-87-3 Methane, chloro- (R-40) 662 1223.6 376.4 95 20 

75-02-5 Ethene, fluoro- 385 725 875 99.99 10000 

75-09-2 Methane, dichloro- 662 1223.6 376.4 95 20 

75-45-6 Methane, chlorodifluoro- (R-22) 632 1169.6 430.4 98 50 

75-68-3 Ethane, 1-chloro-1 , 1-difluoro- (R-142) 632 1169.6 430.4 98 50 

75-69-4 Methane, trichlorofluoro- (R-11) 900 1652 -52 0 1 

6031-02-3 Benzene, (1-methylpentyl)- 490 914 686 99.99 10000 

100-41-4 Benzene, ethyl- 432 809.6 790.4 99.99 10000 

100-42-5 Benzene, ethenyl- 490 914 686 99.99 10000 

106-42-3 Benzene, 1 ,4-dimethyl- 529 984.2 615.8 99.9 1000 

108-38-3 Benzene, 1,3-dimethyl- 528 982.4 617.6 99.9 1000 

108-88-3 Benzene, methyl- 482 899.6 700.4 99.99 10000 

3290-53-7 Benzene, (2-methyl-2-propenyl}- 490 914 686 99.99 10000 

538-68-1 Benzene, pentyl- 420 788 812 99.99 10000 

637-50-3 Benzene, 1-propenyl- 490 914 686 99.99 10000 

643-58-3 1, 1 · -Biphenyl, 2-methyl- 495 923 677 99.99 10000 

71-43-2 Benzene 562 1043.6 556.4 99.9 1000 

92-52-4 1, 1 · -Biphenyl 540 1004 596 99.9 1000 

95-47-6 Benzene, 1,2-dimethyl- 464 867.2 732.8 99.99 10000 

74-99-7 1-Propyne 340 644 956 99.99 10000 

20184-91-2 4-Nonyne 320 608 992 99.99 10000 

61142-40-3 4-Undecene, 4-methy1- 500 932 668 99.99 10000 

629-73-2 1-Hexadecene 500 932 668 99.99 10000 

74630-39-0 1-Undecene, 4-methyl- 500 932 668 99.99 10000 

74630-48-1 3-Undecene, 2-methyl-, (Z}- 500 932 668 99.99 10000 

764-96-5 5-Undecene, (Z}- 500 932 668 99.99 10000 

821-74-9 4,5-Nonadiene 550 1022 578 99.9 1000 

1008-80-6 Naphthalene, decahydro-2,3-dimethyl- 288 550.4 1049.6 99.99 10000 

108-87-2 Cyclohexane, methyl- 250 482 1118 99.99 10000 

110-82-7 Cyclohexane 245 473 1127 99.99 10000 

1472-09-9 Cyclopropane, octy1- 498 928.4 671 .6 99.99 10000 

1618-22-0 Naphthalene, decahydro-2,6-dimethyl- 288 550.4 1049.6 99.99 10000 

1630-94-0 Cyclopropane, 1, 1-dimethyl- 498 928.4 671.6 99.99 10000 
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1678-93-9 Cyclohexane, butyl- 246 474.8 1125.2 99.99 10000 

2415-72-7 Cyclopropane, propyl- 498 928.4 671 .6 99.99 10000 

287-92-3 Cyclopentane 380 716 884 99.99 10000 

2883-05-8 Octane, 2-cyclohexyl- 246 474.8 1125.2 99.99 10000 

294-62-2 Cyclododecane 235 455 1145 99.99 10000 

2958-76-1 Naphthalene, decahydro-2-methyl- 288 550.4 1049.6 99.99 10000 

3073-66-3 Cyclohexane, 1, 1,3-trimethy1- 320 608 992 99.99 10000 

32281-85-9 Cyclopentane, 1,3-dimethyl-2-(1-methylethyl}- 350 662 938 99.99 10000 

3604-14-6 Naphthalene, decahydro-1 ,2-dimethyl- 288 550.4 1049.6 99.99 10000 

41977-33-7 Cyclopropane, 1-pentyl-2-propyl- 498 928.4 671.6 99.99 10000 

4292-92-6 Cyclohexane, pentyl- 270 518 1082 99.99 10000 

4806-61-5 Cyclobutane, ethyl- 212 413.6 1186.4 99.99 10000 

493-02-7 Naphthalene, decahydro-, trans- 288 550.4 1049.6 99.99 10000 

54676-39-0 Cyclohexane, 2-butyl-1, 1,3-trimethyl- 320 608 992 99.99 10000 

55937-92-3 Bicyclo[4.1.0]heptane, 2-methyl-7-pentyl- 320 608 992 99.99 10000 

594-11-6 Cyclopropane, methyl- 498 928.4 671 .6 99.99 10000 

598-61-8 Cyclobutane, methyl- 250 482 1118 99.99 10000 

61142-20-9 Cyclohexane, (4-methylpentyl}- 270 518 1082 99.99 10000 

7058-01-7 Cyclohexane, (1-methylpropyl}- 270 518 1082 99.99 10000 

7094-26-0 Cyclohexane, 1, 1,2-trimethyl- 270 518 1082 99.99 10000 

822-50-4 Cyclopentane, 1,2-dimethyl-, trans- 350 662 938 99.99 10000 

1002-43-3 Undecane, 3-methyl- 500 932 668 99.99 10000 

106-97-8 Butane 405 761 839 99.99 10000 

107-83-5 Pentane, 2-methyl- 306 582.8 1017.2 99.99 10000 

108-08-7 Pentane, 2,4-dimethyl- 337 638.6 961 .4 99.99 10000 

109-66-0 Pentane 260 500 1100 99.99 10000 

110-54-3 Hexane 225 437 1163 99.99 10000 

111-65-9 Octane 220 428 1172 99.99 10000 

111-84-2 Nonane 206 402.8 1197.2 99.99 10000 

1120-21-4 Undecane 202 395.6 1204.4 99.99 10000 

112-40-3 Dodecane 204 399.2 1200.8 99.99 10000 

124-18-5 Decane 210 410 1190 99.99 10000 

13151-34-3 Decane, 3-methyl- 225 437 1163 99.99 10000 

13151-35-4 Decane, 5-methyl- 225 437 1163 99.99 10000 

13286-73-2 Tridecane, 3-ethyl- 220 428 1172 99.99 10000 

13287-21-3 Tridecane, 6-methyl- 220 428 1172 99.99 10000 

142-82-5 Heptane 223 433.4 1166.6 99.99 10000 

14720-74-2 Heptane, 2,2,4-trimelhyl- 275 527 1073 99.99 10000 
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1560-96-9 Tridecane, 2-methyl- 205 401 1199 99.99 10000 

1632-70-8 Undecane, 5-methyl- 220 428 1172 99.99 10000 

17301-23-4 Undecane, 2,6-dimethyl- 250 482 1118 99.99 10000 

17301-25-6 Undecane, 2,8-dimethyl- 250 482 1118 99.99 10000 

17301-27-8 Undecane, 2,10-dimethyl- 250 482 1118 99.99 10000 

17301-29-0 Undecane, 3,7-dimethyl- 250 482 1118 99.99 10000 

17301-30-3 Undecane, 3,8-dimethyl- 250 482 1118 99.99 10000 

17301-32-5 Undecane, 4,7-dimethyl- 250 482 1118 99.99 10000 

17301-94-9 Nonane, 4-methyl- 220 428 1172 99.99 10000 

17302-28-2 Nonane, 2,6-dimethyl- 250 482 1118 99.99 10000 

17302-32-8 Nonane, 3,7-dimethyl- 250 482 1118 99.99 10000 

17312-50-4 Decane, 2,5-dimethyl- 250 482 1118 99.99 10000 

17312-57-1 Dodecane, 3-methyl- 220 428 1172 99.99 10000 

17312-60-6 Undecane, 6-ethyl- 220 428 1172 99.99 10000 

17312-73-1 Undecane, 5,5-dimethyl- 250 482 1118 99.99 10000 

17312-76-4 Undecane, 6,6-dimethyl- 250 482 1118 99.99 10000 

17312-77-5 Undecane, 2,3-dimethyl- 250 482 1118 99.99 10000 

17312-80-0 Undecane, 2,4-dimethyl- 250 482 1118 99.99 10000 

17312-82-2 Undecane, 4,6-dimethyl- 250 482 1118 99.99 10000 

17453-94-0 Undecane, 5-ethyl- 220 428 1172 99.99 10000 

20278-85-7 Heptane, 2,3,5-trimethyl- 275 527 1073 99.99 10000 

2213-23-2 Heptane, 2,4-dimethyl- 330 626 974 99.99 10000 

2216-33-3 Octane, 3-methyl- 220 428 1172 99.99 10000 

2216-34-4 Octane, 4-methyl- 220 428 1172 99.99 10000 

25117-24-2 Tetradecane, 4-methyl- 220 428 1172 99.99 10000 

25117-31-1 Tridecane, 5-methyl- 220 428 1172 99.99 10000 

26730-12-1 Tridecane, 4-methyl- 220 428 1172 99.99 10000 

26730-14-3 Tridecane, 7-methyl- 225 437 1163 99.99 10000 

2847-72-5 Decane, 4-methyl- 225 437 1163 99.99 10000 

2980-69-0 Undecane, 4-methyl- 220 428 1172 99.99 10000 

31295-56-4 Dodecane, 2,6, 11-trimethyl- 250 482 1118 99.99 10000 

3891-98-3 Dodecane, 2,6, 10-trimethyl- 250 482 1118 99.99 10000 

4032-93-3 Heptane, 2,3,6-trimethyl- 275 527 1073 99.99 10000 

52896-90-9 Heptane, 3-ethyl-5-methyl- 275 527 1073 99.99 10000 

544-76-3 Hexadecane 202 395.6 1204.4 99.99 10000 

55030-62-1 Tridecane, 4,8-dimethyl- 250 482 1118 99.99 10000 

55045-07-3 Dodecane, 2-methyl-8-propyl- 250 482 1118 99.99 10000 

55045-11-9 Tridecane, 5-propyl- 225 437 1163 99.99 10000 
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Table 2-2 

no of 
compound 

229 

230 

231 

232 

233 

234 

235 

236 

237 

238 

239 

240 

241 

242 

243 

244 

245 

246 

247 

248 

249 

250 

251 

252 

253 

254 

255 

Compounds Detected >0.1 ppmv 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

RTO 
degrees 
above 

headspace detects >0.1 ppmv AIT AIT AIT est DE est DF 

mass in/ 
CAS# Compound name deg C deg F deg F % mass out 

562-49-2 Pentane, 3,3-dimelhyl- 350 662 938 99.99 10000 

56292-65-0 Dodecane, 2,5-dimethyl- 225 437 1163 99.99 10000 

565-59-3 Pentane, 2,3-dimethyl- 337 638.6 961.4 99.99 10000 

589-344 Hexane, 3-methyl- 280 536 1064 99.99 10000 

589-43-5 Hexane, 2,4-dimethyl- 437 818.6 781 .4 99.99 10000 

589-53-7 Heptane, 4-methyl- 250 482 1118 99.99 10000 

589-81-1 Heptane, 3-methyl- 239 462.2 1137.8 99.99 10000 

591 -76-4 Hexane, 2-methyl- 280 536 1064 99.99 10000 

592-27-8 Heptane, 2-methyl- 247 476.6 1123.4 99.99 10000 

61141-72-8 Dodecane, 4,6-dimethyl- 225 437 1163 99.99 10000 

6117-97-1 Dodecane, 4-methyl- 220 428 1172 99.99 10000 

617-78-7 3-Ethylpentane 275 527 1073 99.99 10000 

62016-30-2 Octane, 2,3,3-trimethyl- 290 554 1046 99.99 10000 

62016-34-6 Octane, 2,3,7-trimethyl- 290 554 1046 99.99 10000 

62108-21-8 Decane, 6-ethyl-2-methyl- 275 527 1073 99.99 10000 

62108-25-2 Decane, 2,6,7-trimethyl- 290 554 1046 99.99 10000 

62108-27-4 Decane, 2,4,6-trimethyl- 290 554 1046 99.99 10000 

62238-13-5 Decane, 2,3,7-trimethyl- 290 554 1046 99.99 10000 

629-50-5 Tridecane 202 395.6 1204.4 99.99 10000 

629-59-4 Tetradecane 200 392 1208 99.99 10000 

629-62-9 Pentadecane 202 395.6 1204.4 99.99 10000 

629-78-7 Heptadecane 202 395.6 1204.4 99.99 10000 

74-98-6 Propane 450 842 758 99.99 10000 

75-28-5 Propane, 2-methyl- 462 863.6 736.4 99.99 10000 

78-78-4 Butane, 2-methyl- 420 788 812 99.99 10000 

96-14-0 Pentane, 3-methyl- 278 532.4 1067.6 99.99 10000 

565-75-3 Pentane, trimethyl- , isomer 427 800.6 799.4 99.99 10000 
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Table 3-1 COPCs 

Yaws capacity correlation carbon 
no of MW Boilino Pl. loadlno quadratic constants 
compo 
und GAS Compound Name (COPC) lg/mol deg C A B C 

1 100-00-5 ,p-Nitrochlorobenzene 157.6 242 
2 100-21-0 p-Phthalic acid 166.1 sublimes 
4 100-41-4 Ethvl benzene 106.2 136.2 
5 100-42-5 Stvrene 104.1 145.2 
6 10061 -01- cis-1,3-Dichloroorooene 111 .0 104.3 
7 10061-02- trans-1 ,3-Dichloroorooene 111 .0 112 
8 101-55-3 4-Bromophenvlohenvl ether 249.1 310.14 
9 101-84-8 Diohenvl ether 170.2 498 

10 106-35-4 3-Heptanone 114.2 147 
11 106-42-3 p-Xylene (Dimethvl benzene) 106.2 138.3 
12 106-46-7 1,4-Dichlorobenzene 147.0 173.4 
13 106-88-7 1,2-Epoxvnutane 72.1 63.3 0.36719 0.37654 -0.0236 
14 106-93-4 Elhvlene dibromide f• ibromoethane) 187.9 131 .7 1.44231 0.255 -0.02666 
15 106-97-8 Butane 58 .1 -0.45 0.03071 0.34304 -0.01596 
16 106-99-0 1,3-Butadiene 54.1 -4.4 -0.03359 0.34764 -0.01297 
17 107-02-8 Acrolein 56 .1 52.7 -0.29632 0.49437 -0.02471 
18 107-05-1 3-Chloroorooene /AIM chloride) 76.5 44 0.32792 0.36553 -0.01853 
19 107-06-2 1,2-Dichloroethane (Ethylene chloride) 99.0 83.5 0.55343 0.37072 -0.02161 
20 107-12-0 Propionitrile 55.1 97.2 0.05925 0.51747 -0.03781 
21 107-13-1 Accvlonitrile 53.1 77.3 0.07669 0.49986 -0.035 
22 107-18-6 2-Propene-1-ol 58.1 97 0.3239 0.49368 -0.0437 
23 107-31 -3 Formic acid, methyl ester 60.1 32 -0.99586 0.61693 -0.01847 
24 107-66-4 Dibulylphosphate 210.2 100 
25 107-87-9 2-Pentanone 86.1 100 
26 108-03-2 1-Nitropropane 89.1 131 0.91328 0.34648 -0.0373 
27 108-05-4 Vinyl acetate 86 .1 72.3 0.61067 0.34797 -0.02595 
28 108-10-1 Hexane (4-Methyl-2-pentanone or MIBK) 100.2 117.4 
29 108-20-3 Bis(isopropyl)ether 102.2 68.5 
30 108-38-3 m-Xylene (Dimethyl benzene) 106.2 139.1 
31 108-39-4 m-Cresol 108.1 202 
32 108-87-2 Methvlcyclohexane 98.2 101 
33 108-88-3 Toluene 92.1 110.6 
34 108-90-7 Chlorobenzene 112.6 130 
35 108-93-0 Cyclohexanol 100.2 161 
36 108-94-1 Cvclohexanone 98.2 155.6 
37 108-95-2 Phenol 94.1 181 .7 
38 109-66-0 n-Pentane 72.2 36.1 
39 109-99-9 T etrahydrofuran 72.1 66 0.29856 0.35648 -0.0155 
40 110-12-3 5-Methvl-2-hexenone 114.2 144 
41 110-43-0 2-Heptanone 114.2 150 
42 110-54-3 n-Hexane 86.2 69 
43 110-62-3 n-Valeraldehyde 86.1 103 
44 110-82-7 Cyclohexane 84.2 80.7 
45 110-83-8 Cvclohexene 82.1 83 
46 110-86-1 Pvridine 79.1 115.2 
47 111 -65-9 n-Octane 114.2 126 
48 111 -76-2 Ethvlene alvcol monobutvl ether 118.0 171 
49 111 -84-2 n-Nonane 128.3 150.8 
50 117-81-7 Bis(2-ethv1hexvnahthalate (DEHP) 390.5 386.9 
51 117-84-0 n-Dioctvl phlhalate 390.6 220 
53 120-12-7 Anthracene 178.2 340 

assumed 
outlet 
equilibrium 
of 
Isotherm-
PPMV(y) 

0.10 
g ads/100 
a carbon 

0.93 
14.46 
0.47 
0.40 
0.15 
0.88 
1.45 
0.32 
0.35 
0.61 
0.02 

3.38 
1.72 

0.84 

24590-WTP-RPT-PO-03-008, Rev 2 
I ntegrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and I mmobilization Plant 

estimated by BP and MW with 
conservativatism for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Shepherd (Shepherd 2001) bv Yaws (Yaws 1995) 

Estimated Estimated 
Carbon Predicted Carbon Predicted 

difference with % error with Capacity RE OF Capacity RE OF 
BP and MW Yaws mass in/ mass in/ 
estimation orediction a/100 a C % mass out o/100 a C % mass out 

40 98 50 40 98 50 
40 98 50 40 98 50 

2 80 5 2 80 5 
2 80 5 2 80 5 
2 80 5 2 80 5 
2 80 5 2 80 5 

40 98 50 40 98 50 
40 98 50 40 98 50 

2 80 5 2 80 5 
2 80 5 2 BO 5 

10 95 20 10 95 20 
(0.07) (7 .88) 1 50 2 0.5 20 1.25 
9.48 65.46 5 90 10 5 90 10 
0.47 100.00 0 0 1 0 0 1 
0.40 100.00 0 0 1 0 0 1 

(0.85) (553.73) 1 50 2 0 0 1 
0.38 43.10 0.5 20 1.25 0.5 20 1.25 
0.45 30.99 1 50 2 1 50 2 

(0.68) (213.35) 1 50 2 0 0 1 
(0.65) (187.19) 1 50 2 0 0 1 
(0.39) (63.49) 1 50 2 0.5 20 1.25 
(0.48) (2039.09) 0.5 20 1.25 0 0 1 

2 80 5 2 80 5 
1 50 2 1 50 2 

1.38 40.91 2 80 5 2 80 5 
0.72 42.02 1 50 2 1 50 2 

2 80 5 2 80 5 
1 50 2 1 50 2 
2 80 5 2 80 5 

10 95 20 10 95 20 
2 80 5 2 80 5 
2 80 5 2 80 5 
2 80 5 2 80 5 

10 95 20 10 95 20 
10 95 20 10 95 20 
10 95 20 10 95 20 

0.5 20 1.25 0.5 20 1.25 
(0.16) (1 8.42) 1 50 2 0.5 20 1.25 

2 80 5 2 80 5 
2 80 5 2 80 5 
1 50 2 1 50 2 
2 80 5 2 80 5 
1 50 2 1 50 2 
1 50 2 1 50 2 
2 80 5 2 80 5 
2 80 5 2 80 5 

10 95 20 10 95 20 
10 95 20 10 95 20 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
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Table 3-1 COPCs 

assumed 
outlet 
equil ibrium 
of 
isotherm-
PPMV(v) 

Yaws capacity correlation carbon 
no of MW Boiling pt. loading quadratic constants 0.10 
compo g ads/100 
und CAS Comoound Name (COPC) g/mol deg C A B C a carbon 

54 120-82-1 1,2,4-Trichlorobenzene 181.5 214.4 
55 120-83-2 2,4-Dichlorophenol 163.0 210 
56 121-44-8 T riethylam ine 101 .2 88.9 
57 121-69-7 Dimethylaniline 121 .2 194 
58 122-39-4 N,N-Diphenylamine 169.2 302 
59 123-19-3 4-Heptanone 114.2 144 
60 123-38-6 n-Propionaldehyde 58 .1 49 0.05519 0.49738 -0.04331 0.33 
61 123-51 -3 3-Methyl-1-butanol 88 .2 130 
62 123-86-4 Acetic acid n-butvl ester 116.2 126.1 
63 123-91 -1 1,4-Dioxane 88 .1 101 .1 0.66781 0.36208 -0.03034 1.89 
64 126-73-8 Tributyl phosphate 266,3 289 
65 126-98-7 2-Methyl-2-propenenitrlle (Methacrvlonltri le) 67 .1 90.3 0.46655 0.3889 -0.03042 1.11 
66 127-18-4 Perchloroethylene (tetrachtoroethylene) 165.9 121 .1 1.40596 0.20802 -0.02097 15.03 
67 127-19-5 N,N-Dimethvlacetamide 87 .1 166 1.20026 0.25124 -0.03263 8.25 
68 128-37-0 2,6-Bis(tert-butvll-4-methvlohenol 220.4 265 
69 129-00-0 Pvrene 202.2 404 
70 1321-64-8 Pentachloronaohthalene 300.4 327 
71 1321-65-9 Trichloronaohthalene 231.5 304 
72 132-64-9 Dibenzofuran 168.2 285 
73 1335-87-1 Hexachloronaohthalene 334.8 343 
74 1335-88-2 T etrachloronaohthalene 266.0 316 
75 1336-36-3 Polvchlorlnated biohenvts tPCBs) 322.0 >195 
76 141 -78-6 Acetic acid ethvl ester (Ethyl acetate) 88.1 77.1 0.63612 0.34441 -0.02691 1.84 
77 141-79-7 4-Methyl-3-oenten-2-one 98.2 127 
78 142-82-5 n-Heptane 100.2 98.4 
79 144-62-7 Oxalic acid 90.0 190 
80 156-60-5 trans-1 ,2-Dichloroethylene 97 .0 47 .5 0.47567 0.39061 -0.02554 1.15 
82 1634-04-4 Methyl tert-butvl ether 88.2 55.2 
84 189-55-9 Dibenzofa,i]pyrene 302.4 404 
85 189-64-0 Dibenzofa,hlovrene 302.4 404 
86 191-24-2 Benzo(a,h,i)oervlene 276.3 500 
87 191 -30-0 Benzofa,11ovrene 302.4 404 
88 192-65-4 Dibenzora,elovrene 302.4 sublimes 
89 193-39-5 lndeno/1,2,3-cd)ovrene 276.3 536 
92 206-44-0 Fluoranlhene 202.3 375 
94 208-96-8 Acenaphthylene 152.2 265 
96 2234-13-1 Octachloronaphlhalene 403.7 440 
97 224-42-0 Dibenz[a,ilacridine 279.3 >346 
98 226-36-8 Dibenz[a,h]acridine 279.3 >346 

100 25551 -13- Trimethyl benzene 120.2 164.7 
101 26140-60- Terphenvls 230.3 337 
102 27154-33- Trichlorofluoroelhane 151 .4 146.5 
103 287-92-3 Cvclopentane 70.1 49 
108 3697-24-3 5-Methvlchrvsene 242.3 404 
109 3825-26-1 Ammonium perfluorooctanoate 431 .1 192 
110 4170-30-3 2-Bulenaldehvde (2-Butenal) 70.1 102 0.68353 0.3656 -0.034 1.92 
112 50-00-0 Formaldehyde 30.0 -19.5 -2.48524 0.69123 -0.00375 0.00 
114 50-32-8 Benzo(a)ovrene 252.3 495 
115 53-70-3 Dibenzo(a,h)anthracene 278.3 524 
116 540-59-0 1,2-Dichloroethvlene 96,9 48 0.47567 0.39061 -0.02554 1.15 
117 540-84-1 2,2,4-Trimethvtoentane 114.2 99.2 

difference with 
BP and MW 
estimation 

(0.17 

(0.11 

0.11 
10.03 
(1.75 

0.84 

0,65 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

estimated by BP and MW with 
conservativatlsm for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Shepherd (Shepherd 2001) by Yaws (Yaws 1995) 

Estimated Estimated 
Carbon Predicted Carbon Predicted 

% error with Capacitv RE DF Capacity RE DF 
Yaws mass in/ mass in/ 

orediction 01100 a c % mass out g/100 g C % mass out 

40 98 50 40 98 50 
40 98 50 40 98 50 

1 50 2 1 50 2 
10 95 20 10 95 20 
40 98 50 40 98 50 

2 80 5 2 80 5 
(52.92) 0.5 20 1.25 0 0 1 

2 80 5 2 80 5 
2 80 5 2 80 5 

(6.08) 2 80 5 1 50 2 
40 98 50 40 98 50 

10.30 1 50 2 1 50 2 
66.73 5 90 10 5 90 10 

(21 .23) 10 95 20 5 90 10 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 

45.65 1 50 2 1 50 2 
2 80 5 2 80 5 
1 50 2 1 50 2 

10 95 20 10 95 20 
56.40 0.5 20 1.25 0.5 20 1.25 

1 50 2 1 50 2 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
10 95 20 10 95 20 
40 98 50 40 98 50 

5 90 10 5 90 10 
0.5 20 1.25 0.5 20 1.25 
40 98 50 40 98 50 
20 98 50 20 98 50 

(0.08) (4.02) 2 80 5 1 50 2 
0.00 100.00 0 0 1 0 0 1 

40 98 50 40 98 50 
40 98 50 40 98 50 

0.65 56.40 0.5 20 1.25 0.5 20 1.25 
1 50 2 1 50 2 
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Table 3-1 COPCs 

Yaws capacity correlation carbon 
no of MW Boiling pt. loading quadratic constants 
compo 
und CAS Comoound Name ICOPCl g/mol deo C A B C 

118 541-73-1 1,3--Dichlorobenzene 147.0 173 
119 56-23-5 Carbon tetrachloride 153.8 76.7 1.07481 0.281 86 -0.02276 
120 563-80-4 3-Methvl-2-butanone 86.1 94 
121 56-49-5 3-Methvlcholanthrene 268.4 280 
123 57-14-7 1, 1-0 imethvlhvdrazine 60.1 63 
125 58-90-2 2,3,4,6-Tetrachloroohenol 231 .9 150 
126 591 -78-6 2-Hexanone 100.2 127 
127 59-50-7 4-Chloro-3-methylphenol 142.8 235 
128 59-89-2 N-Nitrosomoroholine 11 6.1 224 
129 602-87-9 5-Nitroacenaohthene 199.2 279 
130 60-29-7 Ethv1 ether 74.1 34.6 0.23477 0.36044 -0.02236 
131 603-34-9 Triohenvlamlne 245.3 347 
132 60-34-4 Methvlhvdrazine 46.1 87.8 
133 60-35-5 Acetamide 59.1 221 1.23333 0.21723 
135 621 -64-7 01-n-Proovlnltrosamlne 130.2 206 
136 624-83-9 Methv1 lsocvanate 57.1 39 -1.07579 0.85881 -0.06876 
137 627-13-4 Nitric acid, orocvl ester 105.1 110 
138 62-75-9 N-Nitroso-N,N-dimethvlamine 74. 1 153 
139 630-20-6 1.1.1,2-Tetrachloroethane 167.9 130.5 
140 64-17-5 Ethvl alcohol 46.1 78.3 -0.51153 0 .67525 -0.04473 
141 64-18-6 Formic acid 46.0 100.7 -1.77731 1.09503 -0.08354 
142 64-19-7 Acetic acid 60.1 11 8 -0.05553 0.6841 -0.06071 
143 87-56-1 Methv1 alcohol (Methanol) 32.0 64.6 
144 67-63-0 2-Prooyl alcohol Osoorooanoll 60. 1 82.4 0.27183 0.46419 -0.03682 
145 67-64-1 2-Prooanone (Acetone) 58.1 56.2 -0.14546 0.47497 -0.02286 
146 67-68-3 Chloroform 119.4 61 .7 0.67102 0.36148 -0.02288 
147 67-72-1 Hexachloroethane 236.7 sublimes 
148 684-16-2 Hexafluoroacetone 166.0 -26 
149 71 -23-8 n-Prooyl alcohol 60.1 97.2 0.38644 0.48033 -0.04505 
150 71-36-3 n-Butv1 alcohol 74.1 117.6 0.89881 0.32534 -0.03648 
151 71-43-2 Benzene 78.1 80.1 
152 71-55-6 Methyl chloroform (1, 1, 1-Trichloroethanel 133.4 74.1 0.97331 0.28737 -0.02277 
157 74-83-9 Bromomethane (Methyl bromide) 95.0 3.56 -1.23835 0.78564 -0.05521 
158 74-87-3 Chloromethane (Methv1 chloride) 50.5 -24.2 -1.91871 0.62053 -0.00549 
159 74-97-5 Bromochloromethane 129.4 67.8 0.61399 0.41 353 -0 .02531 
160 74-99-7 Methvlacetv1ene 40.1 -23 -2.52865 1.74715 -0.21 635 
161 75-00-3 Chloroethane 64.5 12.3 -0.50828 0.50364 -0.02179 
162 75-01-4 Vinyl chloride (1-Chloroethene) 62.5 -1 3.9 -0.98889 0.66564 -0.0432 
163 75-05-8 Acetonitrile 41.1 81 .6 -0.79666 0.63512 -0.02598 
164 75-07-0 Acetaldehyde 44.1 20. 1 -1.17047 0.62766 -0.02475 
165 75-09-2 Dichloromethane (Methylene chloride) 84.9 39.8 -0.07043 0.4921 -0.02276 
166 75-12-7 Formamlde 45.0 210 1.30981 0.25274 
167 75-1 5-0 Carbon disulfide 76.1 46.2 
168 75-21-8 Ethvlene oxide (Oxlranel 44.1 10.7 -2.42379 0.94878 -0.04062 
169 75-27-4 Bromodichloromethane 163.8 90.1 
170 75-34-3 1, 1-Dichloroethane 99.0 57.3 0.54485 0.36091 -0.02192 
171 75-35-4 1, 1-0ichloroethene (Vinylidene chloride) 97 .0 31 .7 
172 75-43-4 Dichlorofiuoromethane 102.9 9 
173 75-45-6 Chlorodlfluoromethane 86.5 -40.8 
174 75-50-3 Trimethvlamine 59.1 2.87 -0.09422 0.32583 -0.00337 
175 75-52-5 Nitromethane 61.0 101 -0.32847 0.70602 -0.05111 

assumed 
ouUet 
equilibrium 
of 
Isotherm-
PPMVM 

0.10 
g ads/1 00 
g carbon 

5.89 

0.71 

10.38 

0.01 

0.06 
1.16E-03 

0.16 

0.59 
0.23 
1.93 

0.73 
3.44 

4.60 
0.01 
0.00 
1.50 
0.00 
0.09 
0.02 
0.03 
0.02 
0.26 

11 .40 

0.00 

1.45 

0.38 
0.08 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

estimated by BP and MW wi th 
conservativatism for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Sheoherd fSheoherd 2001 l bv Yaws !Yaws 19951 

Estimated Estimated 
Carbon Predicted Carbon Predicted 

difference with % error with Capacity RE OF Capacity RE OF 
BP and MW Yaws mass in/ mass in/ 
estimation prediction g/100 g C % mass out g/100 g C % mass out 

10 95 20 10 95 20 
3.89 66.05 2 80 5 2 80 5 

1 50 2 1 50 2 
40 98 50 40 98 50 

1 50 2 1 50 2 
5 90 10 5 90 10 
2 80 5 2 80 5 

10 95 20 10 95 20 
10 95 20 10 95 20 
40 98 50 40 98 50 

0.21 29.69 0.5 20 1.25 0.5 20 1.25 
40 98 50 40 98 50 

0 0 1 0 0 1 

0.38 3.64 10 95 20 10 95 20 
10 95 20 10 95 20 

(0.49) (4938.83) 0.5 20 1.25 0 0 1 
2 80 5 2 80 5 
2 95 20 2 95 20 
5 90 10 5 90 10 

0.06 100.00 0 0 1 0 0 1 
0.00 100.00 0 0 1 0 0 1 

{1 .841 {1162.90) 2 80 5 0 0 1 
0 0 1 0 0 1 

(0.411 (09.50) 1 50 2 0.5 20 1.25 
(0.77) (339.84) 1 50 2 0 0 1 
0.93 48.32 1 50 2 1 50 2 

40 98 50 40 98 50 
0 0 1 0 0 1 

(0.27) {37.70) 1 50 2 0.5 20 1.25 
1.44 41 .92 2 80 5 2 80 5 

1 50 2 1 50 2 
3.60 78.28 1 50 2 1 50 2 
0.01 100.00 0 0 1 0 0 1 
0.00 100.00 0 0 1 0 0 1 
0.50 33.19 1 50 2 1 50 2 
0.00 100.00 0 0 1 0 0 1 
0.09 100.00 0 0 1 0 0 1 
0.02 100.00 0 0 1 0 0 1 
0.03 100.00 0 0 1 0 0 1 
0.02 100.00 0 0 1 0 0 1 

<D .24 (92.42) 0.5 20 1.25 0 0 1 
11 .40 100.00 0 0 1 0 0 1 

0.5 20 1.25 0.5 20 1.25 
0.00 100.00 0 0 1 0 0 1 

2 80 5 2 80 5 
0.45 31.14 1 50 2 1 50 2 

0.5 20 1.25 0.5 20 1.25 
0 0 1 0 0 1 
0 0 1 0 0 1 

0.38 100.00 0 0 1 0 0 1 
11.92) (2335.73) 2 80 5 0 0 1 
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Table 3-1 COPCs 

assumed 
outlet 
equilibrium 
of 
isotherm-
PPMV (v) 

Yaws capacity correlation carbon 
noof MW Boilina ot. loadina quadratic constants 0.10 
compo g ads/100 
und CAS Compound Name (CDPC) la/mol dea C A B C a carbon 

176 75-55-8 2-Methvlaziridine 57.1 66 0.06919 0.43529 -0.02293 0.41 
177 75-61 -6 Difluorodibromomethane 209.8 24 0.82076 0.30701 -0.01384 3.16 
178 75-63-8 Trifluorobromomethane 148.9 -57 .8 
179 75-65-0 2-Methyl-2-propanol 74.1 82.2 
180 75-69-4 T richlorofluoromethane 137.4 23.8 0.17307 0.40715 -0.01915 0.56 
181 75-71 -8 Dichlorodifluoromethane 120.9 -29.79 -0.0735 0.40145 -0.01404 0.32 
183 78-03-9 T richloroacetlc acid 163.4 196 
184 78-11-9 1, 1, 1,2-Tetrachloro-2,2-difiuoroethane 203.8 91 
185 78-12-0 1, 1,2,2-Tetrachloro-1 ,2-difluoroethane 203.8 93 1.37307 0.17625 -0.01465 15.21 
186 76-13-1 1,2,2-Trlchloro-1, 1,2-trifluoroethane /Freon 113) 187.4 47 .6 1.27368 0.18656 -0.01231 11.88 
187 76-14-2 1,2-Dichloro-1, 1,2,2-tetrafluoroethane 170.9 3.6 
188 78-15-3 Chlorooentafluoroethane 154.5 -39.1 0.08264 0.34756 -0.01343 0.53 
190 78-83-1 2-Methvloroovt alcohol (lsobutvt alcohol) 74.1 107.9 0.84818 0.33155 -0 .03559 3.03 
191 78-87-5 1,2-Dichloroorooane 113.0 96.8 0.98872 0.287 -0.02571 4.74 
192 78-92-2 1-Methvloroovl alcohol (2-Butanol) 74.1 99.5 0.76614 0.34611 -0.03476 2.44 
193 78-93-3 Methvl ethvl ketone CMEK, 2-Butanone\ 72.1 79.6 0.46525 0.37688 -0.02801 1.15 
194 79-00-5 1.1,2-Trichloroethane 133.4 113.8 1.17163 0.27791 -0.02748 7.35 
195 79-01 -6 T richloroethvlene 131 .4 86.7 1.02411 0.29929 -0.02539 5.01 
196 79-09-4 Prooionic acid 74.1 140.7 0.77846 0.4457 -0.05209 1.91 
197 79-10-7 2-Prooenolc acid 72 .1 141 .6 0.75549 0.47108 -0.05615 1.69 
198 79-20-9 Methvl acetate 74.1 56.9 0.13314 0.42849 -0 .02188 0.48 
199 79-34-5 1, 1,2,2-Tetrachloroethane 167.9 148.3 1.52322 0.17848 -0.02019 21.11 
202 83-32-9 Acenaohthene 154.2 279 
203 84-68-2 Diethyl ohthalate 222.2 298 
204 84-74-2 Dibutvl ohthalate 278 .3 340 
205 85-01-8 Phenanthrene 178.2 340 
206 85-68-7 Butvlbenzvl ohthalate 312.4 370 
207 86-73-7 Fluorene 166.2 295 
208 87-68-3 Hexachlorobutadiene 260.8 210 
210 88-08-2 2,4,6-Trichloroohenol 197.5 244 .5 
211 88-72-2 2-Nitrotoluene 137.1 221 
212 88-75-5 2-Nitrophenol 139.1 214.6 
214 88-89-1 Picric acid 229.1 >300 
215 91-20-3 Naphthalene 128.2 218 
216 91-22-5 Quinoline 129.2 238 
217 91-58-7 2-ChJoronapthalene 162.6 256 
218 92-52-4 1 ,1"-Biohenvl 154.2 255 
219 92-93-3 4-Nilrobiphenyl 199.2 340 
223 95-13-6 lndene 116.2 181.6 
224 95-47-6 o-Xvtene 106.2 144 
225 95-48-7 o-Cresol (2-Methvlohenoll 108.1 191 
226 95-49-8 2-Chlorotoluene 126.6 159 
227 95-50-1 o-Dichlorobenzene (1,2-Dlchlorobenzene) 147.0 180.5 
228 95-57-8 2-Chlorophenol 128.6 175.6 
229 95-95-4 2,4,5-Trlchlorophenol 197.5 253 
230 96-18-4 1,2,3-Trichloroorooane 147.4 156 1.47241 0.18136 -0.02165 18.60 
231 96-22-0 3-Pentanone 86.1 101 
232 98-69-5 Bis(3-tert-butvt-4-hvdroxv-6-melhvl-phenvl\sulfide 358.5 316 
233 98-51-1 1>-tert-Butvttoluene 148.3 193 
234 98-82-8 Cumene 120.2 151 
235 98-83-9 aloha-Methvlstvrene 118.2 165.4 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

estimated by BP and MW with 
conservativatism for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Shepherd (Shepherd 2001) bv Yaws (Yaws 1995) 

Estimated Estimated 
Carbon Predicted Carbon Predicted 

difference with % error with Capacity RE OF Caoacity RE OF 

BP and MW Yaws mass in/ mass in/ 
estimation orediction g/100 g C % mass out g/100 g C % mass out 

(0.59) (144 .92) 1 50 2 0 0 1 
3.16" 100.00 0 0 1 0 0 1 

0 0 1 0 0 1 
1 50 2 1 50 2 

0.56 100.00 0 0 1 0 0 1 
0.32 100.00 0 0 1 0 0 1 

20 98 50 20 98 50 
2 80 5 2 80 5 

13.21 86.85 2 80 5 2 80 5 
10.88 91 .58 1 50 2 1 50 2 

0 0 1 0 0 1 
0.53 100.00 0 0 1 0 0 1 
1.03 33.93 2 80 5 2 80 5 
3.74 78.91 1 50 2 1 50 2 
1.44 59.00 1 50 2 1 50 2 
0,15 12.96 1 50 2 1 50 2 
5.35 72.79 2 80 5 2 80 5 
4 .01 80.02 1 50 2 1 50 2 

(0.09) (4.80) 2 80 5 1 50 2 
(0.31) (18.24 2 80 5 1 50 2 
<0.52) (107.60 1 50 2 0 0 1 
16.11 76.32 5 90 10 5 90 10 

40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
10 95 20 10 95 20 
10 95 20 10 95 20 
40 98 50 40 98 50 
10 95 20 10 95 20 
10 95 20 10 95 20 
40 98 50 40 98 50 
40 98 50 40 98 so 
40 98 50 40 98 50 
10 95 20 10 95 20 

2 80 5 2 80 5 
10 95 20 10 95 20 
10 95 20 10 95 20 
10 95 20 10 95 20 
10 95 20 10 95 20 
40 98 50 40 98 50 

8.60 46.22 10 95 20 10 95 20 
2 60 5 2 80 5 

40 98 50 40 98 50 
10 95 20 10 95 20 
10 95 20 10 95 20 
10 95 20 10 95 20 

Page H3-4 



Table 3-1 COPCs 

assumed 
oullet 
equilibrium 
of 
isotherm-
PPMVM 

Yaws capacity correlation carbon 
noof MW Boilina ot. loading quadratic constants 0.10 
compo g ads/100 
und CAS Comoound Name ICOPCl a/mol dea C A B C a carbon 

236 98-86-2 Acetoohenone 120.5 201 .7 
237 98-95-3 Nitrobenzene 123.1 210.8 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

estimated by BP and MW with 
conservativatism for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Sheoherd /Sheoherd 2001\ bv Yaws /Yaws 1995) 

Estimated Estimated 
Carbon Predicted Carbon Predicted 

difference with % error with Caoacitv RE DF Caoacitv RE DF 
BP and MW Yaws mass in/ mass in I 
estimation orediction a/100 a C % mass out a/100 a C % mass out 

10 95 20 10 95 20 
10 95 20 10 95 20 
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Table 3-2 Compounds detected >0.1 ppm 

carbon loading estimate 
noof constants 
comp 
ound CAS Comoound Name (COPC) MW Boiling pt. A B C 

1 541--05-9 Cyclotrisiloxane, hexamethvl- 222.5 134 
2 556-67-2 Cvclotetrasiloxane, octamethvl- 296.6 175 
3 USI000-06 tetramethylcyclotrisiloxane 194.0 135 
4 3622-84-2 Benzenesu~onamide, N-butvl- 213.3 314 
5 5145-07-1 2(3Hl-Furanone dihvdro-3 5-dimethvl- 114.1 206 
6 108-47-4 Pyridine, 2,4-d imethyl- 107.2 159 
7 109-99-9 Furan, tetrahydro- 72.1 66 0.29856 0.35648 -0.0155 
8 110-00-9 Furan 68.1 31 .4 0.04084 0.40613 -0 .0162 
9 110-86-1 Pvridine 79.1 115.2 

10 1708-29-8 Furan , 2,5-dihydro- 70.1 67 0.3399 0.40041 -0.02451 
11 24405-16- 2H-Pvran-2-one, tetrahvdro-5,6-dlme1hvl-, trans- 128.2 180 
12 289-95-2 Pvrimidine 80.1 123 
13 290-37-9 Pvrazine 80.1 115 
14 534-22-5 Furan, 2-methyl- 82.1 63 
15 930-22-3 Oxirane ethenvl- 70.1 67 
16 96-48-0 2(3H)-Furanone, dihvdro- (aamma bulvrolaclonel 86.1 205 1.29434 0.29719 -0 .04658 
17 3457-90-7 1,3-Prooanedlol, dinitrate 166.1 100 
18 3457-91-8 1,4-Bu1aned lol, dlnltrate 180.1 130 
19 544-16-1 Nitrous acid , butvl ester 103.1 78 
20 624-91-9 Nitrous acid , methyl ester 61 .0 64.6 
21 625-58-1 Nitric acid , ethyl ester 91 .1 88 
22 627--05-4 Butane, 1-nitro- 103.1 153 
23 627-1 3-4 Nitric acid oroovl ester 105.1 110 
24 62-75-9M Methanamine, N-methvl-N-nitroso- and others 74.1 153 
25 928-45-0 Nitric acid, butvl ester 119.1 136 
26 123-75-1 Pvrrolid lne 71 .1 87 0.60693 0.36363 -0 .03004 
27 22431--09- Methanamlne, N-11-methvlbutylldene)- 99.2 130 
28 616-45-5 2-Pyrrolidinone 85.1 245 
29 75-50-3 Methanamine, N,N-dimethvl- 59.1 2.9 -0.09422 0.32583 -0 .00337 
30 107-12-0 Prooanenitrile 55.1 97 0.05925 0.51747 -0.03781 
31 109-74--0 Butanenltri le 69.1 118 0.64311 0.38787 -0.03822 
32 110-59-8 Pentanenitrile 83.1 139 
33 124-12-9 Octanenitrile 125.2 199 
34 2243-27-8 Nonanenitrile 139.2 224 
35 628-73-9 Hexanenitrile 97,2 162 
36 629-08-3 Heptanenitrile 111 .2 180 
37 75-05-8 Acetonitrile 41 .1 81 -0.79666 0.63512 -0.02598 
38 109-21-7 Butanoic acid , butyl ester 144.2 166 
39 110-27-0 Tetradecanoic acid , 1-methylethvl ester 270.5 300 
40 123-25-1 Butanedioic acid diethyl ester 174.2 217 
41 123-86-4 Acetic acid , butyl ester 116,2 126 
42 126-73-8 Phosohoric acid tributyl ester 266 .3 289 
43 141-78-6 Acetic acid ethyl ester 88.1 77.1 0.63612 0.34441 -0.02691 
44 1838-59-1 Formic acid , 2-propenyl ester 86.1 83 
45 590-01-2 Prooanoic acid , butvl ester 130.2 145 
46 591-87-7 Acetic acid , 2-orooenyl ester 100.1 103 
47 592-84-7 Formic acid, butyl ester 102.1 107 
48 84-66-2 1,2-Benzenedlcarboxvllc acid , diethvl ester 222.2 298 
49 1002-84-2 Pentadecanoic acid 242.4 339 

assumed 
outlet 
equilibriu 
m of 
isotherm 
PPMVM 

0.100 
g ads/100 
a carbon 

0.844 
0.415 

0.822 

8.924 

1.634 

0 .377 
0.319 
1.648 

0.035 

1.840 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

estimated by BP and MW with 
conservativatlsm for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Shepherd (Shepherd 2001 l bv Yaws (Yaws 19951 

Estimated Estimated 
difference Carbon Predicted Carbon Predicted 
with BP % error with Caoacitv RE OF Capacity RE OF 

and MW Yaws mass in/ mass in I 
estimation oredictlon o/100 o C % mass out g/100 g C % mass out 

5 90 10 5 90 10 
20 98 50 20 98 50 

5 90 10 5 90 10 
40 98 50 40 98 50 
10 95 20 10 95 20 
10 95 20 10 95 20 

(0 .1 56) -18.42 1 50 2 0.5 20 1.25 
(0 .085) -20.35 0.5 20 1.25 0 0 1 

2 80 5 2 80 5 
(0.178 -21 .62 1 50 2 0.5 20 1.25 

10 95 20 10 95 20 
2 80 5 2 80 5 
2 80 5 2 80 5 
1 50 2 1 50 2 
1 50 2 1 50 2 

(1 .076) -12.05 10 95 20 5 90 10 
2 80 5 2 80 5 
5 90 10 5 90 10 
1 50 2 1 50 2 
1 50 2 1 50 2 
1 50 2 1 50 2 

10 95 20 10 95 20 
2 80 5 2 80 5 

10 95 20 10 95 20 
2 80 5 2 80 5 

0.634 38 .80 1 50 2 1 50 2 
2 80 5 2 80 5 

10 95 20 10 95 20 
0.377 100.00 0 0 1 0 0 1 

<0 .681 -213.35 1 50 2 0 0 1 
(0.352 -21 ,34 2 80 5 1 50 2 

2 80 5 2 80 5 
10 95 20 10 95 20 
10 95 20 10 95 20 
10 95 20 10 95 20 
10 95 20 10 95 20 

(0.965) -2769.19 1 50 2 0 0 1 
10 95 20 10 95 20 
40 98 50 40 98 50 
40 98 50 40 98 50 

2 80 5 2 80 5 
40 98 50 40 98 50 

0.840 45.65 1 50 2 1 50 2 
1 50 2 1 50 2 
2 80 5 2 80 5 
2 80 5 2 80 5 
2 80 5 2 80 5 

40 98 50 40 98 50 
40 98 50 40 98 50 
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Table 3-2 Compounds detected >0.1 ppm 

carbon loading estimate 
no of constants 
comp 
ound CAS Compound Name (COPC\ MW Boilina ot. A B C 

50 107-92-6 Butanoic acid 88.1 163.5 1.22589 0.26481 -0.03737 
51 2091-29-4 9-Hexadecenoic acid 254.4 350 
52 544-63-8 Tetradecanoic acid 228.4 326 
53 57-10-3 Hexadecanoic acid 256.4 399 
54 64-19-7 Acetic acid 60.1 118 -0.05553 0.6841 -0.06071 
55 105-42-0 2-Hexanone, 4-methvl- 114.2 140 
56 106-35-4 3-Heotanone 114.2 147 
57 106-68-3 3-Octanone 128.2 166 
58 107-87-9 2-Pentanone 86.1 102 
59 108-10-1 2-Pentanone, 4-methy~ (MIBK) 100.2 117.4 
60 110-43-0 2-Heptanone 114.2 150 
61 111 -13-7 2~0ctanone 128.2 173 
62 112-12-9 2-Undecanone 170.3 229 
63 123-19-3 4-Heptanone 114.2 144 
64 1534-26-5 3-Tridecanone 198.4 263 
65 1534-27-6 3-Dodecanone 184.3 250 
66 15932-80- CyclOhexanone, 5-methy~2-(1 -methylethylidene)- 152.2 224 
67 22026-12- 6-Tridecanone 198.4 263 
68 2216-87-7 3-Undecanone 170.3 227 
69 50639-02- 5-Undecanone, 2-methvl- 184.3 210 
70 563-80-4 2-Butanone, 3-methv~ 86.1 94 
71 589-38-8 3-Hexanone -100.2 123 
72 589-63-9 4-Octanone 128.2 166 
73 591-78-6 2-Hexanone 100.2 127 
74 593-08-8 2-Tridecanone 198.4 255 
75 629-23-2 3-Tetradecanone 212.4 263 
76 67-64-1 2-Prooanone 58.1 56 -0.14546 0.47497 -0.02286 
77 763-93-9 3-Hexen-2-one 98.1 140 
78 78-93-3 2-Butanone 72.1 80 0.46525 0.37688 -0.02801 
79 78-94-4 3-Buten-2-one 70.1 82 
80 821-55-6 2-Nonanone 142.2 195 
81 89-82-7 Cvclohexanone, 5-methyl-2-( 1-methvlethvliden el 152.2 224 
82 925-78-0 3-Nonanone 142.2 188 
83 928-68-7 2-Heptanone, 6-methv~ 128.2 165 
84 98-86-2 Ethanone, 1-Phenv~ 120.2 201.7 
85 110-62-3 Pentanal 86.1 103 
86 111 -71-7 Heptanal 114.2 153 
87 123-38-6 Propanal 58.1 49 0.05519 0.49738 -0.04331 
88 123-72-8 Butanal 72.1 76 0.45056 0.37372 -0.02689 
89 124-13-0 Octanal 128.2 171 
90 124-19-6 Nonanal 142.2 93 
91 19269-28 Hexanal, 3-methy~ 114.2 143 
92 66-25-1 Hexanal 100.2 131 
93 75-07-0 Acetaldehyde 44.1 20.1 -1 .17047 0.62766 -0.02475 
94 104-76-7 1-Hexanol, 2-ethvl- 130.2 183 
95 111-70-6 1-Heotanol 116.2 176 
96 112-92-5 1-Octadecanol 270.5 336 
97 14898-79- 2-Butanol 74.1 100 0.76814 0.34611 -0.03478 
98 2136-70-1 Ethanol, 2-(tetradecvloxv}- 258.4 253 

assumed 
outlet 
equilibriu 
mof 
isotherm 
PPMV(V) 

0.100 
g ads/100 
a carbon 

8.389 

0.158 

0.227 

1.149 

0.327 
1.122 

0.015 

2.439 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

estimated by BP and MW wrth 
conservativatism for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Shepherd (Shepherd 2001 l by Yaws (Yaws 1995) 

Estimated Estimated 
difference Carbon Predicted Carbon Predicted 
with BP % errorwrth Caoacrtv RE OF Caoacrtv RE OF 
and MW Yaws mass in/ mass in I 

estimation Prediction a/100 a C % mass out a/100 g C % mass out 

(1.611) -1 9.20 10 95 20 5 90 10 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 

(1 .842' -1162.90 2 80 5 0 0 1 
2 80 5 2 80 5 
2 80 5 2 80 5 

10 95 20 10 95 20 
2 80 5 2 80 5 
2 80 5 2 80 5 
2 80 5 2 80 5 

10 95 20 10 95 20 
40 98 50 40 98 50 

2 80 5 2 80 5 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 

1 50 2 1 50 2 
2 80 5 2 80 5 

10 95 20 10 95 20 
2 80 5 2 80 5 

40 98 50 40 98 50 
40 98 50 40 98 50 

(0.773 -339.84 1 50 2 0 0 1 
2 80 5 2 80 5 

0.149 12.98 1 50 2 1 50 2 
1 50 2 1 50 2 

10 95 20 10 95 20 
40 98 50 40 98 50 
10 95 20 10 95 20 
10 95 20 10 95 20 
10 95 20 10 95 20 
2 80 5 2 80 5 

10 95 20 10 95 20 
(0 .173) -52.92 0.5 20 1.25 0 0 1 
0.122 10.86 1 50 2 1 50 2 

10 95 20 10 95 20 
1 50 2 1 50 2 
2 80 5 2 80 5 
2 80 5 2 80 5 

0.015 100.00 0 0 1 0 0 1 
10 95 20 10 95 20 
10 95 20 10 95 20 
40 98 50 40 98 50 

1.439 59.00 1 50 2 1 50 2 
40 98 50 40 98 50 
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Table 3-2 Compounds detected >0.1 ppm 

assumed 
outlet 
equilibriu 
m of 
Isotherm 
PPMV(v) 

carbon loading estimate 
no of constants 0.100 
comp g ads/100 
ound CAS Compound Name (COPC) MW Boiling pt. A B C g carbon 

99 36653-82 1-Hexadecanol 242.4 344 
100 51411-24- 6, 1 O-Oodecadien-1-ol, 3, 7, 11-trimethy~ 224.4 216 
101 57-55-6 1,2-Propanediol 76.1 187.6 
102 598-32-3 3-Buten-2-ol 72.1 96 
103 6032-29-7 2-Pentanol 88.2 118 
104 627-27-0 3-Buten-1-ol 72.1 113 
105 64-17-5 Ethanol 46.1 78.3 -0.51153 0.67525 -0.04473 0.059 
106 67-56-1 Methanol 32.0 64.6 -1.96739 0.82107 -0.01393 0.002 
107 67-63-0 2-ProPanol 60.1 82.4 0.27183 0.46419 -0 .03682 0.590 
108 71-23-8 1-Propanol 60.1 97.2 0.38644 0.48033 -0.04505 0.726 
109 75-65-0 2-Propanol, 2-methy~ 74.1 82.2 
110 75-84-3 1-Propanol, 2,2-dimethvl- 88.2 113 
111 75-85-4 2-Butanol, 2-methvl- 88.2 102 
112 78-92-2 2-Butanol 74.1 99.5 0.76814 0.34611 -0.03478 2.439 
113 87-68-3 1,3-Butadiene, 1, 1,2.3,4,4-hexachloro- 260.8 210 
114 96-41 -3 Cvclopentanol 86.1 139 
115 1184-60-7 1-Propene. 2-fluoro- 60.1 -24 
116 127-18-4 Ethene, tetrachloro- 165.8 121 .1 1.40596 0.20802 -0.02097 15.030 
117 156-59-2 Ethene, 1,2-dich loro-, /Zl- 96.9 60 0.47567 0.39061 -0.02554 1.147 
118 1717-00-6 Ethane, 1, 1-dichloro-1-fluoro- (freon 14b) 117.0 32 
119 56-23-5 Methane, tetrachloro- 153.8 76.7 1.07481 0.28186 -0.02273 5.891 
120 74-87-3 Methane, chloro- (R-40) 50.5 -24.2 -1.91871 0 .62053 -0 .00549 0.003 
121 75-02-5 Ethene fluoro- 46.0 -72 
122 75-09-2 Methane, dichloro- 84.9 39.8 -0.07043 0.4921 -0 .02276 0.260 
123 75-45-6 Methane, chlorodijluoro- (R-22) 86.5 -40.8 
124 75-68-3 Ethane, 1-chloro-1 1-difluoro- (R-142) 100.5 -1 0 
125 75-69-4 Methane, trlchlorofluoro- (R-11) 137.4 23.7 0.17307 0.40715 -0.01915 0.558 
126 6031 -02-3 Benzene (1 -methylpentvl)- 162.3 208 
127 100-41-4 Benzene, ethv~ 106.2 136.2 
128 100-42-5 Benzene, ethenyl- 104.2 145.2 
129 106-42-3 Benzene, 1,4-dimethv~ 106.2 138 
130 108-38-3 Benzene, 1,3-dimethv~ 106.2 139.1 
131 108-88-3 Benzene, methy~ 92.1 110.6 
132 3290-53-7 Benzene. (2-methvl-2-propenvll- 132.2 183 
133 538-68-1 Benzene, oentvl- 148.3 205 
134 637-50-3 Benzene, 1-propeny~ 118.2 175.5 
135 643-58-3 1, 1 ' -Biphenvl, 2-methv~ 168.2 255 
136 71-43-2 Benzene 78.1 80.1 
137 92-52-4 1 ,1'-Biphenyl 154.2 255 
138 95-47-6 Benzene 1,2-dlmethyl- 106.2 144 
139 74-99-7 1-Propyne 40.1 -23 -2 .52865 1.74715 -0 .21635 0.000 
140 20184-91- 4-Nonvne 124.2 154 
141 61 142-40- 4-Undecene, 4-methy~ 168.3 193 
142 629-73-2 1-Hexadecene 224.4 274 
143 74630-39- 1-Undecene, 4-methv~ 168.3 193 
144 74630-48- 3-Undecene, 2-methv~ (Zl- 168.3 193 
145 764-96-5 5-Undecene, (Zl- 154.3 192.3 
146 821 -74-9 4,5-Nonadiene 124.2 142.5 
147 1008-80-6 Naphthalene, decahydro-2,3-dimethy~ 166.3 187 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

estimated by BP and MW with 
conservativatism for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Shepherd (Shepherd 2001) by Yaws (Yaws 1995) 

Estimated Estimated 
difference Carbon Predicted Carbon Predicted 
with BP % error with Capacity RE OF Capacity RE OF 
and MW Yaws mass In/ mass in/ 

estimation prediction g/100 g C % mass out o/100 o C % mass out 

40 98 50 40 98 50 
40 98 50 40 98 50 
10 95 20 10 95 20 

1 50 2 1 50 2 
2 80 5 2 80 5 
2 80 5 2 80 5 

(0.941) -1604.16 1 50 2 0 0 1 
(0 .998 -63343.92 1 50 2 0 0 1 
(0.410 -69.50 1 50 2 0.5 20 1.25 
(0.274) -37.70 1 50 2 0.5 20 1.25 

1 50 2 1 50 2 
2 80 5 2 80 5 
2 80 5 2 80 5 

1.439 59.00 1 50 2 1 50 2 
40 98 50 40 98 50 

2 80 5 2 80 5 
0 0 1 0 0 1 

10.030 66.73 5 90 10 5 90 10 
0.147 12.81 1 50 2 1 50 2 

0.5 20 1.25 0.5 20 1.25 
3.891 66.05 2 80 5 2 80 5 
0.003 100.00 0 0 1 0 0 1 

0 0 1 0 0 1 
(0 .240) -92.42 0.5 20 1.25 0 0 1 

0 0 1 0 0 1 
0 0 1 0 0 1 

0.558 100.00 0 0 1 0 0 1 
40 98 50 40 98 50 

2 80 5 2 80 5 
2 BO 5 2 80 5 
2 80 5 2 BO 5 
2 BO 5 2 80 5 
2 BO 5 2 so· 5 

10 95 20 10 95 20 
10 95 20 10 95 20 
10 95 20 10 95 20 
40 98 50 40 98 50 

1 50 2 1 50 2 
40 98 50 40 98 50 

2 BO 5 2 BO 5 
0.000 100.00 0 0 1 0 0 1 

10 95 20 10 95 20 
20 98 50 20 98 50 
40 98 50 40 98 50 
20 98 50 20 98 50 
20 98 50 20 98 50 
20 98 50 20 98 50 

2 80 5 2 BO 5 
20 98 50 20 98 50 
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Table 3-2 Compounds detected >0.1 ppm 

assumed 
outlet 
equilibriu 
mof 
isotherm 
PPMV (y) 

carbon loading estimate 
noof constants 0.100 
comp g ads/100 
ound GAS Compound Name (COPC) MW Boil ina Pl. A B C a carbon 

148 108-87-2 Cyclohexane, methy~ 98.2 101 
149 110-82-7 Cyclohexane 84.2 80.7 
150 1472-09-9 Cyclopropane octv~ 154.3 150.8 
151 1618-22-0 Naphthalene, decahvdro-2,6-dimethvl- 166.3 187 
152 1630-94-0 Cvclopropane, 1 , 1-dlmethvl- 70.1 21 
153 1678-93-9 Cvclohexane, butvl- 140.3 181 
154 2415-72-7 CvcloProPane, ProPv~ 84.2 69 
155 287-92-3 Cyclopentane 70.1 49.3 
156 2883-05-8 Octane, 2-cvclohexv~ 196.4 181 
157 294-62-2 Cyclododecane 168.3 239 
158 2958-76-1 Naphthalene, decahvdro-2-methv~ 152.3 201 
159 3073-66-3 Cvclohexane 1 1,3-trimethv~ 126.2 136.6 
160 32281 -85- Cyclopentane, 1,3-dimethvl-2-(1-methvlethvll- 140.3 92 
161 3604-14-6 Naohthalene, decahvdro-1 ,2-dimethvl- 166.3 187 
162 41977-33- Cvcloprooane, 1-Pentvl-2-proov~ 154.3 151 
163 4292-92-6 Cyclohexane, pentyl- 154.3 203.7 
164 4806-61-5 Cyclobutane, ethv~ 84.2 71 
165 493-02-7 Naphthalene, decahvdro-, trans- 138.3 167.3 
166 54676-39- Cvclohexane , 2-butv~1, 1,3-trimethv~ 182.4 203.7 
167 55937-92- Blcvclo[4 .1.0]hePtane, 2-methv~7-oentvl- 180.3 203.7 
168 594-11-6 Cyclopropane, methy~ 56.1 0.7 
169 598-61 -8 Cvclobutane methv~ 70.1 36.3 
170 61142-20- Cvclohexane, (4-methvlPentvll- 168.3 203.7 
171 7058-0 t -7 Cvclohexane, /1-methvloroovll- 140.3 179.3 
172 7094-26-0 Cvclohexane, 1, 1,2-trimethy~ 126.2 145.2 
173 822-50-4 Cvclopentane, 1 ,2-dlmethv~. trans- 98 .2 92 
174 1002-43-3 Undecane, 3-methy~ 170.3 195 
175 106-97-8 Butane 58 .1 -0.45 0.03071 0.34304 -0 .01596 0.470 
176 107-83-5 Pentane, 2-methv~ 66.2 62 
177 108-08-7 Pentane, 2,4-d imethv~ 100.2 81 
178 109-66-0 Pentane 72 .2 36.1 
179 110-54-3 Hexane 86.2 69 
180 111 -65-9 Octane 114.2 126 
181 111-84-2 Nonane 128.3 150.8 
182 1120-2 1-4 Undecane 156.3 195.6 
183 112-40-3 Dodecane 170.3 216.3 
184 124-18-5 Decane 142.3 174.1 
185 13151-34- Decane, 3-methvl- 156.3 190 
186 13151 -35- Decane, 5-methvl- 156.3 190 
187 13286-73- Tridecane 3-ethv~ 212.4 252 
188 13287-21 - Tridecane, 6-methy~ 198.4 235 
189 142-82-5 Heptane 100.2 98.4 
190 14720-74- Heptane, 2,2,4-trimethvl- 142.3 148 
191 1560-96-9 Tridecane 2-methvl- 198.4 248 
192 1632-70-8 Undecane, 5-methvl- 170.3 195 
193 17301 -23- Undecane , 2,6-dimethvl- 184.4 195 
194 17301-25- Undecane, 2,8-dimethvl- 184.4 195 
195 17301-27- Undecane, 2, 10-dimethv~ 184.4 195 
196 17301-29- Undecane, 3,7-dimethv~ 184.4 195 

24590-WTP·RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

estimated by BP and MW with 
conservativatism for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Sheoherd (Shepherd 20011 bv Yaws /Yaws 1995) 

Estimated Estimated 
difference Carbon Predicted Carbon Predicted 
wtth BP % errorwtth Capacttv RE DF Capactty RE DF 
and MW Yaws mass In I mass in I 

estimation prediction a/100 a C % mass out a/100 a C % mass out 

2 80 5 2 80 5 
1 50 2 1 50 2 

20 98 50 20 98 50 
20 98 50 20 98 50 

0 0 1 0 0 1 
10 95 20 10 95 20 

1 50 2 1 50 2 
0.5 20 1.25 0.5 20 1.25 
20 98 50 20 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 

2 80 5 2 80 5 
1 50 2 1 50 2 

20 98 50 20 96 50 
20 98 50 20 96 50 
40 98 50 40 98 50 

1 50 2 1 50 2 
10 95 20 10 95 20 
40 96 50 40 98 50 
40 98 50 40 98 50 

0 0 1 0 0 1 
0.5 20 1.25 0.5 20 1.25 
40 96 50 40 98 50 
10 95 20 10 95 20 

2 80 5 2 80 5 
1 50 2 1 50 2 

20 98 50 20 98 50 
0.470 100.00 0 0 1 0 0 1 

1 50 2 1 50 2 
1 50 2 1 50 2 

0.5 20 1.25 0.5 20 1.25 
1 50 2 1 50 2 
2 80 5 2 80 5 

10 95 20 10 95 20 
20 96 50 20 98 50 
40 98 50 40 98 50 
10 95 20 10 95 20 
20 98 50 20 98 50 
20 98 50 20 98 50 
40 98 so 40 98 50 
40 98 50 40 98 50 

1 50 2 1 50 2 
2 80 5 2 80 5 

40 98 50 40 98 50 
20 98 50 20 98 50 
20 98 50 20 98 50 
20 98 50 20 98 50 
20 98 50 20 98 50 
20 98 so 20 98 50 
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Table 3-2 Compounds detected >0.1 ppm 

assumed 
outlet 
equilibriu 
mof 
Isotherm 
PPMV (y} 

carbon loading estimate 
noof constants 0.100 
comp g ads/100 
ound CAS Compound Name (COPC) MW BoilinA pt. A B C g carbon 

197 17301-30- Undecane 3 8-dimethvl- 184.4 195 
198 17301-32- Undecane, 4,7-dimethvl- 184.4 195 
199 17301-94- Nonane, 4-methyl- 142.3 165.7 
200 17302-28- Nonane 2 6-dimethyl- 156.3 165 
201 17302-32- Nonane 3,7-dimethvl- 156.3 165 
202 17312-50 Decane, 2,5-d imethvl- 170.3 195 
203 17312-57- Dodecane, 3-methvl- 184.4 216 
204 17312-60- Undecane 6-ethyl- 184.4 216 
205 17312-73- Undecane, 5 5-dimethyl- 184.4 216 
206 17312-76 Undecane, 6,6-dimelhvl- 184.4 216 
207 17312-77- Undecane, 2,3-dimethv~ 184.4 216 
208 17312-80- Undecane 2,4-dimelhvl- 184.4 216 
209 17312-82- Undecane 4 6-dimethyl- 184.4 216 
210 17453-94- Undecane, 5-ethy~ 184.4 216 
211 20278-85- Heotane, 2,3,5-trimethvl- 142.3 160.7 
212 2213-23-2 Heptane, 2 4-dimelhvl- 128.3 133 
213 2216-33-3 Octane, 3-methv~ 128.3 144 
214 2216-34-4 Octane, 4-methvl- 128.3 142 
215 25117-24- Tetradecane 4-methvl- 212.4 253.7 
216 25117-31 - Tridecane 5-methvl- 198.4 235 
217 26730-12- Tridecane, 4-methy~ 198.4 235 
218 26730-14- Tridecane, 7-melhv~ 198.4 235 
219 2847-72-5 Decane 4-methvl- 156.3 187 
220 2980-69-0 Undecane, 4-methvl- 170.3 210 
221 31295-56- Dodecane, 2 6 1 1-trimethvl- 212.4 252 
222 3891-98-3 Dodecane, 2,6, 10-trimethvl- 212.4 252 
223 4032-93-3 Heptane, 2,3,6-trimethvl- 142.3 156 
224 52896-90- Heptane, 3-elhvl-5-methvl- 142.3 158.2 
225 544-76-3 Hexadecane 226.4 287 
226 55030-62- Tridecane , 4,8-dimethvl- 212.4 253.7 
227 55045-07- Dodecane, 2-methv~8-proov~ 226.4 253.7 
228 55045-11 - Tridecane, 5-propy~ 226.4 253.7 
229 562-49-2 Pentane, 3,3-dimethvl- 100.2 90 
230 56292-65- Dodecane, 2,5-dimethvl- 198.4 235 
231 565-59-3 Pentane , 2,3-dimethy~ 100.2 90 
232 589-34-4 Hexane, 3-melhvl- 100.2 92 
233 589-43-5 Hexane, 2,4-dimethv~ 114.2 109 
234 589-53-7 Heptane, 4-methy~ 114.2 118 
235 589-81-1 Heotane, 3-methvl- 114.2 119 
236 591-76-4 Hexane 2-methvl- 100.2 90 
237 592-27-8 Heptane, 2-methvl- 114.2 118 
236 61141 -72- Dodecane, 4,6-dimelhv~ 198.4 235 
239 6117-97-1 Dodecane, 4-methyl- 184.4 216 
240 617-78-7 3-Ethylpentane 100.2 93 
241 62016-30- Octane, 2 3 3-trimethvl- 156.3 174 
242 62016-34- Octane, 2,3,7-trimethvl- 156.3 174 
243 62108-21- Decane, 6-ethyl-2-methy~ 184.4 216 
244 62106-25- Decane, 2,6,7-trimelhvl- 164.4 216 
245 62108-27 Decane, 2,4,6-trlmethyl- 184.4 216 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

estimated by BP and MW with 
conservativatism for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Sheoherd /Sheoherd 2001\ bv Yaws {Yaws 1995) 

Estimated Estimated 
difference Carbon Predicted Carbon Predicted 
wtth BP % errorwtth Capactty RE DF Capactty RE DF 
and MW Yaws mass In I mass In I 

estimation prediction a/100 a C % mass out a/100 g C % mass out 

20 98 50 20 98 50 
20 98 50 20 98 50 
10 95 20 10 95 20 
20 98 50 20 98 50 
20 98 50 20 98 50 
20 98 50 20 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
10 95 20 10 95 20 

2 80 5 2 80 5 
2 BO 5 2 BO 5 
2 80 5 2 80 5 

40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
20 98 50 20 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
10 95 20 10 95 20 
10 95 20 10 95 20 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 

1 50 2 1 50 2 
40 98 50 40 98 50 

1 50 2 1 50 2 
1 50 2 1 50 2 
2 80 5 2 80 5 
2 60 5 2 60 5 
2 80 5 2 BO 5 
1 50 2 1 50 2 
2 80 5 2 BO 5 

40 98 50 40 98 50 
40 96 50 40 98 50 

1 50 2 1 50 2 
20 98 50 20 98 50 
20 98 50 20 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 96 50 40 96 50 
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Table 3-2 Compounds detected >0.1 ppm 

assumed 
outlet 
equilibriu 
mof 
Isotherm 
PPMV(y} 

carbon loading estimate 
noof constants 0.100 
comp g ads/100 
ound CAS Compound Name (COPC\ MW Boilina ot. A B C g carbon 

246 62238-1 3- Oecane, 2,3,7-trimethvl- 184.4 216 
247 629-50-5 Tridecane 184.4 235.4 
248 629-59-4 Tetradecane 198.4 253.7 
249 629-62-9 Pentadecane 212.4 270.6 
250 629-78-7 Heotadecane 240.5 301 .8 
251 74-98-6 Propane 44 .1 -42 -0.7946 0.49029 -0 .02398 0.049 
252 75-28-5 Propane 2-methv~ 58.1 -11 .7 -0.01676 0.33495 -0.01274 0.432 
253 78-78-4 Butane 2-methvl- 72.2 30 
254 96-14-0 Pentane, 3-methvl- 86.2 64 
255 565-75-3 Pentane, trlmethv~. Isomer 114.3 113.5 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and I mmobilization Plant 

estimated by BP and MW wrth 
conservallvatism for mixing and 

estimated by BP and MW as per values no higher than predicted 
A. Shepherd (Shepherd 2001} by Yaws (Yaws 1995) 

Estimated Estimated 
difference Carbon Predicted Carbon Predicted 
wrth BP % errorwrth Capacrtv RE OF Capacrtv RE OF 
and MW Yaws mass In / mass in/ 

estimation prediction g/100 g C % mass out g/100 g C % mass out 

40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 
40 98 50 40 98 50 

0.049 100.00 0 0 1 o 0 1 
0.432 100.00 0 0 1 0 o 1 

0.5 20 1.25 0.5 20 1.25 
1 50 2 1 so 2 
2 80 5 2 80 5 
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Attachment 4 

COPCs 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

Tables of DF Analysis Results 

Table 4-1 

Table 4-2 Compounds Detected >0.1 ppmv 
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24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 
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Table 4-1 

no of 
compound 

1 

2 

3 

4 

5 

6 

7 

8 

9 

10 

11 

12 

13 

14 

15 

16 

17 

18 

19 

20 

21 

22 

23 

24 

25 

26 

27 

28 

29 

30 

31 

32 

33 

34 

35 

36 

37 

38 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

COPCs 
reduced 

Adsorption Adsorption 
Oxidizer DF DF DF Combined DF 

massflow in I massflow in I massflow in I massflow in I 
CAS # Compound massflow out massflow out massflow out massflow out 

100-00-5 p-Nitrochlorobenzene 10000 50 5 50000 

100-21 -0 p-Phthalic acid 20 50 50 1000 

100-41-4 Ethyl benzene 10000 5 1 10000 

100-42-5 Styrene 10000 5 1 10000 

10061 -01-5 cis-1,3-Dichloropropene 100 5 1 100 

10061-02-6 trans-1 ,3-Dichloropropene 50 5 1 50 

101-55-3 4-Bromophenylphenyl ether 3.33 50 50 167 

101-84-8 Diphenyl ether 50 50 5 250 

106-35-4 3-Heptanone 10000 5 1 10000 

106-42-3 p-Xylene (Dimethyl benzene) 1000 5 1 1000 

106-46-7 1,4-Dichlorobenzene 50 20 2 100 

106-88-7 1,2-Epoxybutane 10000 1.25 1 10000 

106-93-4 Ethylene dibromide (Dibromoethane) 1 10 10 10 

106-97-8 Butane (R-600) 10000 1 1 10000 

106-99-0 1,3-Butadiene 10000 1 1 10000 

107-02-8 Acrolein 10000 1 1 10000 

107-05-1 3-Chloropropene (Allyl chloride) 10000 1.25 1 10000 

107-06-2 1,2-Dichloroethane (Ethylene chloride) 10000 2 1 10000 
(freon 150) 

107-12-0 Propionitrile 10000 1 1 10000 

107-13-1 Acrylonilrile 10000 1 1 10000 

107-18-6 2-Propene-1-ol 10000 1.25 1 10000 

107-31 -3 Formic acid, methyl ester 10000 1 1 10000 

107-66-4 Dibutylphosphate 10000 5 1 10000 

107-87-9 2-Pentanone 10000 5 1 10000 

108-03-2 1-Nitropropane 10000 5 1 10000 

108-05-4 Vinyl acetate 10000 2 1 10000 

108-10-1 Hexane (4-Methyl-2-pentanone or 10000 5 1 10000 
MIBK) 

108-20-3 Bis(isopropyl)ether 10000 2 1 10000 

108-38-3 m-Xylene (Dimethyl benzene) 1000 5 1 1000 

108-39-4 m-Cresol 1000 20 2 2000 

108-87-2 Methylcyclohexane 10000 5 1 10000 

108-88-3 Toluene 10000 5 1 10000 

108-90-7 Ch lorobenzene 20 5 5 100 

108-93-0 Cyclohexanol 10000 20 2 20000 

108-94-1 Cyclohexanone 10000 20 2 20000 

108-95-2 Phenol 10 20 20 200 

109-66-0 n-Pentane 10000 1.25 1 10000 

109-99-9 Tetrahydrofuran 10000 1.25 1 10000 
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Table 4-1 

no of 
compound 

39 

40 

41 

42 

43 

44 

45 

46 

47 

48 

49 

50 

51 

52 

53 

54 

55 

56 

57 

58 

59 

60 

61 

62 

63 

64 

65 

66 

67 

68 

69 

70 

71 

72 

73 

74 

75 

76 

COPCs 

CAS# Compound 

110-12-3 5-Methy1-2-hexanone 

110-43-0 2-Heptanone 

110-54-3 n-Hexane 

110-62-3 n-Valeraldehyde 

110-82-7 Cyclohexane 

110-83-8 Cyclohexene 

110-86-1 Pyridine 

111-65-9 n-Octane 

111-76-2 Ethylene glycol monobutyl ether 

111-84-2 n-Nonane 

117-81 -7 Bis(2-ethylhexyl)phthalate (DEHP) 

11 7-84-0 n-Dioctyl phthalate 

120-12-7 Anthracene 

120-82-1 1,2,4-Trichlorobenzene 

120-83-2 2,4-Dichlorophenol 

121-44-8 Triethylamine 

121-69-7 Dimethylaniline 

122-39-4 N.N-Dipheny1amine 

123-19-3 4-Heptanone 

123-38-6 n-Propionaldehyde 

123-51 -3 3-Methyl-1-butanol 

123-86-4 Acetic acid n-butyl ester 

123-91 -1 1,4-Dioxane 

126-73-8 Tributyl phosphate 

126-98-7 2-Methyl-2-propenenitrile 
(Methacrylonitrile) 

127-18-4 Perchloroethylene 
(tetrachloroethylene) 

127-19-5 N ,N-Dimethylacetamide 

128-37-0 2,6-Bis(tert-butyl)-4-methylphenol 

129-00-0 Pyrene 

1321-64-8 Pentachloronaphthalene 

1321-65-9 Trichloronaphthalene 

132-64-9 Dibenzofuran 

1335-87-1 Hexachloronaphthalene 

1335-88-2 Tetrachloronaphthalene 

1336-36-3 Polychlorinated biphenyls (PCBs) 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

reduced 
Adsorption Adsorption 

Oxidizer DF DF DF Combined DF 

massflow in/ massflow in / massflow in / massflow in / 
massflow out massflow out massflow out massflow out 

10000 5 1 10000 

10000 5 1 10000 

10000 2 1 10000 

10000 5 1 10000 

10000 2 1 10000 

10000 2 1 10000 

10000 5 1 10000 

10000 5 1 10000 

10000 20 2 20000 

10000 20 2 20000 

10000 50 5 50000 

10000 50 5 50000 

1000 · 50 5 5000 

100 50 5 500 

3.33 50 50 167 

10000 2 1 10000 

10000 20 2 20000 

50 50 5 250 

10000 5 1 10000 

10000 1 1 10000 

10000 5 1 10000 

10000 5 1 10000 

10000 2 1 10000 

10000 50 5 50000 

10000 2 1 10000 

1 10 10 10 

10000 10 1 10000 

10000 50 5 50000 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

141-78-6 Acetic acid ethyl ester (Ethyl acetate) 10000 2 1 10000 

141 -79-7 4-Methyl-3-penten-2-one 10000 5 1 10000 

142-82-5 n-Heptane 10000 2 1 10000 
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Table 4-1 COPCs 

no of 
compound CAS# Compound 

77 144-62-7 Oxalic acid 

78 156-60-5 trans-1,2-Dichloroethylene 

79 1634-04-4 Methyl tert-butyl ether 

80 189-55-9 Dibenzo[a,i]pyrene 

81 189-64-0 Dibenzo[a,h]pyrene 

82 191-24-2 Benzo(g,h,i)perylene 

83 191-30-0 Benzo[a ,i]pyrene 

84 192-65-4 Dibenzo[a,e]pyrene 

85 193-39-5 lndeno(1 ,2,3-cd)pyrene 

86 206-44-0 Fluoranthene 

87 208-96-8 Acenaphthylene 

88 2234-13-1 Octachloronaphthalene 

89 224-42-0 Dibenz[a ,j)acridine 

90 226-36-8 Dibenz[a ,h)acridine 

91 25551-13-7 Trimethyl benzene 

92 26140-60-3 Terphenyls 

93 27154-33-2 Trichlorofluoroethane 

94 287-92-3 Cyclopentane 

95 3697-24-3 5-Methylchrysene 

96 3825-26-1 Ammonium perfluorooctanoate 

97 4170-30-3 2-Butenaldehyde (2-Butenal) 

98 50-00-0 Formaldehyde 

99 50-32-8 Benzo(a)pyrene 

100 53-70-3 Dibenzo(a,h)anthracene 

101 540-59-0 1,2-Dichloroethylene 

102 540-84-1 2,2,4-Trimethylpentane 

103 541-73-1 1,3-Dichlorobenzene 

104 56-23-5 Carbon tetrachloride (R-10) 

105 563-80-4 3-Methyl-2-butanone 

106 56-49-5 3-Methylcholanthrene 

107 57-14-7 1, 1-Dimethylhydrazine 

108 58-90-2 2,3,4,6-Tetrachlorophenol 

109 591-78-6 2-Hexanone 

110 59-50-7 4-Chloro-3-methylphenol 

111 59-89-2 N-Nitrosomorpholine 

112 602-87-9 5-Nitroacenaphthene 

113 60-29-7 Ethyl ether 

114 603-34-9 Triphenylamine 

115 60-34-4 Methylhydrazine 

116 60-35-5 Acetamide 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

reduced 
Adsorption Adsorption 

Oxidizer DF DF DF Combined DF 

massflow in / massflow in I massflow in I massflow in I 
massflow out massflow out massflow out massflowout 

10 20 20 200 

10000 1.25 1 10000 

10000 2 1 10000 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

3.33 50 50 167 

1000 20 2 2000 

3.33 50 50 167 

1 10 10 10 

10000 1.25 1 10000 

3.33 50 50 167 

3.33 50 50 167 

10000 2 1 10000 

10000 1 1 10000 

3.33 50 50 167 

3.33 50 50 167 

10000 1.25 1 10000 

10000 2 1 10000 

50 20 2 100 

1 5 5 5 

10000 2 1 10000 

3.33 50 50 167 

10000 2 1 10000 

3.33 10 10 33 

1000 5 1 1000 

3.33 20 20 67 

10000 20 2 20000 

3.33 50 50 167 

10000 1.25 1 10000 

3.33 50 50 167 

10000 1 1 10000 

10000 20 2 20000 
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noof 
compound 

117 

118 

119 

120 

121 

122 

123 

124 

125 

126 

127 

128 

129 

130 

131 

132 

133 

134 

135 

136 

137 

138 

139 

140 

141 

142 

143 

144 

145 

146 

147 

148 

149 

150 

151 

152 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

COPCs 

reduced 
Adsorption Adsorption 

Oxidizer OF DF DF Combined DF 

massflow in / massflow in/ massflow in I massflow in / 
CAS# Compound massflow out massflow out massflow out massflow out 

621-64-7 Di-n-Propylnitrosamine 10000 20 2 20000 

624-83-9 Methyl isocyanate 1000 1 1 1000 

627-13-4 Nitric acid, propyl ester 10000 5 1 10000 

62-75-9 N-Nitroso-N,N-dimethylamine 10000 20 2 20000 

630-20-6 1, 1, 1,2-Tetrachloroethane 1 10 10 10 

64-17-5 Ethyl alcohol 10000 1 1 10000 

64-18-6 Formic acid 10000 1 1 10000 

64-19-7 Acetic acid 10000 1 1 10000 

67-56-1 Methyl alcohol (Methanol) 10000 1 1 10000 

67-63-0 2-Propyl alcohol (lsopropanol) 10000 1.25 1 10000 

67-64-1 2-Propanone (Acetone) 10000 1 1 10000 

67-66-3 Chloroform (R-20) 1 2 2 2 

67-72-1 Hexachloroethane 1 50 50 50 

684-16-2 Hexafluoroacetone 1 1 1 1 

71-23-8 n-Propyl alcohol 10000 1.25 1 10000 

71 -36-3 n-Butyl alcohol 10000 5 1 10000 

71-43-2 Benzene 100 2 1 100 

71-55-6 Methyl chloroform (1, 1, 1- 1000 2 1 1000 
Trichloroethane) 

74-83-9 Bromomethane (Methyl bromide) 1000 1 1 1000 
(halon 1001) 

74-87-3 Chloromethane (Methyl chloride) (R- 20 1 1 20 
40) 

74-97-5 Bromochloromethane (halon 1011 ) 1 2 2 2 

74-99-7 Methylacetylene 10000 1 1 10000 

75-00-3 Chloroethane 1000 1 1 1000 

75-01-4 Vinyl ch loride (1-Chloroethene) 10000 1 1 10000 

75-05-8 Acetonitrile 1000 1 1 1000 

75-07-0 Acetaldehyde 10000 1 1 10000 

75-09-2 Dichloromethane (Methylene chloride) 50 1 1 50 
(R-30) 

75-12-7 Formamide 10000 1 1 10000 

75-15-0 Carbon disulfide 10000 1.25 1 10000 

75-21-8 Ethylene oxide (Oxirane) 10000 1 1 10000 

75-27-4 Bromodichloromethane 1 5 5 5 

75-34-3 1, 1-Dichloroethane 10000 2 1 10000 

75-35-4 1, 1-Dichloroethene (Vinylidene 10000 1.25 1 10000 
chloride) 

75-43-4 Dichlorofluoromethane (R-21 ) 1000 1 1 1000 

75-45-6 Chlorodifluoromethane (R-22) 50 1 1 50 

75-50-3 Trimethylamine 10000 1 1 10000 

Page H4-4 



Table 4-1 

no of 
compound 

153 

154 

155 

156 

157 

158 

159 

160 

161 

162 

163 

164 

165 

166 

167 

168 

169 

170 

171 

172 

173 

174 

175 

176 

177 

178 

179 

180 

181 

182 

183 

184 

185 

186 

187 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

COPCs 
reduced 

Adsorption Adsorption 
Oxidizer DF DF DF Combined DF 

massflow in / massflow in / massflow in / massflow in / 
CAS# Compound massflow out massflow out massflow out massflow out 

75-52-5 Nitromethane 10000 1 1 10000 

75-55-8 2-Methylaziridine 10000 1 1 10000 

75-61-6 Difluorodibromomethane (freon 12B2- 1 1 1 1 
halon 1202) 

75-63-8 Trifluorobromomethane (R-13B1) 1 1 1 1 

75-65-0 2-Methyl-2-propanol 10000 2 1 10000 

75-69-4 Trichlorofluoromethane (R-11) 1 1 1 1 

75-71-8 Dichlorodifluoromethane (R-12) 1 1 1 1 

76-03-9 Trichloroacetic acid 1 50 50 50 

76-11-9 1, 1, 1,2-Tetrachloro-2,2-difluoroethane 20 5 5 100 
(R-112a) 

76-12-0 1, 1,2,2-Tetrachloro-1,2-difluoroethane 20 5 5 100 
(R-112) 

76-13-1 1,2,2-Trichloro-1 , 1,2-trifluoroethane 20 2 2 40 
(Freon 113) 

76-14-2 1,2-Dichloro-1, 1,2,2-tetrafluoroethane 1 1 1 1 
(R-114) 

76-15-3 Chloropentafluoroethane (R-115) 1 1 1 1 

78-83-1 2-Methylpropyl alcohol (lsobutyl 10000 5 1 10000 
alcohol) 

78-87-5 1,2-Dichloropropane 1000 2 1 1000 

78-92-2 1-Methylpropyl alcohol (2-Butanol) 10000 2 1 10000 

78-93-3 Methyl ethyl ketone (MEK, 2- 1000 2 1 1000 
Butanone) 

79-00-5 1, 1,2-Trichloroethane 10000 5 1 10000 

79-01-6 Trichloroethylene 10000 2 1 10000 

79-09-4 Propionic acid 10000 2 1 10000 

79-10-7 2-Propenoic acid 10000 2 1 10000 

79-20-9 Methyl acetate 10000 1 1 10000 

79-34-5 1, 1,2,2-Tetrachloroethane 1 10 10 10 

83-32-9 Acenaphthene 3.33 50 50 167 

84-66-2 Diethyl phthalate 10000 50 5 50000 

84-74-2 Dibuty1 phthalate 10000 50 5 50000 

85-01-8 Phenanthrene 3.33 50 50 167 

85-68-7 Butylbenzyl phthalate 10000 50 5 50000 

86-73-7 Fluorene 3.33 50 50 167 

87-68-3 Hexachlorobutadiene 50 50 5 250 

88-06-2 2,4,6-Trichlorophenol 3.33 50 50 167 

88-72-2 2-Nitrotoluene 10000 20 2 20000 

88-75-5 2-Nitrophenol 3.33 20 20 67 

88-89-1 Picric acid 10000 50 5 50000 

91-20-3 Naphthalene 100 20 2 200 
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188 

189 

190 

191 

192 

193 

194 

195 

196 

197 

198 

199 

200 

201 

202 

203 

204 

205 

206 

COPCs 

CAS# Compound 

91-22-5 Quinoline 

91 -58-7 2-Chloronapthalene 

92-52-4 1, 1. -Biphenyl 

92-93-3 4-Nitrobiphenyl 

95-13-6 lndene 

95-47-6 o-Xylene 

95-48-7 o-Cresol (2-Methylphenol) 

95-49-8 2-Chlorotoluene 

95-50-1 o-Dichlorobenzene (1 ,2-
Dichlorobenzene) 

95-57-8 2-Chlorophenol 

95-95-4 2,4,5-Trichlorophenol 

96-18-4 1,2,3-Trichloropropane 

96-22-0 3-Pentanone 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

reduced 
Adsorption Adsorption 

Oxidizer OF DF DF Combined DF 

massflow in/ massflow in / massflow in/ massflow in/ 
massflow out massflow out massflow out massflow out 

10000 20 2 20000 

3.33 50 50 167 

1000 50 5 5000 

3.33 50 50 167 

1000 20 2 2000 

10000 5 1 10000 

1000 20 2 2000 

10000 20 2 20000 

50 20 2 100 

10000 20 2 20000 

3.33 50 50 167 

10000 20 2 20000 

10000 5 1 10000 

96-69-5 Bis(3-tert-butyl-4-hydroxy-6-methyl- 3.33 50 50 167 
phenyl)sulfide 

98-51-1 p-tert-Butylloluene 10000 20 2 20000 

98-82-8 Cumene 10000 20 2 20000 

98-83-9 alpha-Methylstyrene 100 20 2 200 

98-86-2 Acetophenone 100 20 2 200 

98-95-3 Nitrobenzene 10000 20 2 20000 
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no of 
compound 

1 

2 

3 

4 

5 

6 

7 

8 

9 

10 

11 

12 

13 

14 

15 

16 

17 

18 

19 

20 

21 

22 

23 

24 

25 

26 

27 

28 

29 

30 

31 

32 

33 

34 

35 

36 

37 

38 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

Compounds Detected >0.1 ppmv 

reduced 
Adsorption Adsorption 

Oxidizer DF DF DF Combined DF 

massflow in / massflow in / massflow in / massflow in / 
CAS# Compound massflow out massflow out massflow out massflow out 

541-05-9 Cyclotrisiloxane, hexamethyl- 10000 10 1 10000 

556-67-2 Cyclotetrasiloxane, octamethyl- 10000 50 5 50000 

USI000-06 tetramethylcyclotrisiloxane 10000 10 1 10000 

3622-84-2 Benzenesulfonamide, N-butyf- 5 50 50 250 

5145-07-1 2(3H)-Furanone, dihydro-3,5-dimethyl- 10000 20 2 20000 

108-47-4 Pyridine, 2,4-dimethyl- 10000 20 2 20000 

109-99-9 Furan, tetrahydro- 10000 1.25 1 10000 

110-00-9 Furan 10000 1 1 10000 

110-86-1 Pyridine 10000 5 1 10000 

1708-29-8 Furan, 2,5-dihydro- 10000 1.25 1 10000 

24405-16-1 2H-Pyran-2-one, tetrahydro-5,6- 10000 20 2 20000 
dimethyl-, trans-

289-95-2 Pyrimidine 10000 5 1 10000 

290-37-9 Pyrazine 10000 5 1 10000 

534-22-5 Furan, 2-methyl- 10000 2 1 10000 

930-22-3 Oxirane, ethenyl- 10000 2 1 10000 

96-48-0 2(3H)-Furanone, dihydro- (gamma 10000 10 1 10000 
butyrolactone) 

3457-90-7 1,3-Propanediol, dinitrate 10000 5 1 10000 

3457-91-8 1,4-Butanediol , dinitrate 10000 10 1 10000 

544-16-1 Nitrous acid, butyf ester 10000 2 1 10000 

624-91-9 Nitrous acid, methyl ester 10000 2 1 10000 

625-58-1 Nitric acid, ethyl ester 10000 2 1 10000 

627-05-4 Butane, 1-nitro- 10000 20 2 20000 

627-13-4 Nitric acid, propyl ester 10000 5 1 10000 

62-75-9M Melhanamine, N-melhyl-N-nitroso- 10000 20 2 20000 
and others 

928-45-0 Nitric acid, butyl ester 10000 5 1 10000 

123-75-1 Pyrrolidine 10000 2 1 10000 

22431-09-0 Methanamine, N-(1-methylbutylidene )- 10000 5 1 10000 

616-45-5 2-Pyrrolidinone 10000 20 2 20000 

75-50-3 Methanamine, N,N-dimethyl- 10000 1 1 10000 

107-12-0 Propanenitrile 10000 1 1 10000 

109-74-0 Butanenitrile 10000 2 1 10000 

110-59-8 Pentanenitrile 10000 5 1 10000 

124-12-9 Octanenilrile 10000 20 2 20000 

2243-27-8 Nonanenitrile 10000 20 2 20000 

628-73-9 Hexanenitrile 10000 20 2 20000 

629-08-3 Heptanenitrile 10000 20 2 20000 

75-05-8 Acetonitrile 1000 1 1 1000 

109-21-7 Butanoic acid, butyl ester 10000 20 2 20000 
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39 

40 

41 

42 

43 

44 

45 

46 

47 

48 

49 

50 

51 

52 

53 

54 

55 

56 

57 

58 

59 

60 

61 

62 

63 

64 

65 

66 

67 

68 

69 

70 

71 

72 

73 

74 

75 

76 

Compounds Detected >0.1 ppmv 

CAS# Compound 

110-27-0 Tetradecanoic acid, 1-methylethyl 
ester 

123-25-1 Butanedioic acid, diethyl ester 

123-86-4 Acetic acid, butyl ester 

126-73-8 Phosphoric acid tributyl ester 

141-78-6 Acetic acid ethyl ester 

1838-59-1 Formic acid, 2-propenyl ester 

590-01-2 Propanoic acid, butyl ester 

591-87-7 Acetic acid , 2-propenyl ester 

592-84-7 Formic acid, butyl ester 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

reduced 
Adsorption Adsorption 

Oxidizer DF DF DF Combined DF 

massflow in / massflow in / massflow in / massflow in / 
massflow out massflow out massflow out massflow out 

10000 50 5 50000 

10000 50 5 50000 

10000 5 1 10000 

10000 50 5 50000 

10000 2 1 10000 

10000 2 1 10000 

10000 5 1 10000 

10000 5 1 10000 

10000 5 1 10000 

84-66-2 1,2-Benzenedicarboxylic acid, diethyl 1000 50 5 5000 
ester 

1002-84-2 Pentadecanoic acid 10000 50 5 50000 

107-92-6 Butanoic acid 10000 10 1 10000 

2091 -29-4 9-Hexadecenoic acid 10000 50 5 50000 

544-63-8 Tetradecanoic acid 10000 50 5 50000 

57-10-3 Hexadecanoic acid 10000 50 5 50000 

64-19-7 Acetic acid 10000 1 1 10000 

105-42-0 2-Hexanone, 4-methy1- 10000 5 1 10000 

106-35-4 3-Heptanone 10000 5 1 10000 

106-68-3 3-0ctanone 1000 20 2 2000 

107-87-9 2-Pentanone 10000 5 1 10000 

108-10-1 2-Pentanone, 4-methyl- (MIBK) 10000 5 1 10000 

110-43-0 2-Heptanone 1000 5 1 1000 

111-13-7 2-Octanone 1000 20 2 2000 

112-12-9 2-Undecanone 10000 50 5 50000 

123-19-3 4-Heptanone 1000 5 1 1000 

1534-26-5 3-Tridecanone 10000 50 5 50000 

1534-27-6 3-Dodecanone 10000 50 5 50000 

15932-80-6 Cyclohexanone, 5-methyl-2-(1- 10000 50 5 50000 
methy1ethylidene )-

22026-12-6 6-Tridecanone 10000 50 5 50000 

2216-87-7 3-Undecanone 10000 50 5 50000 

50639-02-6 5-Undecanone, 2-methyl- 10000 50 5 50000 

563-80-4 2-Butanone, 3-methyl- 10000 2 1 10000 

589-38-8 3-Hexanone 1000 5 1 1000 

589-63-9 4-Octanone 1000 20 2 2000 

591 -78-6 2-Hexanone 1000 5 1 1000 

593-08-8 2-Tridecanone 10000 50 5 50000 

629-23-2 3-Tetradecanone 10000 50 5 50000 

67-64-1 2-Propanone 10000 1 1 10000 
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compound 

77 

78 

79 

80 

81 

82 

83 

84 

85 

86 

87 

88 

89 

90 

91 

92 

93 

94 

95 

96 

97 

98 

99 

100 

101 

102 

103 

104 

105 

106 

107 

108 

109 

110 

111 

112 

11 3 

114 

Compounds Detected >0.1 ppmv 

CAS# Compound 

763-93-9 3-Hexen-2-one 

78-93-3 2-Butanone 

78-94-4 3-Buten-2-one 

821-55-6 2-Nonanone 

89-82-7 Cyclohexanone, 5-melhyl-2-(1 -
methylethylidene) 

925-78-0 3-Nonanone 

928-68-7 2-Heptanone, 6-melhyl-

98-86-2 Ethanone, 1-phenyl-

110-62-3 Pentanal 

111-71-7 Heptanal 

123-38-6 Propanal 

123-72-8 Butanal 

124-13-0 Octanal 

124-19-6 Nonanal 

19269-28-4 Hexanal, 3-methyl-

66-25-1 Hexanal 

75-07-0 Acetaldehyde 

104-76-7 1-Hexanol , 2-ethyl-

111-70-6 1-Heptanol 

112-92-5 1-Octadecanol 

14898-79-4 2-Butanol 

2136-70-1 Ethanol , 2-(tetradecyloxy)-

36653-82-4 1-Hexadecanol 

51411 -24-6 6,10-Dodecadien-1 -ol, 3,7,11 -
trimethyl-

57-55-6 1,2-Propanediol 

598-32-3 3-Buten-2-ol 

6032-29-7 2-Pentanol 

627-27-0 3-Buten-1-ol 

64-17-5 Ethanol 

67-56-1 Methanol 

67-63-0 2-Propanol 

71 -23-8 1-Propanol 

75-65-0 2-Propanol, 2-methyl-

75-84-3 1-Propanol, 2,2-dimethyl-

75-85-4 2-Butanol, 2-methyl-

78-92-2 2-Butanol 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

reduced 
Adsorption Adsorption 

Oxidizer DF DF DF Combined DF 

massflow in / massflow in / massflow in / massflow in/ 
massflow out massflow out massflow out massflow out 

1000 5 1 1000 

1000 2 1 1000 

1000 2 1 1000 

10000 20 2 20000 

10000 50 5 50000 

10000 20 2 20000 

1000 20 2 2000 

100 20 2 200 

10000 5 1 10000 

10000 20 2 20000 

10000 1 1 10000 

10000 2 1 10000 

10000 20 2 20000 

10000 2 1 10000 

10000 5 1 10000 

10000 5 1 10000 

10000 1 1 10000 

10000 20 2 20000 

10000 20 2 20000 

10000 50 5 50000 

10000 2 1 10000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 20 2 20000 

10000 2 1 10000 

10000 5 1 10000 

10000 5 1 10000 

10000 1 1 10000 

10000 1 1 10000 

10000 1.25 1 10000 

10000 1.25 1 10000 

10000 2 1 10000 

10000 5 1 10000 

10000 5 1 10000 

10000 2 1 10000 

87-68-3 1,3-Buladiene, 1, 1,2,3,4,4-hexachloro- 50 50 5 250 

96-41-3 Cyclopentanol 10000 5 1 10000 
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115 

116 

117 

118 

119 

120 

121 

122 

123 

124 

125 

126 

127 

128 

129 

130 

131 

132 

133 

134 

135 

136 

137 

138 

139 

140 

141 

142 

143 

144 

145 

146 

147 

148 

149 

150 

151 

152 

153 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

Compounds Detected >0.1 ppmv 
reduced 

Adsorption Adsorption 
Oxidizer DF DF DF Combined DF 

massflow in/ massflow in / massflow in / massflow in/ 
CAS# Compound massflow out massflow out massflow out massflow out 

1184-60-7 1-Propene, 2-fluoro- 100 1 1 100 

127-18-4 Ethene, tetrachloro- 1 10 10 10 

156-59-2 Ethene, 1,2-dichloro-, (Z)- 10000 2 1 10000 

1717-00-6 Ethane, 1, 1-dichloro-1-fluoro- (freon 1000 1.25 1 1000 
14b) 

56-23-5 Methane, tetrachloro- 1 5 5 5 

74-87-3 Methane, chloro- (R-40) 20 1 1 20 

75-02-5 Ethene, fluoro- 10000 1 1 10000 

75-09-2 Methane, dichloro- 20 1 1 20 

75-45-6 Methane, chlorodifluoro- (R-22) 50 1 1 50 

75-68-3 Ethane, 1-chloro-1,1-difluoro- (R-142) 50 1 1 50 

75-69-4 Methane, trichlorofluoro- (R-11) 1 1 1 1 

6031-02-3 Benzene, (1-methylpentyl)- 10000 50 5 50000 

100-41-4 Benzene, ethyl- 10000 5 1 10000 

100-42-5 Benzene, ethenyl- 10000 5 1 10000 

106-42-3 Benzene, 1 ,4-dimethyl- 1000 5 1 1000 

108-38-3 Benzene, 1,3-dimethyl- 1000 5 1 1000 

108-88-3 Benzene, methyl- 10000 5 1 10000 

3290-53-7 Benzene, (2-methyl-2-propenyl)- 1.0000 20 2 20000 

538-68-1 Benzene, pentyl- 10000 20 2 20000 

637-50-3 Benzene, 1-propenyl- 10000 20 2 20000 

643-58-3 1 ,1'-Biphenyl , 2-methyl- 10000 50 5 50000 

71-43-2 Benzene 1000 2 1 1000 

92-52-4 1,1'-Biphenyl 1000 50 5 5000 

95-47-6 Benzene, 1,2-dimethyl- 10000 5 1 10000 

74-99-7 1-Propyne 10000 1 1 10000 

20184-91-2 4-Nonyne 10000 20 2 20000 

61142-40-3 4-Undecene, 4-methyl- 10000 50 5 50000 

629-73-2 1-Hexadecene 10000 50 5 50000 

74630-39-0 1-Undecene, 4-methyl- 10000 50 5 50000 

74630-48-1 3-Undecene, 2-methyl-, (Z)- 10000 50 5 50000 

764-96-5 5-Undecene, (Z)- 10000 50 5 50000 

821-74-9 4,5-Nonadiene 1000 5 1 1000 

1008-80-6 Naphthalene, decahydro-2,3-dimethyl- 10000 50 5 50000 

108-87-2 Cyclohexane, methyl- 10000 5 1 10000 

110-82-7 Cyclohexane 10000 2 1 10000 

1472-09-9 Cyclopropane, octyl- 10000 50 5 50000 

1618-22-0 Naphthalene, decahydro-2,6-dimethyl- 10000 50 5 50000 

1630-94-0 Cyclopropane, 1, 1-dimethyl- 10000 1 1 10000 

1678-93-9 Cyclohexane, butyl- 10000 20 2 20000 
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155 

156 

157 

158 

159 

160 

161 

162 

163 

164 

165 

166 

167 

168 

169 

170 

171 

172 

173 

174 

175 

176 

177 

178 

179 

180 

181 

182 

183 

184 

185 

186 

187 

188 

189 

190 

191 

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

Compounds Detected >0.1 ppmv 

reduced 
Adsorption Adsorption 

Oxidizer DF DF DF Combined DF 

massflow in / massflow in / massflow in / massflow in / 
CAS# Compound massflow out massflow out massflow out massflow out 

2415-72-7 Cyclopropane, propyl- 10000 2 1 10000 

287-92-3 Cyclopentane 10000 1.25 1 10000 

2883-05-8 Octane, 2-cyclohexyl- 10000 50 5 50000 

294-62-2 Cyclododecane 10000 50 5 50000 

2958-76-1 Naphthalene, decahydro-2-methyl- 10000 50 5 50000 

3073-66-3 Cyclohexane, 1, 1.3-trimethyl- 10000 5 1 10000 

32281-85-9 Cyclopentane, 1,3-dimethyl-2-(1- 10000 2 1 10000 
methylethyl )-

3604-14-6 Naphthalene, decahydro-1 ,2-dimethyl- 10000 50 5 50000 

41977-33-7 Cyclopropane, 1-pentyl-2-propyt- 10000 50 5 50000 

4292-92-6 Cyclohexane, pentyl- 10000 50 5 50000 

4806-61-5 Cyclobutane, ethyl- 10000 2 1 10000 

493-02-7 Naphthalene, decahydro-, trans- 10000 20 2 20000 

54676-39-0 Cyclohexane, 2-butyl-1 , 1,3-trimethyl- 10000 50 5 50000 

55937-92-3 Bicyclo[4.1.0]heptane, 2-methyl-7- 10000 50 5 50000 
pentyl-

594-11-6 Cyclopropane, methyl- 10000 1 1 10000 

598-61-8 Cyclobutane, methyl- 10000 1.25 1 10000 

61142-20-9 Cyclohexane, (4-methylpentyl)- 10000 50 5 50000 

7058-01-7 Cyclohexane, (1-methylpropyl)- 10000 20 2 20000 

7094-26-0 Cyclohexane, 1, 1,2-trimethyl- 10000 5 1 10000 

822-50-4 Cyclopentane, 1,2-dimethyl-, trans- 10000 2 1 10000 

1002-43-3 Undecane, 3-methyl- 10000 50 5 50000 

106-97-8 Butane 10000 1 1 10000 

107-83-5 Pentane, 2-methyl- 10000 2 1 10000 

108-08-7 Pentane, 2,4-dimethyl- 10000 2 1 10000 

109-66-0 Pentane 10000 1.25 1 10000 

110-54-3 Hexane 10000 2 1 10000 

111-65-9 Octane 10000 5 1 10000 

111-84-2 Nonane 10000 20 2 20000 

1120-21-4 Undecane 10000 50 5 50000 

112-40-3 Dodecane 10000 50 5 50000 

124-18-5 Decane 10000 20 2 20000 

13151 -34-3 Decane, 3-methyl- 10000 50 5 50000 

131 51-35-4 Decane, 5-methyl- 10000 50 5 50000 

13286-73-2 Tridecane, 3-ethyl- 10000 50 5 50000 

13287-21-3 Tridecane, 6-methyl- 10000 50 5 50000 

142-82-5 Heptane 10000 2 1 10000 

14720-74-2 Heptane, 2,2,4-trimethyl- 10000 5 1 10000 

1560-96-9 Tridecane, 2-methyl- 10000 50 5 50000 

Page H4-11 



Table 4-2 Compounds Detected >0.1 ppmv 

no of 
compound CAS# Compound 

192 1632-70-8 Undecane, 5-methyl-

193 17301-23-4 Undecane, 2,6-dimethyt-

194 17301-25-6 Undecane, 2,8-dimethyl-

195 17301-27-8 Undecane, 2, 10-dimethyl-

196 17301-29-0 Undecane, 3,7-dimethyl-

197 17301-30-3 Undecane, 3,8-dimethyl-

198 17301-32-5 Undecane, 4,7-dimethyl-

199 17301-94-9 Nonane, 4-methyl-

200 17302-28-2 Nonane, 2,6-dimethyl-

201 17302-32-8 Nonane, 3,7-dimethyl-

202 17312-50-4 Decane, 2,5-dimethyl-

203 17312-57-1 Dodecane, 3-methyl-

204 17312-60-6 Undecane, 6-ethyl-

205 17312-73-1 Undecane, 5,5-dimethyl-

206 17312-76-4 Undecane, 6,6-dimethyl-

207 17312-77-5 Undecane, 2,3-dimethyl-

208 17312-80-0 Undecane, 2,4-dimethyl-

209 17312-82-2 Undecane, 4,6-dimethyl-

210 17453-94-0 Undecane, 5-ethyl-

211 20278-85-7 Heptane, 2,3,5-trimethyl-

212 2213-23-2 Heptane, 2,4-dimethyl-

213 2216-33-3 Octane, 3-methyl-

214 2216-34-4 Octane, 4-methyl-

215 25117-24-2 Tetradecane, 4-methyl-

216 25117-31 -1 Tridecane, 5-methyl-

217 26730-12-1 Tridecane, 4-methyl-

218 26730-14-3 Tridecane, 7-methyl-

219 2847-72-5 Decane, 4-methyl-

220 2980-69-0 Undecane, 4-methyl-

221 31295-56-4 Dodecane, 2,6, 11 -trimethyl-

222 3891-98-3 Dodecane, 2,6, 10-trimethyl-

223 4032-93-3 Heptane, 2,3,6-trimethyl-

224 52896-90-9 Heptane, 3-ethyl-5-methyl-

225 544-76-3 Hexadecane 

226 55030-62-1 Tridecane, 4,8-dimethyl-

227 55045-07-3 Dodecane, 2-methyl-8-propyl-

228 55045-11 -9 Tridecane, 5-propyl-

229 562-49-2 Pentane, 3,3-dimethyl-

230 56292-65-0 Dodecane, 2,5-dimethyl-

231 565-59-3 Pentane, 2,3-dimethyl-

24590-WTP-RPT-PO-03-008, Rev 2 
Integrated Emissions Baseline Report for the Hanford 

Tank Waste Treatment and Immobilization Plant 

reduced 
Adsorption Adsorption 

Oxidizer OF OF OF Combined DF 

massflow in/ massflow in / massflow in / massflow in / 
massflow out massflow out massflow out massflow out 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 20 2 20000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 20 2 20000 

10000 5 1 10000 

10000 5 1 10000 

10000 5 1 10000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 20 2 20000 

10000 20 2 20000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 2 1 10000 

10000 50 5 50000 

10000 2 1 10000 
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Table 4-2 Compounds Detected >0.1 ppmv 

no of 
compound CAS # Compound 

232 589-34-4 Hexane, 3-methyl-

233 589-43-5 Hexane, 2,4-dimethyl-

234 589-53-7 Heptane, 4-methyl-

235 589-81-1 Heptane, 3-methyl-

236 591-76-4 Hexane, 2-methyl-

237 592-27-8 Heptane, 2-methyl-

238 61141-72-8 Dodecane, 4,~imethyl-

239 6117-97-1 Dodecane, 4-methyl-

240 617-78-7 3-Ethylpentane 

241 62016-30-2 Octane, 2,3,3-trimethyl-

242 62016-34-6 Octane, 2,3,7-trimethyl-

243 62108-21-8 Decane, 6-ethyl-2-methyl-

244 62108-25-2 Decane, 2,6,7-trimethyl-

245 62108-27-4 Decane, 2,4,6-trimethyl-

246 62238-13-5 Decane, 2,3, 7-trimethyl-

247 629-50-5 Tridecane 

248 629-59-4 Tetradecane 

249 629-62-9 Pentadecane 

250 629-78-7 Heptadecane 

251 74-98-6 Propane 

252 75-28-5 Propane, 2-methyl-

253 78-78-4 Butane, 2-methyl-

254 96-14-0 Pentane, 3-methyl -

255 565-75-3 Pentane, trimethyl- , isomer 
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reduced 
Adsorption Adsorption 

Oxidizer DF DF DF Combined DF 

massflow in / massflow in I massflow in I massflow in / 
massflow out massflow out massflow out massflow out 

10000 2 1 10000 

10000 5 1 10000 

10000 5 1 10000 

10000 5 1 10000 

10000 2 1 10000 

10000 5 1 10000 

10000 50 5 50000 

10000 50 5 50000 

10000 2 1 10000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 50 5 50000 

10000 1 1 10000 

10000 1 1 10000 

10000 1.25 1 10000 

10000 2 1 10000 

10000 5 1 10000 
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Attachment 5 
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Thermal Stability Ranking Study 

Figure 9 of Technical Article Development of a Thermal Stability Based Ranking of Hazardous Organic 
Compound Incinerability (Dellinger 2000) 
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•l'a.b le tV . AT,,. u a_r u ctloa,o( \V•~t-e Fded Oiluce.qt_ta:tiDn 
~Radlcal Concentr41ion) Co~ Five Model e ompollllds• 

A/11.q R/ R, CHot,· CH,Cl, CJi.CH, CH,Cl c.H. 
Ll L02 <-1 <-1 <- 1 <-I -s 
1.3 1-06 <•l <-1 <-1 -2 -a 
u 1.10 <-1 <-l -1 -3 -%3 
2.0 1.20 <-1 <-1 -1 -6 ---16 
3.0 u o <-1 <· l -3 -12 -88 

• In thia at:aly,iia, " ' havo a!ISumed that ibe adciitional radical 
ct.>llCOntratlon (R/R.) ah.!,aas a H a.iom from the model com• 
pound u the ••me rate .. a Cl atocn. Tbt relationship between 
.....to feed conctnbation (A./ Ao) and radical concentratioa ,..., 
deternili:•d !tom • 11rie,i of equilibrium CJ1leulation£ fot nominal 
incinetability mix;ureu.t.lflOO ~ 

sumption above 750 •c while H metathesis by OC.l and 
~Cl1 are sig:nificant destruction pathways at lower tem
pet ntures (15). _ · ·. · · 

Effect of Varying Wute Feed Ratit and Radical 
Chains. On tbe oasis of tbe !Clown com:pltrity of -hy
drocarbon ll!ld chlorinated hydrocarbon reaction 5ystazns 
(47, U -17) it may seem fortuitous that sw:h a.aimple-ki, -, 
netic model can predi~ the thermal d~cOinposition be0 · 

· · llavior of 1ucb' a wid~ tange of species. We acknowledge 
tbe need for detailed cheni.ical kinetic mechanisms to 
predict the thermal decom])!)Sition behavior 0£ a given · 
specie• oyer wide range.. :of, aperimen.tal. conditions. 
However, ·the goal of.this kinetjc analysis was simply the · 
pre<!fotiO"n of Tg,e for one experim.eli~ condition. 

Using eq 1, we have iterativ.ely calculllted the effect of 
. increases in the waste feed·concentraQon·on.Tt, for the 
· - ~five model compounru. A3 ~hown in Table IV, results 

.. indicate that acceptably small decrease• in T" ( <20 •CJ 

-{$. ... al.I 

- It.--•" 
•·•• ...... ,, 

. , .. .. ~-• •U 

---~ .... ~. 

FlglN II. Sensitivity of toludne thenml de~llon behavior as a 
f\Jnct!on of waate/oxygen eqtlvalence ratio: l.lxlure <tlemernal c;om
pos/!Jon. c,H,CI: t, • 2.0 s. 

I • 
j 

'~ '~ 
\ 
\ 
\ 

.... , . .- .. \ 
' \ ,-------- -------~~--... ... · were observed for all compounds for a fact.or of 2 increase 

in waste feed rate and-accepW,ly small decreases were 
observed for all oompounds u:i:ept benzene for a factor of 
3 increase in waste feed concentraUon ( ~40% increase in flgure to. SensitMty of to!Uene them1al ~ behaVior u 
radical concentration). For chloroform and dichloro- a hllldfon of orsani<> mixture a atom p0p<Ution. f • 3.o; t, "' 2.0 

_methan_e, the in.sensitivity of T 99 on 'l\'as\,e- feed concen-'- .::!:---~-- · -" ---· -· '· .-.-~- · ·... · · · <.-.. ·' 
• . tration_ is consistent wi~ ~ecli•ni~ .domhiatpd-by mo, -· : ,will be suj?pr_essei:l. Since:i:o~poul}d,s_ at.th.~,~C>P .oL~ ... 
:.-- ·•,,·J ecular~t.lon reactions."'T~vatianiem:T~Uie· ' - · ' rinking-deeomp-ose'predomi:nsntly via \funoleculnr .reac-
. '· · · -- other ·~oitt·i:iounds is due to tlie relati~ .coi'itribufior13 of._- :· ·\ "tiiin11-, changes iri-'their relative incin~ability,.ue.expect.eq 

· ' .. '·bim.t>lefobfr radical at'tllclt vlfs_M_ unir;i~l~ular reactfon: · to~ minixnaL Only as we ·descend tlirouti,, the ranking 
· hi. p:riiicip1e, radical chain reactions can increase tha . to where differe!)t compounds <!ecornpose by.birnoleC)llar . 

:: eff~~ 9.fypying radical concentratio!l,~Signi.fi=t·chaio-::i · -:~ 'Ulill:tiolectilll.r patliwa)'S"will t.Jie'raiiking be expected . 
· lengths (>.. > 2) are not npe<:ted under-incineration con- · to exhibit some· variance. l;Iowe11er. in .tlm re,ime wii, . 
ditii>ns·due-to·~ina.tion by the_foPJ!ation of stable H1 · ·moleQllar decompositwn reaction• ate available for com-
and HCI molecule11. Polymti~izatioli rea~ons ma.y have pm.mda dominated by birilolecular pathwa)"5 at nominal 
longer chain lengths but these .reactions !ll'1I not likely to c:onditio.ils. Thus, changes in T !18 are again expected to be 
contnoute to POHC destruction· in the :H,; and -Cl,ricli ~- -,: rofiiimat" · : . ' ·- . . . . 
environment of an, incinerator . . Both puudatquilibrium · -~ : . .-,.:E!teet of V1tryint Equivalence Ratio a.nd Waste 
a:nd kinetic caku.lati.ons indicate· that other re~ formed · Feild Composition. Toluene Wil.! 3e{ec~d as the model 
polyatomic radfoals (e.g.; CH,, CCI,> that can participate CQmpound for further analysis, as this compound decom- · 
in short cbaim are in concentrations ltiwer by a factor of poses by numerous bimolecular reactions that are sensitive 
10-100 thanH and ·CJ. Thu~ chain lengths for these tochan{esinreactionatxnosphere. Wehaveanal)lredthe 
species would have t.o be o.n the order ofl(HOO before they effect of reaction atmO!phere by vazying the fuel/ oxygen 
would contribute to POHC destruction, which i:! highly st.oichlometry (0.05 < + < 10.0) for nominal valueG of 
unlikely. Our calculation"' indicate th11.t chains of>._,. 2 mixture elemental composition and by varying rnix;ture 
produce shift; ill T,,. of equal or leeser_magnitude than the elemental composition (0.33 < H/ Cl < .30.0) for nominal 
effect of changing the radical concentration of up to a values offuel/ oxygeh stoichil;>1netry. Figure 9 presents the 
factor of 2. result&-ofthe sensitivity analysis for variation of waste/ 

The above analysis indicates that exceptional com- o~ gen equivalence ratio while Figure 10 presen.ts the re-
pounds that are resistant to uni.molecular reaction and sults i.n relation to a variation of Cl and H arom popul.\-
exhibit larie shifts in T t'II with small increases in :cadical tions, respectively. 
concentration d.o exist (e.g., Ceffe) . However, sirlce-th~ Inspection of Figure 9 indicates that for waste/ oxygen 
stability of all compounds undergoing bimolecular dee=- equivalence ratios ranging from 2.0 to 5.0, there is no 
position will shift in the •ame direction u the radical aignificant difference (:i::10 °C) in T * As one decreases 
concentration is varied, changes in their relative Ta, value., this parameter to 10.0, JI, small decrease in T 99 was ob-

322 E,wtron. Sd. Toehnol, Vol. 24, No. 3 , 1990 
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VOC Properties and Adsorption Potential 

Technology Paper Activated Carbon Adsorption for Treatment of VOC Emissions (Shepherd 2001) 
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ACTIVATED CARBON ADSORPTION 
FOR TREATMENT OF voe EMISSIONS 

Presenred at the 13th Annual EnviroExpo, 
Boston Massachusetts-May 2001 

Austin Shepherd, P.E., C.I.H. 
Vice Presldent, Technical Director, CARBTROL Corporatlon 
e-mail: a.shepherd@aubtrol.com 

A review of the characteristics 

of activated carbon and its 

applicability to emission 

control of VOC's. Design and 

costs of carbon systems are 

also discussed. 

l:>JTRODUCT!ON 

The pinclpal use of vapor phase acti
vated carbon ln the environmental field 
Is far the removal of vola.tlle organic 
compounds such as hydrocarl>ons. sol
vents, toxic gases and organic based 
odors. In addition; chemically impreg
nated activated carbom can be used 1D 

amirol certain Inorganic pollutants such 
as hydrogen sulfide, mercury, or radon. 

When properly applied, the adsorp
tion proces.1 will remove pollutants for 
which It Is designed, to virtually non
deb:l:table ~ . 1n fact one of the first 
large- scale uses of activated carl>on 
was In military gas masks where com
p!C{C contamlnant removal is essential. 
Carbon ad5orption ts equally effective 
on single component emissions as well 
as compl.ex mlXU.u'cs of pollutants. 

In the industrial area, the most com• 
mon. applieallons of activated carbon 
are for process off-gases, tank vem 
emissions, work area air purlflcallon, 
and odor control, either Wilhln the 
plant or related to plant exhausts. 
Additionally, activated caroon ls used In 
the hi!Zi!rdOU$ wa:;te remed iation area 
to treat off-gases from air strippers and 
from soil vapor extracUon .remediation 
projea:s. 
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ACTIVATED CARBON . . . . . . . 
THERMAi.OXiDATiON . . . . 
SCRUBBERS . . . . . . . 
PARTICULATE FILTERS . . . . . 
CATALYTIC OXIOA TION . . . . . 

TABI.ll I 

APPLICATION CO!\.'S!DERATIONS 

One of the major Issues that must first 
be addressed when C\'aluatlng a specific 
environmental VOC problem ls what 
treatment technology to consldec Fer a 
given situation there are llkcly a numa 
ber of treatment altematl.ves ~t 
appear to have some utility. 

Thi, fht step la this evaluation is to 
effedively characteme the application. 
You will need to know at least the fol· 
lowing lnfonnation: 

Flow Rate • Continues YS lnre.-mlttem 
Contamlnan.15 Pr-nt - Individual 

contaminants, concenuatlon and · 
variability 

Temperature - Average and maximum 
Falamlbillty • Upp«:T and lower 

explostve limits 

Once you have chal'llct.erm:d your 
problem, ~h teclmology can be con• 
sldered for Its ablllty to deal with the 
conditions Identified. ~ 1111 example, 
Tab/~ lllm sar>e of the more common 
!edrnologles used to control lndusirial 
vapor phase pollutants, and the condi
tions under which they might be most 
fe.vorably applled. I can't SU"e$$ enough 
the Importance of this review, as this Is 
where most uchnkal solutions fall. If 
you solve the wrong problem or pick a 
teclmlcal solutJon that does not respond 
to all the variables of your appllcatlon. 
poor perfonnance will Ukely result. 
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HOWITWORKS 

In the adsorptkm process, molecules 
of a contaminated gas are attracted to 
and accwnu.late on the surface of the 
activated carbon. CarbQn Is a common
ly used edsorbent due to Its very larg.e 
surface area. It can be made from a 
vartety of base materials lncludJng coal, 
wood and coconut shells. and Is manu
factured or a.ctivated ln a high tempera
ture controlled oxldail<>ll process. A 
pound of highly actlvated carbon has a 
surface area approaching 140 aa:i:s. 

CROSS SECTION OF C•\RilO'.\l 

This F°lB"re I piesenb an artist's rendl
tlon of the cro• ~on of an activated 
carbon particle. Note that almost all of 
the SUtface area available f.or adsorption 
Is associated wlth 11$ lnternal pore struc

ture. Also note the relative change ln 
pore dlameten, going from very large at 
the granule surf.ace boundary. to much 
smaller within the particle .lnlerlor. 
&J;,.ndng or the large and small pore 
volumes during the actlvallon process Is 
what makes indlvklual activated carbons 
perform differently. Molecules of a cont• 
amlnant tend to adsorb most strongly In 
areas where the po~ diameter of the 
adsorbent Is close io the molecular 
diameter of the compound. 
While most organic compounds Will 

a<horb on activated carbon to some 
degree. the adsorption ptOC!SS Is most 
efToctive on hlsJ,er molecular weight and 
high bolllng point compounds. 

l'lGUREI 
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UST OF ORGA!\~C COMPOUNOS • 

RELATIVE A0SORE\TION RATE 

MOLECULAR WEIGHT BOIL!l'/G POINT CARBON 
CAPACITY% 

NITROSENZENE 123 211 C 61 

TETRACHLOROETHANE 166 147C .a 
TETRACHLOROETHYLENE 165 121C 36 

STYRENE 104 145C 25 

ffi XYLENE 106 138C 21 

~ 
NA!' ... THYU:NE 128 217C 20 

lOLUNE 92 me 20 

~ ee~ 78 eoc 12 

llTBE 88 ~c 12 

HEXANE 86 ~c 1 

ETHLY ACRILATl: 100 57C 5 

OIOHlOROl:Tl-lAAt: 59 99C 7 

METI-M. ETHYIJ{ETOI-IE n eoc • 
METliVLENE CHLORIDE 84 •OC 2 

ACRILONITRILE 53 74C 2 

ffi :.: A.CETONE 58 56C 0.8 

~ V!NYLCHLORIOE 62 neg 14C 0.7 
~ 

CHLOROE™ANI: 12C 64 0.5 

BROMOTRI FLOROMETHANE 149 neg5SC 0.13 

METHANE 15 neg 181 C 0.0003 

TABLEII 

Compounds having a molecula.r weight 
over 50 and a boiling point greater 
than 50 degrees centigrade are good 
candldatcs for adsorption. TABLE II 
presentS a representative lJst of organic 
compounds and their relatl~ adsorp
tion strength. Organic contamlnants are 
often claSSlfled as weakly, moderately, 
or SU'Cln$iy adsorboo. You will note that 
a compound such as nttrobe=e hav
ing a molecular wei8flt of 1.23 and a 
boiling point of 211 C ls characterlzed 
as a very strong adsorber. On too other 
hand a Compound such as methane 
which has a molecular weight of 16 and 
a boiling point of -161 C ts a Yelj' 
weakly adsorbed compound. Tn fact. a t 
this capacity, for all practical purposes, 
methane removal wlth actlvated carbo1l 
would not be cost elfectlve. 

ABSORPTION CAMCITI' 

Physical adsorption h dependant on the 
characteristics of the contaminant to be 
adsorbed, the temperarure of the gas 
stream to be processed, and the concen
t.ra.tlon of the contaminant In the gas. 
rueam.. The adsorption capacity for a 
parllcular contaminant represents the 
amount of the contaminant thin can be 
adsorbed on a unit weight of activated 
carbon consumed at the rondltlons pm
sent In th.e appllcatlon. Typical adsorp
tion capacities for moderately adsorbed 
compoW'.lds range from 5 to 30 i:e=t 
of the weight of the carbon. 

Z Activated Carbon Adsotpti01l for Treatment of VOC EmwJOl)S 
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TRlCliLOROE'THY!.F.NE lSOTHER\1 

TI1e adsoq,Uon Isotherm plot shows the 
lnflllfflce o f concentration on adsorption 
capacity. Figure II presents an adsorp
tion Isotherm used to predict adsorptlon 
capacity for ttlchloroethylene. Note how 
the adsorptloO capadty vmes from 
20 to 65 percenL over the concentration 
range of 10 to 10000 ppm in the gas 
stream. 

A series of Isotherms at cllffertng tem
peratures shows the Influence of temper
ature on adsorption capacity. In Figure 
m you can see the effect of temperature 
on tlle same trlchloroethylme com• 
pound. At !()()ppm the capacity of act!• 

vated carbon for trlchloroethyl,:ne varies 
from I 7 to 40 percent as the remperatuce 
changes from 140 to 32 degrees F. 

Fon:unately. most carbon suppliers 
have deVl!loped llloiherms for a range of 
environmental contamlnan.ts. At 
Carbtrol we have buJh a computeri7ed 
database of adsorption Isotherms so 
that we can easily model most e,wiron
ment.al applications. By supplying to us 
the gas flow rate, the rontamlnant con• 
ce:ntratlon and the temperature of the 
gas stream, a carbon usage prediction 
can be made. 

DESJGN CONSIDERATIONS 

OillllbJlor 

~!TTROL ~ AOSORSER 

F!GURE!V 
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1/APORPHASE ISOTHERM 
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FIGURE ID 

Activated carbons used ln the air 
pollution control field are normally 
supplied In a granular form with a 
particle me ranging from I to 5 mU
limeten. In the granular form e.ctlva.l• 
ed carbon can easily be packtd Into a 
contaL,ment device through which a 
contaminated gas stream can be 
processed for punflcatlon. 

Figura JV shows the cross section of a 
typical fixed bed vapor phase adsorber. 
An adsorption system In Its simplest 
form is made of a contalnment devi~ 
(drum or vessel). distrlbution and col
lectlon dcvtces to effect proper clrcula• 
ti.on of the gas stream through the act!• 
vated carbon bed, and a means far 
moving the gas 5tream through the bed 
(such as a fan, a blower. or pressurtzed 
gas displacement) . Pecked activated 
carbon beds am be conveniently conflg-

ActMted Carbon AdsarptiDn for Treatmfflt of VOC Emlssloos 3 
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ured into small uansponable drums or 
tanks. or Jnto large llxed contacting 
devices depending on the application. 

Adsorber sizing for a particular app!J
catl.on ls governed prlmal1ly by bed 
surface loading rate. Wlth a standard 
4-foot carbon bed depth. a maximum 
gas-loading rate of l00 din per square 
foot of bed surface should be main• 
talned. This msures adequate gas con
tact and sufficient ttme to reach 
adsorption equ!IJbnum. Hlghe<- ga_s 
flows are handled by lncreaslng the 
carbon bed .surface (larger adsotbers) 
or adding mult!ple beds In parallel. 

One of the chief advantages_ of granu• 
Iar activated carbon adsorption ls Its 
simplicity of application. l'Te-engi
neered fixed bed ad5orbtrs can be pur
chased and Installed on most ex.lstlng 
exhaust syso,ms wtih a mlnlmmn of 
capital expenditure. Transportable 
adsorben from 100 w 5000 pounds 
are readily available 85 standard supply 
from several manufactures. Afr flows 
for these stOCk uni\$ go up to as much 
as 5000 CFM. Larger systems up to 
20.000 CFM or hl.gher a.re a\'1lilablc on 
a custom bas!.$. Once Installed these 
systems operate for the most part unat
tendl:d unl!l the ca.bon beconws spent 
and requires replacement. The frequen
cy of replacement wUJ vary for each 
app!JcaUol) but INiy ta11ge f:roro weekly 
to annually. 

Another significant advantage of an 
adsorption process Is that lt provides 
on llne rcser.a, capacity on a passive 
basis. The system is, in effect, available 
on a contlnuos basls to handle varying 
loads but only oonsurnes carbon when 
contaminants are pn,sent In the exhaust 
stream. Other precesses may have sig
nificant fuel or chemical openll..lng costs 
even when no contaminants are being 
treated. 

24590-WTP-RPT-PO-03-008, Rev 2 
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REACTIVATION 

Once the activaled carbon has become 
spent It must be removed from service 
and. replaced with fresh catbon ln. order 
to maintain the effectiveness of treal.· 

me!lt. 1he ~ carbon can be dis
posed of and replaced with virgin car
bon. or the ~t carbon can be 
rett1med to the supplier for reacllvatton 
and reuse. Reactlvatlon restores most of 
the original c~n acuorptlon capacity 
and avoids expensive disposal COs:tS. 

Most carbon ad,orpdon applications 
rely on offsite reactivation to $Upport 
their activated carbon supply. 

Toe spent carbon can be vacuumed 
from fixed adsorption vessels and 
shipped to the reactlvatloo center In 

bulk, or returned to the reactivation 
facility in a iransportable adsorber that 
serves both as an aruorptfon vessel and 
a UN $hipping c:ontalner. 

CAP!T.11.l ANO OPERATING com 
Adsorption system capital and operating 
oosts can vary widely but depend pri
marily on the gas volume to be trtated 
and the amount of carbon consumed . 
A simple 100 cubic foot per minute 

adsorption system consistJJJB of two 
200 poWld canisters and a blower 
would require about 20 sq ft of area 
and oost about 2-.$3,000. When spent 
these smaller adsorption unllli can often 
be t!Xch.anged for new units with the 
original supplier: 

Larger custom carbon adsorption sys
tems can cost from several thousand. 
up to sewral hundred thousend dollars, 
and are usually supported with off slie 
reacthlatlon 5etVlces. 

A 5000 cfm system with two adsor
bers and a.n exhaust blower would ~ve 
a caplUll oost In the 30-$40,000 range 
and 1f skJd mounted would take up an 
area of about 1 OOsq ft_ 

'The Custom reactivation service to 
support this system usually costs about 
$2.00 per pound of carbon processed 
Including transportallon. 

ACffi1/\TEO CAlmON QUAHT'Y 

You should be aWIIJ'C that there Is a slg• 
rtiflc.htt difference In adsorption capaci
ty among the variOIJ5 commercial actl· 

vated carbon products avallable. When 
procuring actlvated carbons It Is Impor
tant to recognize that the value of the 
activa!J!d carbon product lha.t you are 
purchasing ls relatM to llli adsorption 
capacity. and not Its weight or volume. 

The caroon manufactunng Industry, In 

COt1)unct!on with ASfM. has developed 
several standard tcst5 that enable oom
parlSOn of lhe re1attve amorpt!on capac
ities of various activated carbons. These 
tests CM be used to &SSe$S the quaUty of 
a virgin or reactivated carbon product 
and to prcd.ict 11:1 cost effectiveness. 

The industty standard quality tests for 
VAPOR PHASE acuvated carbons Is 
the CARBON TETRACHLORIDE 
ADSORPTION CAPACITY. or ASTM 
D3-467. Typical vapor phase virgin 
activated carboos have CARBON 
TETRACHLORIDE ADSORPTION 
CAPACITIES ninging from 45 to 
70 percent by welghL 

When procuring Cithe.r virgin or reac
tivated carbon produc:tS, make sure the 
appropnate adsorption number ls spECl

lied. To1:n comiwe the alternative 
produet speclflcatlotl$ to lnsirre you are 
gectlng the best activated carbon value. 

SUMMARY 

In sumnwy, acttvated carbon has been 

shown to be applicable for ttt.atment of a 
wide variety of envlrorunental c:ontaml
nants. It ls a proven tecmology that Is 

simple to Install and asy to operate and 
maintain. Capita! costs are among the 
least expensive for most altemative treat
ment technologies. Operating costs are 

primarily related ta the a.mount of actJ. 
vated carbon consumed In the adsorption 
process. 

4 Activated Carbon AdsorprJon for ~t.Illl!tl t of voe Emittforu 
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Prediction of VOC Adsorption Capacity 

Technical Article Determining VOC Adsorption Capacity (Yaws 1995) 
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Determining Voe 
Adsorption Capacity 

Capacity data for the adsorption ofVOCs ' 
on..acti.vated carbon is. 'nf!eded when lnf eting stricter. <Li?e_gs. 

.. .. :..:. ...... ;_ .... : ...... by url L. Y.iws, Li Bu ar,c/ Sadiin Nijha,~n . ,--···----····--~-.: .. -

II~: . -~ .. ·.: by~~.i{ .. ipd ilicimody.naimc ,P.!OPeitr data 1, : --· lc,g'°Q,;;A * ij'µ. +,Cµ.l +~}.+ Eµ.' +Fµ! , .- __ ,_ 

•_
1
:.,,. ·· '" '!! · -!re:i::i:=:=~~ ) \l~ Q··:·~~~~P~;/:;:;;,llbrlti~~-~f0licj~ --

- _ ticutaC:-""'.'~daiifofi/iiQi-pboaofvoWile [ liidcompotmd/100,t~_r'mbon ,~;.'.!;, . , -:. 

I 
.. , .. · --· 1i 'i.>~"'"·(YOCs)·· ·atti iedcar• 1-- =-ad· • ,, ~tiiliofco'- iF@;1"/(VF:'1o..,,,"'fp' ., , . . rpnl , -~'"Y.'f~..- , , \ll!,•,. . Y/!, . . • p:- - ~lt'pq,,,, , ,, .... ,, _mp _u,n ·, ; 1/ . lS\' l , ti 

' · ·::~]11liis~c_omingln¢rwhwY4:fiportmtT1H;jigine'cri:nglllid _- f ·•_r;:,te!i!p§ral\'lre; '!C' ' ~,:;,:, -:;-;,-,. :"'- so,;::;-!'-? : . • · · ,::;,.· · 

: · _ _ : ~~rile~~ ~~~ust·of mor~-~~~- f Yi-:::. lf~~uiolar volW?e-OfJ:OmpolUld, cm'/g•mol c : . 

i , , - ·;, ~:rT~~ f;rads9~ti~ ~~~t.is·_i itinc:· ! ', r!:~~ir+P', ~T!'!)~IJ.,P.F.t:. · l' _: ·116'n'of'the voe concentiatim:Hn-the'ias, 'Thih:-esuits'ca.n· 1 tl~ rmiclive' Iii _ •. 
Ii i · be ~ in engineedng _and enviroo=tal stiii:lies. Capac- l · P, ... ·-,;,-vapor pr~ -o! compound, at;n t! , , , ity data resulting from'fffe-i:bmlatlon a-re useful in the eOgi- ! p1;.,, partial prwure o( compound; ¥m 
:: I necring dcstfn· ol carl,on ·adsorption fYStems to remove ! A"" l. 7l · . ';. ,:· :· ' • · : 
I : imce pollutant$ from ta=, 1:o~ pollution colllml to vtti 1 B = -l .46E..02 j !,- low ClllissiOn levels, s~cb systems could incJu¥. car~n j C = l.65E-03 . 

adsbfytioil iollOl"ed•-&J.~on~ntio11al steam tegeneration 1 D':!'-4.llE-04 · 
J·j , -witb::,i0lvent reCO'?')'.,•<lr catl>oo adsor;ption follO\'led'oy ·j · E.,._'3, 14E--OS .• 

-~*:';:~i.~i '.;i~~:~i;~½c~~fii>~_-:.·~~i~'-:-·'.·~-- +.::~:~"<:7~-"r.::,,:~:~~::~~;~,;~~:~~:~···;~~~~" 
~-j · ' ',.\.;.: Tl;ifecil"tclatioo"for~ii on 'act!Yilte"d: cai-bon is based -f- The ~ouelatio1{-niay• be iised ·fo ,dctt'tmine· tcist!iption :· ,. , · 
1--! · on i logmtbmic s~ i:xpalll!ion of amcentnlion in the gas: 1 capacity of activa~d carbon for P?ilu!Ant.1. 

1,! ~- , ·, 16g Q=-A'-i'·B•logo)l-t'C(logiorP· ) · .Fot~J.c,.tr.e,~ -~m~_Jl.!:i~ngQp~ppn~J~.: -
' t io • _ _ , • 1 •• , _ l t~ 10 J1P!11V ~n-biitan.ol (C,H,;'901._ The goal uto.esti- · 
i ( whei:tQ =-adsorption capaclly· at eqw1ibnnm, g of com- :-f maethea\isOtpUo!),qp11C1ty,ol'aC!i'!'ltcdtarbonfo1mnov• 
; , . pound/100 g of carbon · . · 1 ing the pollutant at. 25° C ,and -l 111m. 

-' '. ' y = conci:ntrationin gas at 25'C and 1 aim, parlJ per mil- i Substitution of.the co'rrclatiori' conftarits from the table 
1 ·;, .· li011 by wlw:ne, ppm.v . l and concentratjpn into i.he correlati.QD,equatjQn yields 
I :- A;B ;and C = corielation can.,ranu l -- , _: , , . . 
: i -.. -•...: - :"••-ts r ~B and C) ,. "'• bl l . ; lo~0Q.- 0.89881 + Q-.32jJ4:Jog,oClO) 

Lil<'_COu.aauO~ ains.,... '°' -"' •• c WlOfC i - O 03643f)o , (10)"=- •· 1&767 
; : determined from regruaion of tho .:nilable data for [ · S:,c J ' ' 

i ! adJorption on acti\_'alC~ carbQn. The tabuhition ~s arranged L Q ~_ 15.41 g of n4luW101/100 g of caxbon 
· ' by c::atbon number (Cl, C2, C3 .. . ) so data can be quickly j In anothcr case th~ air from an indiimial operationcon-

located using tho,chemical formula. ' ta.ins 100 ppmv of methyl ethyl b:tone (C.H1O). The 

Estimation equati<m 
In preparing the correlation. a literarorc search was con
ducrd to identify sources for a datab= of adsorptic,n 
capacity valuei; at different con=mtions (partial pres
sures). The database also JC!"led to checl'. the e.ocuracy of 
the l;Orre]ation. 

Adsorption capacity for · the remaining compound.I 
was th.en estimated. The fuUowillg equation (dc:Veloped by 
D.lgOII) was used to estimate th:, equilibrium ruborption 
ca;,acity of activated carbon as a tif:ll order polynomial 
function of its adsorption pom11i.tl: 

adsorp:iOn cap.icity of activated carbon for removing the 
pollutant at 25° C. aud l aim must be estimated. 

SUbstituiion of the. correlation constants from lhe !Jib~ 
and concentration into the correlttiou equation yiel.ds 

log,.Q: 0.46525 + 0.37688 logl0jl00) -
o.02ao1oos"'(!OOW = l.JU()97 

Q = 12.79 g of methyl ethyl ketone/JOO g of car!>on 

Operation and design 
[n act\lal ope.-ation under pl~nt conditions, tbe cal'8clry of 
a., adsorp:ion bed "''ill seldom achieve equilibrium. Ai.r 
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atripptt bed capacity is laid to be 30 petcent 10 40 pe,cent 
of equilibrium for plant operating condltion.s EPA 

gr.stJ a ,.,a,,i:iD1 w:tOl'of3 for desip of 
• The total carbon rcquirement1 Cot an 

adaorption aystem are obul.ned by determining carbon 
required from equilibrium capacity and lbC'1 multiplying by 
the ...arking fae10r. 

!'1e10n ll!fentiag :1.d10rption bed apadty include loss 
due to adaorpdon zone, loss due to bea1 wave (adsorption 
ii an CJtothermic process); loss due to moisture in entering 
gu and Ion due 10 ~dual mol.sllue on the c:ari,on. 

Carl I.. an... i.l a profu,t,r qf dtunical ~ at Lamar 
l/tlJwrstry, &IIWII01ll. Taas, ""'1UBu ar.dS4dib!Nijhll'WCI11 
an pru/J,au sr,,,knu QI lAmar Uni11,mity. A a,mpwur pro-
1""" wWi da:aforo/l compo<Ulds II avaflablcfora/ttfrr,m 
11:w.i QI 4()9.880-8787. 

Rudtt lnten:rt Revltw 
Plean drcle !he appropriate nl.lff1lw on the Reade, Sarvi~ 
urd to Indicate the level of lntorest In the 1rtlde. 
High 409 Medlum 410 I.ow 411 
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1111111/IH/llffl 
R10593785 

Memorandum 

To: File - MS9-A 

From: Edgardo Berrios 

Ext: 371-3817 

Date: December 9, 2005 

CCN: 128557 

Fax: 

Subject: AIR EMISSIONS BASIS FOR ADDITIONAL IDENTIFIED HAZARDOUS 
ORGANICS CONSTITUENTS IN THE HANFORD TANK FARMS 

References: 1) 

2) 

3) 

4) 
5) 

6) 
7) 

CHG 2004, Industrial Hygiene Chemical Vapor Technical Basis, RPP-22491, 
Rev 0, October 2004, CH2M HILL 
24590-WTP-M4C-FRP-00006, Rev B, WTP Air Emissions Hazardous Organic 
Constituents Feed Concentrations 
24590-WTP-RPT-PO-03-008, Rev 1, Integrated Emissions Baseline Report for 
the Hanford Tank Waste Treatment and Immobilization Plant 
RPT-24590-EN0OOOl, Rev 0, Vessel Vents and PJMIRFD Emissions 
24590-WTP-M4C-FRP-00005, Estimation of Non-SSFM Represented Organic 
Emission Rates Required to Support the Integrated Emissions Baseline Report 
Chemical Properties Handbook, http://www.knovel.com 
Syracuse Research Corporation, http://www.syrres.com/esc/physdemo.htm 

Based on Reference 1, additional hazardous organic constituents, other than those already scoped 
through the WTP air permits, have been measured in Hanford tank headspaces. It is unknown if 
these constituents will be present in the WTP waste feed; therefore, the WTP and regulatory 
agencies have not determined if they will be included in the air permits and environmental risk 
evaluations. As the air emissions profile is currently being updated, it will be assumed for this 
update that these newly identified constituents are present in the WTP waste feed, and 
consequently their air emissions rates will be estimated. References 2 and 3 do not include the 
basis for these constituents; therefore, this memorandum serves as the documentation for these 
constituents basis. 

The data (i.e. the basis) required to evaluate these constituents in the WTP air emissions 
flowsheet includes the following: 

• Henry's Law constants - determines partition throughout the flowsheet and chemical 
group under which it is modeled. 

• Appropriate modeling group per the guidelines established in References 3 and 4 -
derived from the Henry's Law constants. 

Contract No. DE-AC27-01RV14136 
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• Method detection limits - used to determine feed rate to the WTP. 
• F v values - used to determine unit operation removal efficiency throughout the WTP 

offgas systems (PT VV, PT PN, LAW LOP/LVP, HLW HOP, and HLW PJV) 

Per E&NS, the additional constituents to be evaluated are (from Reference 1, Tables 5-5 and 
5-6): 

CAS# 
100-40-3 
104-76-7 

10595-95-6 
109-74-0 
110-59-8 
123-72-8 
134-32-7 
589-38-8 
628-73-9 
75-02-5 
79-46-9 

Organic Constituent 
4-Ethenylcyclohexene 

2-Ethyl-1-hexanol 
N-Nitrosomethylethylamine 

Butanenitrile 
Pentanenitrile 

Butanal 
alpha-Napthylamine 

3-Hexanone 
Hexanenitrile 
Fluoroethene 

2-Nitropropane 

The basis for each constituent was established as follows: 

Henry's Law constants 

An Internet search was made to obtain the Henry's Law constant. The site used was the 
Syracuse Research Corporation website (Ref. 7). Results from each organic constituent search 
are provided in Attachment A and summarized below. 

Henry's Law 
CAS# Organic Constituent Constant 

(atm-m3/mole) 
100-40-3 4-Ethenylcyclohexene 4.48E-02 
104-76-7 2-Ethyl-1-hexanol 2.65E-05 

10595-95-6 N-Nitrosomethylethvlamine l.44E-06 
109-74-0 Butanenitrile 5.23E-05 
110-59-8 Pentanenitrile 7.15E-05 
123-72-8 Butanal l.15E-04 
134-32-7 alpha-Napthylamine l.l IE-07 
589-38-8 3-Hexanone l.25E-04 
628-73-9 Hexanenitrile 9.49E-05 
75-02-5 Fluoroethene l.18E-0l 
79-46-9 2-Nitropropane l.19E-04 

Modeling Group 

Per Reference 4, all organic constituents were organized into groups of similar physical 
properties. Representative compounds from each group were selected and modeled in the air 

Contract No. DE-AC27-01RV14136 
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emissions flowsheet. This was done to avoid complexity of the flowsheet. Based on the results 
from the modeled constituents, the air emission rates for the non-modeled constituents are then 
calculated as they are assumed to behave similarly during vapor-liquid equilibrium conditions. 
Therefore, these new constituents need to be included into their pertaining group. The main 
criterion for the grouping was similar Henry's Law constants. Based on this methodology, the 
new identified hazardous organic constituents fall within the following groups: 

CAS# Oreanic Constituent Group 
100-40-3 4-Ethenylcyclohexene 22 
104-76-7 2-Ethyl-1-hexanol 12 

10595-95-6 N-Nitrosomethylethylamine 9 
109-74-0 Butanenitrile 13 
110-59-8 Pentanenitrile 13 
123-72-8 Butanal 15 
134-32-7 alpha-Napthylamine 6 
589-38-8 3-Hexanone 15 
628-73-9 Hexanenitrile 14 
75-02-5 Fluoroethene 23 
79-46-9 2-Nitropropane 15 

Method Detection Limit 

Detection limits are used to determine the concentration of the constituent in the waste feed as 
documented in Reference 2. No detection limits are readily available for these constituents 
therefore the approach taken is to assume that the constituents method detection limit will be the 
same to the method detection limit from a comparable compound found in the feed stream. For 
example, for 3-Hexanone, the method detection limit is assumed to be the same as for 3-
Heptanone and for 2-Nitropropane, the method detection limit is assumed to be the same as for 
1-Nitropropane. For the nitrites, the method detection limit was assumed to be the highest of all 
the nitrites in the feed which turned out to be acrylonitrile. After evaluating the new constituents 
against the existing constituents, the following detection limits were selected: 

CAS# Organic Constituent 

100-40-3 4-Ethenylcyclohexene 
104-76-7 2-Ethyl-1-hexanol 

10595-95-6 N-Nitrosomethylethylamine 
109-74-0 Butanenitrile 
110-59-8 Pentanenitrile 
123-72-8 Butanal 
134-32-7 alpha-Nat>thylamine 
589-38-8 3-Hexanone 
628-73-9 Hexanenitrile 
75-02-5 Fluoroethene 
79-46-9 2-Nitropropane 

Contract No. DE-AC27-0IRV14136 

24590-PADC-F00029 Rev 6 (2/14/2005) 

Method Constituent Used As Basis 
Detection Limit for Method Detection 

(mw'L) Limit 
0.02 Cyclohexene 
0.07 Ethyl alcohol 
0.3 N-Nitroso-di-n-proovlamine 
0.1 Acrylonitrile 
0.1 Acrvlonitrile 

0.066 1,2-Epoxybutane 
0.066 Triethylarnine 
0.02 3-Heotanone 
0.1 Acrylonitrile 

0.066 Chloropentafluoroethane 
0.3 1-Nitropropane 

Page 3 of 18 



128557 

Per Table 4 of Reference 2, the adjusted concentrations of these constituents to arrive at the 
assumed total organic carbon weight percent in the feed are: 

Adjusted Feed 
CAS# Organic Constituent Concentration 

(mg/L) 
100-40-3 4-Ethenylcyclohexene 4 
104-76-7 2-Ethyl-1-hexanol 10 

10595-95-6 N-Nitrosomethylethylamine 60 
109-74-0 Butanenitrile 20 
110-59-8 Pentanenitrile 20 
123-72-8 Butanal 10 
134-32-7 alpha-Napthylamine 10 
589-38-8 3-Hexanone 4 
628-73-9 Hexanenitrile 20 
75-02-5 Fluoroethene 10 
79-46-9 2-Nitropropane 60 

Fv values 

Fv is a unitless parameter used to classify a constituent as being in one of three categories: vapor 
phase, particle phase, or particle-bound phase. This phase type affects the removal efficiency of 
the offgas control system for that compound. An Fv value of 1 indicates that the constituent 
exists only in the vapor phase. If the Fv value is less than 1, for example 0.9, this means that 
90% of the compound exits in the vapor phase and 10% is particle-bound (i.e. [l-0.9]*100%). 
Therefore, removal efficiency for each portion of the constituent will differ based on the phase. 
Based on E&NS evaluations of each constituent's vapor pressure and melting point, the Fv 
values have been calculated to be 1 for all the constituents. 

The decontamination factors (DFs) for these constituents for each unit operation will be the same 
as those for other vapor constituents in all unit operations except for the Pretreatment thermal 
oxidizer and carbon beds, which are calculated based on the constituent's properties. The DPs 
for these constituents are: 

LAW 
• Melter: 1.1 
• SBS: 1 
• WESP: 1 
• HEPA: 1 
• Carbon Beds: 1 
• SCO: 20 
• SCR: 1 
• Caustic Scrubber: 1 
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HLW 
• Melter: 1.1 
• SBS: 1 
• WESP: 1 
• HEME: l 
• HEPA: 1 
• Carbon Beds: 1 
• Silver Mordenite: 1 
• SCO: 20 
• SCR: 1 
• PJV HEPA: 1 

Pretreatment 
• Caustic Scrubber: l 
• HEME: l 
• HEPA: l 
• Thermal Oxidizer: calculated below 
• Carbon Bed: calculated below 
• P JV Demister: 1 
• PJVHEPA: 1 

The DFs for the Pretreatment thermal oxidizer and carbon beds depend on the auto ignition 
temperatures (AIT), boiling points, and molecular weights of each constituent. The methodology 
of calculating these DFs is explained in Appendix G of Reference 3. The AITs were obtained 
from the Chemicals Property Handbook located in Reference 6. When no data was available for 
a constituent, the AIT for the constituent used to obtain the method detection limit was used. 
When this situation occurred, the AITs were obtained from Table 1-1 in Appendix G of 
Reference 3. 

The removal efficiency of the thermal oxidizer is based on the temperature difference between 
the operating temperature of the thennal oxidizer and the AIT of the constituent. Therefore, the 
higher the difference between the temperatures, the more efficient the unit is in destroying the 
organic constituent. The operating temperature of the thermal oxidizer is 1600°F. The AITs and 
the difference between that temperature and the operating temperature of the thermal oxidizer 
are: 

CAS# Organic Constituent 

100-40-3 4-Ethenylcyclohexene 
104-76-7 2-Ethyl-1-hexanol 

10595-95-6 N-Nitrosomethylethylamine 
109-74-0 Butanenitrile 
110-59-8 Pentanenitrile 
123-72-8 Butanal 

Contract No. DE-AC27-0IRV14136 

24590-PADC-F00029 Rev 6 (2/14/2005) 

AIT ~F Difference from TO 
('F) Operatin2 Temperature 
518 1082 
550 1050 
527 1073 
935 665 

897.8 702.2 
446 1154 
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CAS# Organic Constituent AIT °F Difference from TO 
(°F) Operatin2 Temperature 

134-32-7 aloha-Napthylamine 480 1120 
589-38-8 3-Hexanone 734 866 
628-73-9 Hexanenitrile 897.8 702.2 
75-02-5 Fluoroethene 725 875 
79-46-9 2-Nitropropane 802 798 

The AITs in bold indicate that these AITs are from the constituents used to determine the method 
detection limit. 

Per the guidelines in Appendix G of Reference 3, for temperature differences between the AIT 
and thermal oxidizer operating range over 650°F, the expected thermal oxidizer removal 
efficiency is 99.99°/o (i.e. DF = 10,000). This indicates that all the constituents will have a DF of 
l 0,000 in the Pretreatment thermal oxidizer. 

For the carbon beds, the removal efficiency depends on the loading in the carbon beds, which is 
dependent on the organic constituent boiling point and molecular weight. Based on these values, 
the guidelines presented on Tables G-3 and G-4 of Appendix G in Reference 3 were applied to 
determine the removal efficiency for the constituent. The results are as follows: 

Boling Molecular Adsorption Carbon Bed 
Removal Carbon CAS# Point Weight Capability 

Efficiency BedDF (°C) (g/mole) (g/1 OOg carbon) (%) 
100-40-3 128 108.18 2 80 5 
104-76-7 184.6 130.23 10 95 20 

10595-95-6 170 88.11 20 98 50 
109-74-0 117.6 69.11 2 80 5 
110-59-8 141.3 83.13 2 80 5 
123-72-8 74.8 72.11 l 50 2 
134-32-7 300.8 143.19 40 98 50 
589-38-8 123.5 100.16 10 95 20 
628-73-9 163.6 97.16 10 95 20 
75-02-5 -72 46.05 0 0 I 
79-46-9 120.2 89.1 2 80 5 

Boiling points and molecular weights were obtained from Attachment l of this memorandum. 

Contract No. DE-AC27-0IRV14136 

24590-PADC-F00029 Rev 6 (2/14/2005) 
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If these constituents are required to be included in the waste feed in the future, the bases 
presented in this me randum will be included in References 2, 3, and 5. 

Edg do Bern 
Process Engineer 
Process Engineering - Flowsheet and ORP Deliverables 

EB/eb 

Attachment: Organic Constituents Physical Properties Data 

Distribution 

Coel'.: Coveraie MSIN 
Berrios, E MS4-Cl 
Bostic, L MS4-D2 
Cook, J MS4-D2 

Erlandson, B MS4-D2 
PDC MS9-A 
Saunders, S MS4-Cl 

Contract No. DE-AC27-01RV14136 

24590-PADC-F00029 Rev 6 (2/14/200S) 
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Data From SRC PhysProp Database: 

Page 1 of 1 

Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = Extrapolated Data. 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 000100-40 - 3 
Chem Name 4-VINYLCYCLOHEXENE 
Mel Formula: C8H12 
Mel Weight : 10B.1B 
Melting Pt : -108.9 deg C 
Boiling Pt : 12B deg C 
Water Solubility: 

Value 50 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol - water) : 
Value 3.93 
Type : EXP 
Ref : CHEM INSPECT TEST INST (1992) 

Vapor Pressure: 
Value 15.7 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (19B9) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant : 
Value 0.0448 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value 8.93E-011 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysProp Demo Page 
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Data From SRC PhysProp Database: 

Page 1 of 1 

Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT= Extrapolated Data. 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 000104-76-7 
Chem Name 2-ETHYL-1-HEXANOL 
Mol Formula: C8Hl8O 
Mol Weight : 130.23 
Melting Pt : -70 deg C 
Boiling Pt : 184 . 6 deg C 
Water Solubility: 

Value 880 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : AMIDON,GL ET AL . (1974) 

Log P (octanol-water): 
Value 2.73 
Type : EST 
Ref : MEYLAN,WM & HOWAR.D,PH (1995) 

Vapor Pressure: 
Value 0.136 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1985) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

Law Constant : 
2.65E-005 atm-m3/mole 

: 25 deg C 
: EST 
: VP/WSOL 

Atmospheric OH Rate Constant: 
Value 1.32E-011 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWAR.D,PH (1993) 

Back To PhysProp Demo Page 
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Data From SRC PhysProp Database: 

Page 1 of 1 

Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = Extrapolated Data. 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 010595-95-6 
Chem Name N-METHYL-N-NITROSOETHAMINB 
Mol Formula: C3H8N2O 
Mol Weight : 88.11 
Melting Pt : 
Boiling Pt : 170 deg C 
Water Solubility: 

Value 3E+0OS mg/L 
Temp : 20 deg C 

Type : EXP 
Ref : IARC (1978) 

Log P (octanol-water): 
Value 0 . 04 
Type : EXP 
Ref : VERA,A ET AL. (1992) 

Vapor Pressure : 
Value 1.1 mm Hg 
Temp 20 deg c 
Type EST 
Ref KLEIN,RG (1982) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value l.44E-006 atm- m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value lE-011 cm3/molecule-sec 
Temp 25 deg c 
Type EST 
Ref ATKINSON,R (1988) 

Back To PhysProp Demo Pag~ 
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Data From SRC PhysProp Database: 
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Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = Extrapolated Data 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 000109-74-0 
Chem Name BUTYRONITRILE 
Mel Formula: C4H7N 
Mel Weight : 69.11 
Melting Pt : -111.9 deg C 
Boiling Pt : 117.6 deg C 
Water Solubility: 

Value 3.3E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : RIDDICK,JA ET AL. {1986) 

Log P (octanol-water): 
Value 0.53 
Type : EXP 
Ref : TANII,H & HASHIMOTO,K (1984) 

Vapor Pressure: 
Value 19.5 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 5.23E-005 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : BUTLER,JAV AND RAMCHANDANI,CN (1935) 

Atmospheric OH Rate Constant: 
Value 7.56E-013 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref ATKINSON,R {1988) 

Back To PhysProp Demo Page 
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Data From SRC PhysProp Database: 

Page I of 1 

Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = Extrapolated Data. 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 000110-59-B 
Chem Name VALERONITRILE 
Mol Fonnula: C5H9N 
Mol Weight : 83.13 
Melting Pt : -96.2 deg C 
Boiling Pt : 141.3 deg C 
Water Solubility: 

Value 7750 mg/L 
Temp : 25 deg C 
Type : EST 
Ref : MEYLA.N, WM ET AL. (1996) 

Log P (octanol-water): 
Value 1. 12 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 7.3 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 7.15E-005 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value l.67E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysProp Demo Page 
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Data From SRC PhysProp Database: 

Page 1 of 1 

~bbreviations in the 'Type' field: EXP = Experimental Data, EST= Estimated Data, EXT= Extrapolated Data. 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT availab1e here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
;oftware. 

::AS Number 000123-72-8 
Chem Name BUTYRALDEHYDE 
Mol Formula: C4H8O 
Mol Weight : 72.11 
Melting Pt : -99 deg C 
Boiling Pt : 74.8 deg C 
Water Sol~bility: 

Value 7.1E+004 mg/L 
Temp 25 deg C 
Type EXP 
Ref UNION CARBIDE (1974) 

Log P (octanol-water): 
Value 0.88 
Type : EXP 
Ref : HANSCH,C ET AL. (1995) 

Vapor Pressure: 
Value 111 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1985) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.000115 atm-m3/mole 
Temp : 25 deg C 
Type : EXP 
Ref : BUTTERY,RG ET AL. (1969) 

Atmospheric OH Rate Constant: 
Value 2.35E-011 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1985) 

Back To PhysProp Demo Page 

,_..__ // ___ - --- - - - - 1; _ _. __ ,_ _ __ . I •• • _\.. ____ ----'ll'"' A C'-1 "\"\ ,.,,.., 0 1 '1 u:. l'1 (\f\ ~ 



SRC PhysProp Database C,C.t-J \ 1. B5S 7 
~(.k\M1:J'lT !. 

Qp..(k. \~ cF \ 'o 
Data From SRC PhysProp Database: 

Page 1 of 1 

Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = Extrapolated Data. 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 000134-32-7 
Chem Name 1 - NAPHTHYLAMINE 
Mol Formula: Cl0H9N 
Mol Weight : 143.19 
Melting Pt : 49 . 2 deg C 
Boiling Pt : 300.8 deg C 
Water Solubility: 

Value 1700 mg/L 
Temp : 20 deg C 
Type : EXP 
Ref : DRAGUN,J & HELLING,CS (1985) 

Log P (octanol-water): 
Value 2.25 
Type : EXP 
Ref : HANSCH,C ET AL . (1995) 

Vapor Pressure: 
Value O. 00418 mm Hg • 
Temp 25 deg C · 
Type EXT 
Ref CHAO,J ET AL. (1983) 

pKa Dissociation Constant: 
Value 3.92 
Temp 
Type 
Ref 

Henry's 
Value 
Temp 
Type 
Ref 

25 deg C 
EXP 
WEAST, RC (1985) 

Law Constant: 
l.llE-007 atm-m3/mole 
2S deg C 
EXP 
ABRAHAM,MH ET AL. (1994) 

Atmospheric OH Rate Constant: 
Value 2E-010 cm3/molecule-sec 
Temp 2S deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993) 

Back To PhysProp Demo Page 
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Data From SRC PhysProp Database: 

Page 1 of l 

Abbreviations in the 'Type' field: EXP == Experimental Data, EST == Estimated Data, EXT = Extrapolated Data. 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 000589 - 38 - 8 
Chem Name 3-HEXANONE 
Mol Formula: C6H120 
Mol Weight : 100.16 
Melting Pt : -55.5 deg C 
Boiling Pt : 123.5 deg C 
Water Solubility: 

Value l . 47E+004 mg/L 
Temp : 25 deg C 
Type : EXP 
Ref : YALKOWSKY,SH & DANNENFELSER,RM (1992) 

Log P (octanol-water): 
Value 1.24 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure : 
Value 13.9 mm Hg 
Temp 25 deg C 
Type EXP 
Ref YAWS,CL (1994A) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.000125 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant: 
Value 6.9E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To PhysProp Demo Page 
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Data From SRC PhysProp Database: 

Page 1 of 1 

Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = Extrapolated Data. 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 000628-73 - 9 
Chem Name HEXANENITRILE 
Mol Formula: C6HllN 
Mol Weight : 97.16 
Melting Pt : -80.3 deg C 
Boiling Pt : 163.6 deg C 
Water Solubility: 

Value 2480 mg/L 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM ET AL . (1996) 

Log P (octanol - water): 
Value 1.66 
Type : EXP 
Ref : TANII,H & HASHIMOTO,K (1984) 

Vapor Pressure: 
Value 2.85 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 9.49E-005 atm-m3/mole 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1991} 

Atmospheric OH Rate Constant : 
Value 3.09E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EST 
Ref MEYLAN,WM & HOWARD,PH (1993} 

Back To PhysProp Demo Page 
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Data From SRC PhysProp Database: 

Page 1 of 1 

Abbreviations in the 'Type' field: EXP == Experimental Data, EST = Estimated Data, EXT = Extrapolated Data. 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 000075-02-5 
Chem Name VINYLFLUORIDE 
Mol Formula: C2H3F 
Mol Weight : 46.05 
Melting Pt : -160.5 deg C 
Boiling Pt : -72 deg C 
Water Solubility: 

Value l.29E+004 mg/L 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM ET AL. (1996) 

Log P {octanol-water): 
Value 1.19 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1995) 

Vapor Pressure: 
Value l.98E+004 mm Hg 
Temp : 25 deg C 
Type : EXP 
Ref : DAUBERT,TE & DANNER,RP (1989) 

pKa Dissociation Constant: 
Value 
Temp 
Type 
Ref 

Henry's Law Constant: 
Value 0.118 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : MEYLAN,WM & HOWARD,PH (1991) 

Atmospheric OH Rate Constant: 
Value 5.56E-012 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref ATKINSON,R (1989) 

Back To PhysProp Demo Page 
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Data From SRC PhysProp Database: 

Page 1 of 1 

Abbreviations in the 'Type' field: EXP = Experimental Data, EST = Estimated Data, EXT = Extrapolated Data 
Extrapolated data is based upon experimental measurement outside the temperature range of the reported value. 
References below are abbreviated citations ... the full reference citations are NOT available here. References for 
Estimated data generally refer to the method used to make the estimate ... most estimates were made using SRC 
software. 

CAS Number 000079-46-9 
Chem Name 2-NITROPROPANE 
Mol Formula: C3H7N02 
Mol Weight : 89.10 
Melting Pt : -91.3 deg C 
Boiling Pt : 120 . 2 deg C 
Water Solubility: 

Value l.7E+004 mg/L 
Temp 25 deg C 

Type EXP 
Ref BAKER,PJJR & BOLLMEIER,AFJR (1981) 

Log P (octanol-water): 
Value 0.93 
Type : EXP 
Ref : CHEM INSPECT TEST INST (1992) 

Vapor Pressure: 
Value 17 . 2 mm Hg 
Temp 25 deg C 
Type EXP 
Ref DAUBERT , TE & DANNER , RP (1987) 

pKa Dissociation Constant: 
Value 7.68 
Temp 25 deg C 
Type EXP 
Ref SERJEANT,EP & DEMPSEY,B (1979) 

Henry's Law Constant: 
Value 0.000119 atm-m3/mole 
Temp : 25 deg C 
Type : EST 
Ref : VP/WSOL 

Atmospheric OH Rate Constant : 
Value 2.68-013 cm3/molecule-sec 
Temp 25 deg C 
Type EXP 
Ref LIU , R ET AL. (1990) 

Back To PhysProp Demo Page 
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EPA 

HEPA 

HLW 

LAW 
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US Environmental Protection Agency 

high efficiency particulate air (filter) 

high-level waste 

low-activity waste 

products of incomplete combustion 

synthetic organic chemical manufacturing industry 

Washington Administrative Code 

Hanford Tank Waste Treatment and Immobilization Plant 



CALCULATION SHEET PROJECT: RPP-WTP 
JOB NO.: 24590 

BY: John Sipkowski 
DATE: July 9, 2003 

SUBJECT: Estimated Organic Emissions from Process Cells 

Summary 

CALC NO.: 24590-WTP-HAC-50-00001 
SHEET REV: C 

SHEET NO.: 2 

This calculation estimates the potential emission of organic compounds from ancillary equipment located 
within the Hanford Tank Treatment and Immobilization Plant (WTP) process cells. First, the release of 
organic compounds from ancillary equipment into the process cells was estimated. The release amount 
was then apportioned to each individual organic compound. Only a portion of the released organic 
material will result in uncontrolled emission. Particulate and particle-bound organics will be abated by 
the HEPA filters in the process cell off gas treatment system. The vapor phase will not be abated by the 
HEPA filters and will comprise the potential organic emissions from the process cells. 

1 Introduction 

This calculation estimates the potential emission of organic compounds from the WTP process cells as a 
result of treating the Hanford tank waste. The process cells will be operated under negative pressure with 
respect to atmospheric pressure, and the air from the process cells will be released to the atmosphere 
through a stack or flue. According to the Washington Administrative Code (WAC), WAC 173-400-
030(32), fugitive emissions "means emissions which do not pass and which could not reasonably pass 
through a stack, chimney, vent, or other functionally equivalent opening." Consequently, the Washington 
State Department of Ecology (Ecology) has agreed (CCN 023430) that fugitive emissions are not 
applicable to the WTP. However, Ecology requested that the WTP estimate the potential emission of 
organic compounds that are not abated by the WTP off gas treatment systems. 

In response to that request, this calculation estimates the potential unabated emission of organic 
compounds from the WTP process cells. This estimate is based upon Environmental Protection Agency 
(EPA) guidance documents. The emission estimate was made using the following process: 

• Estimate the annual release of organic material into the process cells from ancillary equipment for the 
pretreatment plant, the low-activity waste (LAW) vitrification plant, and the high-level waste (HL W) 
vitrification plant 

• Determine the weight fraction of individual organic compounds in the streams being evaluated 
• Apportion the annual release of organic material to the individual organic compounds 
• Apply ventilation abatement to the applicable organic compounds 

This process resulted in an estimate of the potential emission of each organic compound from the 
pretreatment plant, the LAW plant, and the HL W plant process cells given in Appendix A, Tables 7, 8, 
and 9, respectively. 

The scope of this calculation is limited to providing an estimate of potential organic compound emission 
from process cells to support the WTP risk assessment process. 

2 Release Calculation Methodology 

Building ventilation and process off gases will be treated by abatement systems that employ best available 
control technology for criteria pollutants, radionuclides, and toxic air pollutants prior to discharge into the 
atmosphere through a stack or flue. Organic compounds may be released into the process cells from 
ancillary equipment. Process cell ventilation will be treated by high efficiency particulate air (HEPA) 
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filters that will abate particulate or particle bound organic compounds. Vapor phase organic compounds 
will not be abated by the HEPA filters and are considered in this calculation to be process cell organic 
em1ss10ns. 

The following sections present the formula for estimating the release of organic compounds from 
ancillary equipment within process cells and describes adjustments to the formula based upon the design 
and operation of the WTP. 

2.1 Release Calculation Formula 

The estimated release of organic material from ancillary equipment was calculated using the EPA 
guidance document, Protocol for Equipment Leak Emission Estimates (EPA 1995). This guidance 
provides several different methods to determine releases. The guidance recommends using the method 
that best matches the type of process being evaluated and the data available on that process. Since the 
WTP is not in operation, actual release measurements are not available, thus average release factors, 
given in the guidance, were used for the calculation. The formula for estimating releases using the 
average release factors is: 

EHo = N . R avg . WF s • H 

Where: 

EHo = estimated annual release of organic compounds, kg/year 
N = ancillary equipment count by equipment type 
Ravg == average release factor by equipment type, kg/hour 
H = hours of operation, hours/year 
WFs = weight fraction of organic material by waste stream 

An explanation of each formula value is discussed in the following sections, and the calculations are 
presented in Appendix A, Table 1. 

2.2 Count of Ancillary Equipment by Equipment Type 

The EPA guidance (EPA 1995) determined that the following ancillary equipment types are sources of 
potential release: 
• Valves 

• Pump seals 

• Compressor seals 

• Pressure relief valves 

• Connectors 

• Agitator seals 

• Open-ended lines 

• Sampling connections 

The potential to emit for each of these ancillary equipment types are discussed below as they pertain to 
the design and operation of the WTP. 
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Reverse flow diverter pumps were not considered in this calculation since these off gases will be captured 
in process vessel ductwork, treated by the off gas treatment train, and released from the plant stack. The 
resultant estimated emissions are already included in the Integrated Emissions Baseline Report for the 
Hanford Tank Waste Treatment and Immobilization Plant (Emission Baseline Report) (24590-WTP-RPT
PO-03-008). 

The WTP will also use conventional, centrifugal pumps. Centrifugal pumps that contact the waste will be 
equipped with double mechanical seals with an inert barrier fluid at greater pressure than the waste. It is 
assumed that there is no potential for releases from these pumps. 

Compressors 

The design of the WTP does not include compressors that contact the waste. 

Pressure relief valves 

Pressure relief valves on the process vessels and tanks were not considered sources of release in this 
calculation since all of the process vessels and tanks that manage the Hanford tank waste will operate 
under one to two inches of water gauge vacuum. The EPA guidance (EPA 1995) considers equipment 
under vacuum to be zero release. 

Connections 

Welded connections are considered to be zero release in the EPA guidance (EPA 1995). Other types of 
connectors such as gasketed flanged connections that contact the waste were included in this release 
estimate. 

Agitator seals 

Most of the process vessels that are agitated will use pulse jet mixers located within the vessels being 
agitated. Emissions from pulse jet mixers were not considered in this calculation since these off gases 
will be captured in the process vessel ductwork, treated by the off gas treatment train, and released from 
the plant stacks. The resultant estimated emissions are already included in the Emission Baseline Report 
(24590-WTP-RPT-PO-03-008). 

Certain vessels will employ mechanical agitators that do employ a seal. These seals will be in the vapor 
space of the vessel , and the vessels will be under one to two inches of water gauge vacuum. The EPA 
guidance (EPA 1995) considers equipment under vacuum to be zero release. 

Open-ended lines 

The design of the WTP does not include open-ended lines. 
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Sampling systems in the WTP will be closed-loop and are considered in the EPA guidance (EPA 1995) to 
be zero emission. 

Thus, this calculation includes release calculations for valves and gasketed flanged type connectors that 
will contact the Hanford tank waste. 

The ancillary equipment count by equipment type, N, is given in Appendix A, Table 1. The count of 
connectors that contact the Hanford tank waste was provided by Melter Systems (CCN 068046, CCN 
068047) and the Pretreatment Jumper Group (CCN 068045). The count of valves was taken from the 
Plant Item List (PIL--4.08.06). 

2.3 Average Release Factors 

The EPA developed the average release factors through extensive measurements of actual processes in 
operation. This calculation used average release factors developed for the synthetic organic chemical 
manufacturing industry (SOCMI) since the processes proposed for the WTP are similar to the processes 
used in SOCMI. 

The SOCMI average release factors for valves are based upon the type of service. The EPA guidance 
(EPA 1995) defines the types of service as: 
• Gas/vapor - material in a gaseous state at operating conditions; 
• Light liquid - material in a liquid state in which the sum of the concentrations of individual 

constituents with a vapor pressure over 0.3 kilopascals at 20° C is greater than or equal to twenty 
weight percent; or, 

• Heavy liquid - not in gas/vapor service or light liquid service. 

The release factor for heavy liquid service was used in this calculation since the RPP-WI'P Waste Feed 
Assessment report (RPT-24590-EN00003) determined the total organic carbon content of the Hanford 
waste to be bounded at four weight percent. 

The average release factor for connectors is the same regardless of the type of service. The average 
release factors, Ravg, applicable to the WTP are shown in Appendix A, Table 1. 

2.4 Weight Fraction of Organic Material 

The EPA guidance (EPA 1995) states that the weight fraction must be determined for each waste stream 
under evaluation. Four waste streams were evaluated for the calculation of ancillary equipment releases. 
These four waste streams are: 

(1) The waste feed from receipt through the pretreatment evaporator process labeled the "pretreatment 
feed stream" 

(2) The waste stream after the pretreatment evaporator labeled the "post-evaporator stream" 
(3) The LAW concentrate through the LAW vitrification process labeled the "LAW stream" 
(4) The HLW concentrate through the HL W vitrification process labeled the "HL W stream" 
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Section 3 addresses the determination of the weight fraction of the individual organic compounds in each 
of the four evaluated streams. The individual weight fractions were summed for each of the evaluated 
streams and entered onto Appendix A, Table 1 as the respective waste stream organic weight fraction, 
WFs. 

2.5 Hours of Operation 

The calculation will use 8760 hours of operation which represents continuous operation for a year. The 
operating hours used is conservative since the average operational availability of the WTP is 
approximately 71 % as determined in LAW Vitrification Capacity and Availability Study (24590-LA W
RPT-ENG-01-001 ). In addition, most of the transfer pipes will remain empty between transfers and will 
be flushed with water after transfer to prevent solids from settling in the line and to minimize corrosion. 

2.6 Estimated Release of Organic Material 

Appendix A, Table 1 gives the estimated release of organic material, EHo, into the process cells of the 
pretreatment plant feed and post-evaporator streams, the LAW stream, and the HL W stream as a result of 
applying the average release calculation formula. 

3 Weight Fraction of Individual Organic Compounds 

The following sections discuss the determination of the weight fraction of each organic compound in each 
of the four evaluated streams. 

3.1 Weight Fraction of Organic Compounds in the Pretreatment Feed Stream 

The RPP-WTP Waste Feed Assessment (RPT-24590-EN00003) determined the upper bound 
concentration of individual organic compounds in the Hanford waste feed to the WTP. These 
concentrations are the starting point for the organic emissions calculations from the three production 
plants. The concentrations were given in milligrams per liter, mg/L. The formula given in the EPA 
guidance (1995) in section 2.1 to estimate the release of organic compounds requires the organic 
concentration to be expressed as a weight fraction. The milligrams per liter, mg/L, were converted to 
weight fractions, mg/kg, using the density, p, of the waste provided in the RPP-WTP Waste Feed 
Assessment (RPT-24590-EN00003). The values are given in Appendix A, Table 2. The individual 
weight fractions were summed in Appendix A, Table 2 to yield the waste stream organic weight fraction, 
WFs, for the pretreatment feed stream and entered onto Appendix A, Table 1. 

3.2 Weight Fraction of Organic Compounds in the Post-Evaporator, LAW, and HL W 
Streams 

The Emission Baseline Report (24590-WTP-RPT-03-008) estimated the mass flow rate of fifty organic 
compounds in the waste using a computer model. The fifty organic compounds were selected as 
representative of the full spectrum of organic compounds in the waste. These fifty organic compounds 
were organized into thirty-five groups, termed Henry 's Grouping, based upon the similarity of properties 
such as Henry ' s Law constant, molecular weight, vapor pressure, and solubility. The unmodeled organic 
compounds in the waste were assigned to one of the thirty-five groups based upon that compound's 
similar Henry ' s Grouping properties. 
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The model estimated the mass flow rate for each of the fifty organic compounds in the post-evaporator, 
the LAW, and the HLW streams shown in Appendix A, Tables 2, 3, and 4, respectively. Each unmodeled 
organic compound was then assigned, by stream, a mass flow rate associated with the appropriate Henry ' s 
Grouping. Some of the Henry's Groupings contain more than one modeled compound. In that case, the 
mass flow rates were averaged, and the average value was assigned to the unmodeled organic compounds 
in that Henry 's Grouping. Appendix A, Table 6 shows the Henry's Grouping number and corresponding 
mass flow rate assigned to each organic compound, both modeled and unmodeled, in the post-evaporator 
stream; Appendix A, Table 8 shows the LAW stream; and Appendix A, Table 9 shows the HL W stream. 

The formula given in the EPA guidance ( 1995) in section 2.1 to estimate the release of organic 
compounds requires the organic concentration to be expressed as a weight fraction. The mass flow rates 
were converted to weight fractions using the respective density for the three streams. The density used 
for this calculation is the density of the liquid phase of the waste stream being evaluated since the model 
apportioned the organic compounds to the liquid phase. A conversion factor was calculated to convert 
from mass flow rate to weight fraction according to the following formula: 

Conversion Factor= QM g/s · 60 s/min · min/Qv · 35.315 ft3/l000L · 1000 mg/g · l ip kg/L 

Where: 
QM = mass flow rate of the individual organic compound 
Qv = volumetric flow rate of the evaluated stream 
p = density of the liquid phase of the evaluated stream 

Appendix A, Table 6 shows the mass flow rate and conversion to a weight fraction for each of the organic 
compounds for the post-evaporator stream. The individual weight fractions were summed to yield the 
waste stream organic weight fraction, WFs, for the post-evaporator stream. Appendix A, Table 8 
presents the same information for the LAW stream, and Appendix A, Table 9 presents the same 
information for the HLW stream. The waste stream organic weight fractions, WFs, for each of the 
evaluated streams was entered into Appendix A, Table 1. 

4 Estimated Release of Organic Compounds 

The Human Health Risk Assessment Protocol (EPA 1998) presents a method to speciate the release of 
organic compounds by multiplying the weight ratio of each individual organic compound by the total 
release from the waste streams being evaluated. This method was used to estimate the individual organic 
compound released into the WTP process cells for each of the evaluated streams. 

The weight ratio for each organic compound for each stream was determined by dividing the individual 
organic compound weight fraction by the total weight fraction of all organic compounds in that stream. 

The estimated release of each individual organic compound for each stream, R10 , was then determined by 
multiplying the estimated release for the stream, ERo, from Appendix A, Table 1 times the individual 
organic compound weight ratio, WR;. These calculations were made for the pretreatment feed stream, the 
post-evaporator stream, the LAW stream, and the HL W stream. The resulting estimated releases into the 
process cells are given in Appendix A, Tables 5, 6, 8, and 9, respectively. 
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5 Estimated Emission of Organic Compounds 

This section discusses the calculation of the estimated emission of organic compounds from the WTP 
process cells . 

5.1 Unabated Organic Compound Emissions 

Only a portion of the organic compound released into the process cells will result in unabated emissions. 
Organic compounds that are particle-bound or particulate will be abated by the high-efficiency particulate 
air (HEPA) filters. The Emission Baseline Report (24590-WTP-RPT-03-008) separated the organic 
compounds into particle-bound or particulate, and vapor phase. According to the Emission Baseline 
Report (24590-WTP-RPT-03-008), HEPA filters will abate the particle-bound or particulate organic 
compounds at a decontamination factor of two hundred thousand. Therefore, particle-bound or 
particulate organic compounds were not considered as uncontrolled emissions in this calculation. 

Vapor phase organic compounds released into the process cells will not be captured by the HEP A filters 
and will represent potential unabated emissions. Appendix A, Table 5 gives the estimated organic vapor 
emission, Rvo, from the pretreatment feed stream by listing the release of each vapor phase organic 
compound as an emission and each particle-bound or particulate organic compound as zero emission. 
This process is repeated for the post-evaporator stream in Appendix A, Table 6. The feed stream and 
post-evaporator stream releases are summed in Appendix A, Table 7 to give the estimated emission of 
organic compounds from the pretreatment process cells. Appendix A, Table 8 gives the estimated 
emission of organic compounds from the LAW process cells, and Appendix A, Table 9 gives the 
estimated emission of organic compounds from the HL W process cells. 

5.2 Potential Emissions Not Considered 

The Emission Baseline Report (24590-WTP-RPT-03-008) proposed that the temperature and conditions 
in the melters and thermal oxidation units are sufficient to generate products of incomplete combustion 
(PICs) that would be introduced into the offgas streams. The melter offgas containing the PICs will be 
treated by a melter submerged bed scrubber, which will recycle scrubber liquor back into the pretreatment 
process. However, the Emission Baseline Report (24590-WTP-RPT-03-008) predicted that PICs recycled 
to the pretreatment plant will be at concentrations orders-of-magnitude less than the constituent organic 
compounds. Thus, PICs were not included as emissions in this calculation. 
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The Protocol for Equipment Lead Emission Estimates (EPA 1995) provides the following formula to calculate the estimated release of organic material from ancillary 
equipment. 

EHo = N x Ravg x WFs x H, where: 

EHo = estimated annual release, kg/year 
N = ancillary equipment count by equipment type; equipment count was obtained form Melter Systems group, Area Plant Design, and the 

Plant Item List (PIL-4.08.06) 

Rav~ = average release factor by equipment type, (kg/hour); from Protocol for Equipment Leak Emission Estimates (EPA 1995) 
WFs = weight fraction of organic material = WFs from tables 5, 6, 8, and 9 for Pretreatment Feed Stream, Post-Evaporator Stream, 

LAW Stream, and HL W Stream respectively • 1/( 1000* 1000) to convert from mg/kg to kg/kg 

ER0 = EHo kg/yr• 1000 gm/kg/ (365 d/yr • 24 hr/d *60 min/hr• 60 s/min) where: 

ERo = waste stream organic release (gm/s) by equipment type 

ERo.rTF = sum of Pretreatment Feed Stream estimated release = Sum ERo by equipment type 

ERo.rE = sum of Post-Evaporator Stream estimated release= Sum ERo by equipment type 

ERo.LA = sum of LAW Stream estimated release= Sum ERo by equipment type 

ERo.HL = sum ofHLW Stream estimated release= Sum ERo by equipment type 

T bl I E . a e . st1mate o t e Release of Oreanic Compounds from Ancillary Equipment. f h Cale. No. 24590-WTP-HAC-50- 01, ev. 000 R C 

Waste Stream 
Organic Operating Estimated 

Weight Hours Annual Release 

Count Ravg Fraction H EHo 
Plant Waste Stream Equipment Type N (kg/hour) WFs hr/yr (kg/yr) 
Pretreatment Pretreatment Feed Stream Valves 15 0.00023 0.0083839 8760 0.2534 

Connectors 170 0.00183 0.0083839 8760 22.8482 
Pretreatment Feed Stream Total ER0-PTF = 
Post-Evaporator Stream Valves 355 0.00023 0.0014825 8760 1.0604 

Connectors 978 0.00183 0.0014825 8760 23 .2426 
Post-Evaporator Stream Total ERo.pE = 

LAW LAW Stream Valves 32 0.00023 0.002454995 8760 0.1583 
Connectors 44 0.00183 0.002454995 8760 1.7316 

LAW Stream Total ER~u,. = 
HLW HLW Stream Valves 26 0.00023 0.0010959 8760 0.0574 

Connectors 48 0.00183 0.0010959 8760 0.8432 
HL W Stream Total ERo-HL = 

A- 1 

Estimated 
Release 

ER0 

(gm/s) 

8.04E-06 
7.25E-04 
7.33E-04 
3.36E-05 
7.37E-04 
7.71 E-04 
5.02E-06 
5.49E-05 
5.99E-05 
1.82E-06 
2.67E-05 
2.85E-05 



CF,E = 60 sec/mm x !/ Qv retmin x 35 .31 5 ft3/l 000 L x 1000 mg/L x p kg/L = Concentration mg/kg 
CF,E = Conversion Factor 
Qv = Volumetric Flow Rate from the Emission Baseline Report (24590-WTP-RPT-PO-03-008), Sheet FEP03 = 

P = Density from the Emission Baseline Report (24590-WTP-RPT-PO-03-008), Sheet FEP03 = 
Note: Un-rounded va lues for Qv and P rom Sheet FET03 were used for the calculations. 

CF,E = 11 90. 702384 

QM = Compound Mass Flow Rate from the Emission Baseline Report (24590-WTP-RPT-P0-03-008), Sheet FEP03 

WF, = Weight Fraction = QM • CFrE 

Average Weight Fraction WF, = average WF; for Henry's Law Group 

Table 2. Post-Evaporator oncentration and Henry's aw rouprne. ale. No. - - A -5 
' 

ev. C L G C 24590 WTP H C 0-0000 I R C 
Individual Henry's Law 

Compound Organic Group Average 
Mass Flow Weight Organic Weight 

Rate Fraction. Henry's Law Fractton. 

Compound QM WF; Grouping WF, 

CAS# Organic Compounds f!/s mg/kg HL mg/kg 
100-21 -0 p-Phthalic acid 4.82E-02 5.74E+Ol I 5.74E+OI 
88-89-1 Picric acid 5.99E-02 7.13E+OI 2 7.13E+OI 
144-62-7 Oxalic acid 4 .83E-03 5.75E+oo 3 5.75E+OO 
75-12-7 Fomiamide 4 .80E-02 5.72E+OI 4 5.72E+OI 
60-35-5 Acetamide l .05E-02 l.24E+Ol 5 l.24E+0I 
87-86-5 Pentachlorophenol 4 .63E-02 5.5 1E+OI 6 5.5 !E+OI 
126-73-8 Tributyl phosphate 3.81 E-02 4.54E+OI 7 4 .54E+0I 
108-95-2 Phenol 3.00E-02 3.57E+OI 8 3.49E+0I 
84-66-2 Diethyl phthalate 2.24E-02 2.67E+Ol 8 3.49E+0I 
88-85-7 2-sec-Butyl-4,6-dinitrophenol (Dinoseb) 3.55E-02 4 .23E+0I 8 3.49E+0I 
62-75-9 N-Nitroso-N,N-dimethvlamine l .94E-02 2.31E+OI 9 2.31E+0I 
122-39-4 N,N-Diphenylamine l .33E-03 l.58E+oo 10 8.1 IE-01 

8001-35 -2 Toxaphene 3.50E-05 4.17E-02 10 8.1 IE-01 
4170-30-3 2-Butenaldehyde (2-Butenal) 4.69E-04 5.58E-0 l II l.90E+OO 

58-90-2 2,3,4,6-Tetrachlorophenol 2.34E-03 2.78E+oo II l.90E+oo 
98-86-2 Acetophenone l .98E-03 2.36E+OO II l .90E+OO 
57-14-7 J, 1-Dimethylhydrazine l .63E-03 l .94E+oo 12 l .94E+0O 
120-12-7 Anthracene 2.62E-04 3.12E-01 13 2.49E-0I 
75-05-8 Acetonitrile l.56E-04 l.86E-01 13 2.49E-01 
208-96-8 Acenaphthvlene 8.79E-05 l.05E-01 14 l.05E-01 
132-64-9 Dibenzofuran 2.88E-05 3.43E-02 15 3.43E-02 
106-93-4 Ethylene dibromide (Dibromethane) 2.80E-06 3.33E-03 16 I .33E-03 
76-44-8 Heptachlor 3.29E-07 3.92E-04 16 I .33E-03 
91-20-3 Naphthalene 2.25E-07 2 .68E-04 16 l.33E-03 
120-82-1 1,2,4-Trichlorobenzene l .08E-07 l .29E-04 17 l .29E-04 
118-74-1 Hexachlorobenzene 6.76E-09 8.05E-06 18 8.05E-06 

10061-01-5 cis-1,3-Dichloroorooene 2.16E-08 2.57E-05 19 l .06E-05 
108-88-3 Toluene l.94E-09 2.3 IE-06 19 l.06E-05 
71-43-2 Benzene 3.19E-09 3.80E-06 19 l.06E-05 
79-01-6 Trichloroethvlene 6.57E-10 7.82E-07 20 7.31 E-07 
87-68-3 Hexachlorobutadiene 5.70E-10 6.79E-07 20 7.31 E-07 
127-18-4 Perchloroethylene (tetrachloroethylene) l .20E-10 I .43E-07 21 l .43E-07 
56-23-5 Carbon tetrachloride 3.25E-11 3.86E-08 22 3.86E-08 
106-99-0 1,3-Butadiene l.78E-12 2.12E-09 23 2.12E-09 
110-82-7 Cyclohexane 2.13E-13 2.53E-1 0 24 2.53E-10 
108-87-2 Methvlcvc lo hexane 9.07E-15 l.08E-l I 25 l .08E-l 1 
106-97-8 Butane 8. l3E-16 9.68E- 13 26 9.68E-13 
110-54-3 n-Hexane l.23E-1 6 l .47E-13 27 l.47E-13 
111 -84-2 n-Nonane l .86E- 17 2.22E-14 28 2.22E-14 
76-15-3 Chloropentafluoroethane 4.19E-18 4 .99E-15 29 4.99E-15 

319-85-7 Hexachlorocvclohexane (Lindane) Beta BHC J.16E-04 l.38E-0 1 30 3.21E-01 
50-32-8 Benzo( a )pyrene 4.23E-04 5.04E-01 30 3.2 !E-01 
84-74-2 Dibutyl phthalate l .29E-02 l.53E+0l 31 J.53E+0I 

218-01-9 Chrysene 4.88E-03 5.8!E+O0 32 3.47E+oo 
58-89-9 lgamma-BHC (Lmdane) l.73E-05 2 .06E-02 32 3.47E+OO 

603-34-9 Triohenvlamine 3.84E-03 4.57E+OO 32 3.47E+oo 
129-00-0 Pvrene 2.21E-03 2.63E+OO 33 I 33E+oo 
60-57- 1 Dieldrin l .86E-05 2.ZIE-02 33 l .33E+OO 

309-00-2 Aldrin 7.54E-06 8.98E-03 34 8.98E-03 
1336-36-3 Polvchlorinated biphenyls (PCBs) 5.0IE-05 5.97E-02 35 5.97E-02 

A- 2 

t.1 9E+OO ft°fmin 

l .50E+00 kg/L 



CFLA = 60 sec/min x I/ Qv ft3/min x 35.3 15 ft ' /1000 L x I 000 mg/L x P kg/L = Concentration mg/kg 
C'Fu , = Conversion Factor 
Qv = Volumetric Flow Ra te from the Emission Baseline Report (24590-WTP-RPT-PO-03-008), Sheet TC' P03 = 

p = Density from the Emission Baseline Report (24590-WTP-RPT-PO-03-008), Sheet TCP03 = 
Note. Un-rounded values for Qv and P rom Sheet TCP03 were used for the calculations. 

CFLA = 2835.87806 

QM = Compound Mass Flow Rate from the Emiss ion Baseline Report (24590-WTP-RPT-PO-03-008), Sheet FEP03 

WF, = Weight Frac tion = QM • CFLA 

Average Weight Fraction WF. = average WF, for Henry's Law Group 

Table 3. LAW Stream Concentration and Henrv's Law Grouoine. Cale. No. 24590-WTP-HAC-50-00001 , Rev. C 

Henry's Law 
Compound Individual Group Average 
Mass Flow Organic Weight O rganic Weight 

Rate Fraction. Henry's Law Fraction. 

Compound Qm WF; Grouping WF. 

CAS# Or2anic Comoounds f!/s m!!/k2 HL mf!/k2 
l00-21-0 IP-Phthalic acid 2.73E-02 77.48 I 7.75E+0 l 

88-89-1 Picric ac id 3.64E-01 1032.27 2 l .03E+03 
144-62-7 Oxal ic acid 2.73E-03 7.73 3 7 .73E+oo 
75-12-7 Formamide 2.72E-02 77.05 4 7.71E+0 I 

60-35-5 Acetamide 5.SIE-03 16.47 5 l.65E+0I 
87-86-5 Pentachlorophenol 2.50E-02 70.99 6 • 7. I0E+0 I 
126-73-8 Tributvl Phosphate l.67E-02 47.44 7 4 .74E+0 I 

108-95-2 Phenol l.04E-02 29.37 8 3.48E+o l 
84-66-2 Diethvl phthalate 5.83E-03 16.54 8 3.48E+0l 
88-85-7 2-sec-Butvl-4,6-dinitroohenol (Dinoseb) 2.06E-02 58.53 8 3.48E+0I 
62-75-9 N-Nitroso-N,N-dimethylamine 2.42E-03 6.86 9 6.86E+oo 
122-39-4 N,N-Oiphenvlamine 9.65E-05 0.27 10 l.38E-0I 

8001 -35-2 Toxaphene 9.3 IE-07 0.00 10 1.38£-01 
4 170-30-3 2-Butenaldehvde (2-Butenal) I .28E-05 0.04 II l.24E-01 

58-90-2 2,3 ,4,6-T etrachloroohenol 6.86E-05 0.19 II l .24E-01 
98-86-2 Acetophenone 4 .94E-05 0.14 II l .24E-0 I 
57-1 4-7 I , 1-Dimethvlhvdrazine 3.45E-05 0.10 12 9.79£-02 
120-12-7 Anthracene 9.40E-07 0.00 13 2.7 IE-03 
75-05-8 Acetonitrile 9.73£-07 0.00 13 2.7 IE-03 
208-96-8 " 1.13£-07 0.00 14 3.20E-04 
132-64-9 Dibenzofuran 5.68E-09 0.00 15 1.6 l E-05 
106-93-4 Ethylene dibromide (Dibromethane) l.12E-1 I 0.00 16 l.06E-08 
76-44-8 Heotachlor 0.00E+00 0.00 16 l .06E-08 
91-20-3 Naphthalene 0.00E+OO 0.00 16 l .06E-08 
120-82-1 1,2,4-T richlorobenzene 0.O0E+OO 0.00 17 0.00E+oo 
11 8-74-1 Hexachlorobenzene 0.00E+o0 0.00 18 0.00E+oO 

10061-01 -5 cis-1 ,3 -Dichloropropene 0.00E+00 0.00 19 O.OOE+oo 
I 08-88-3 Toluene 0.00E+o0 0.00 19 O.00E+O0 
71-43-2 Benzene 0.OOE+O0 0.00 19 0.00E+O0 
79-0 1-6 Trichloroethvlene 0.OOE+00 0.00 20 0.OOE+O0 
87-68-3 Hexachlorobutadiene 0.00E+00 0.00 20 0.00E+00 
127-1 8-4 Perchloroethvlene (tetrachloroethvlene) 0.OOE+00 0.00 21 0.00E+0O 
56-23-5 Carbon tetrachloride 0.00E+OO 0.00 22 O.O0E+OO 
106-99-0 1,3-Butadiene 0.00E+OO 0.00 23 O.OOE+00 
110-82-7 Cyclohexane 0.OOE+OO 0.00 24 O.OOE+00 
108-87-2 Methylcyclohexane 0.00E+OO 0.00 25 0.00E+00 
106-97-8 Butane 0.OOE+oo 0.00 26 0.00E+OO 
110-54-3 n-Hexane 0.00£+00 0.00 27 O.OOE+OO 
111-84-2 n-Nonane 0.00E+00 0.00 28 O.00E+OO 
76-15-3 Chloropentafluoroethane 0.00E+oo 0.00 29 O.OOE+OO 

3 19-85-7 Hexachlorocvclohexane (Lindane) Beta BHC 3.42E-05 0.10 30 2.39E-0 1 
50-32-8 Benzo(a)pyrene l .34E-04 0.38 30 2.39E-0I 
84-74-2 Dibutvl phthalate 2.02E-03 5.73 3 1 5.73E+OO 
218-01-9 Chrvsene 2.64E-04 0.75 32 4.21 E-01 
58-89-9 litamma-BHC (Lindane) 5.41 E-07 0.00 32 4.21 E-0 1 

603-34-9 Triphenvlamine I .SIE-04 0.51 32 4.21E-0 1 
129-00-0 Pvrene 4 .99£-05 014 33 7. l lE-02 
60-57- 1 Dieldri n 2.65E-07 000 33 7. l l E-02 
309-00-2 Aldri n I 30£-08 0.00 34 3.67£-05 
1336-36-3 Polvchlorinated biohenvls (PCBs) 6.02E- l 1 0.00 35 1.71 E-07 

A - 3 

--- - ---- -------- . - -· - -- . 

4.24E-0l ft'/mm 

l.76E+00 kg/L 



CFHL = 60 sec/minx I/ Qv ft'lmm x 35 .315 fl' / 1000 L x I 000 mg/L x I P kg/L = Concentration mg/kg 
CFHL = Conversion Fac tor 
Qv = Volumetric Flow Ra te from the Emission Baseline Report (24590-WTP-RPT-PO-03 -008), Sheet HLP09 = 

P , Density from the Emission Baseline Report (24590-WTP-RPT-PO-03-008), Sheet HLP09 = 
Note Un- rounded va lues for QV and P from Sheet HLP09 were used for the calculations. 

CFHL = 2652.33539 

QM = Compound Mass Flow Rate from the Emission Baseline Report (24590-WTP-RPT-PO-03-008), Sheet FEP03 

WF, = Weight Fraction= QM • CFHL 

Average Weight Fraction WF. = average WF, for Henry's Law Group 

Table 4. HLW Stream Concentration and Henry's Law Grou1 ine. Cale. No. 2 5 WT - A -5 -00001, Rev. 4 90- PH C 0 C 
Individual Henry's Law 

Compound Organic Group Average 
Mass Flow Weight Organic Weight 

Rate Fraction. Henry's Law Fraction. 

Compound Qm WF, Grouping WF. 

CAS# Organic Compounds r/s ml!lke. HL ml!lke. 
100-21-0 lo-Phthalic acid 7.49E-03 19.87 I l.99E+0 l 
88-89- 1 Picric acid 9.30£-03 24.68 2 2.47£+01 
144-62-7 Oxalic acid 7.5 1£ -04 1.99 3 l .99E+OO 
75 -12-7 Formamide 7.48£-03 19.85 4 l.98E+0l 
60-35-5 Acetamide 1.66£-03 4.40 5 4.40E+oo 
87-86-5 Pentachloroohenol 7.54E-03 20.00 6 2.00E+ol 
126-73-8 Tributvl phosphate 7.59£-03 20.14 7 2.0JE+ol 
108-95-2 Phenol 7.39E-03 19.59 8 2.21E+0l 
84-66-2 Diethyl ohthalate 6.97£-03 18.48 8 2.21E+ol 
88-85-7 2-sec-Butyl-4,6-dinitrophenol (Dinoseb) 1.07E-02 28.29 8 2.21E+ol 
62-75-9 N-N itroso-N ,N-dimethvlamine l.09£-02 28.81 9 2.88£+01 
122-39-4 N,N-Diphenylamine 1.14£-03 3.02 10 l .57E+oo 

8001-35-2 Toxaphene 4.52£-05 0.12 10 l.57E+o0 
4170-30-3 2-Butenaldehyde (2-Butenal) 8.77£-04 2.33 11 7.83E+oo 

58-90-2 2,3,4,6-Tetrachloroohenol 4.09E-03 10.85 11 7.83E+oo 
98-86-2 Acetophenone 3.89E-03 10.32 11 7.83E+o0 
57- 14-7 l , 1-Dimethvlhydrazine 3.65£-03 9.67 12 9.67E+o0 
120-1 2-7 Anthracene l.23E-03 3.28 13 2.48E+00 
75-05-8 Acetonitri le 6.35£-04 l.69 13 2.48£+00 

208-96-8 Acenaohthvlene 3.94E-04 1.05 14 l .05E+00 
132-64-9 Dibenzofuran 9.06E-05 0.24 15 2.40£-01 
106-93-4 Ethylene dibromide (Dibromethane) 2.33£-06 0.01 16 3.04£-03 
76-44-8 Heptachlor 7.72£-07 0.00 16 3.04E-03 
91-20-3 Naphthalene 3.32£-07 0.00 16 3.04E-03 
120-82-1 1,2,4-Trichlorobenzene 2.66E-08 0.00 17 7.06E-05 
118-74- 1 Hexachlorobenzene 1.22£-09 0.00 18 3.23£-06 

1006 1-01-5 cis-1 ,3-Dichloroorooene l.66E-09 0.00 19 1.55£-06 
l 08-88-3 Toluene 2.73E-l l 0.00 19 l.55E-06 
71-43-2 Benzene 6.36E-1 l 0.00 19 1.55E-06 
79-0 1-6 Trichloroethvlene 4.37£-12 0.00 20 1.03E-08 
87-68-3 Hexachlorobutadiene 3.44E-12 0.00 20 l.03E-08 
127-18-4 Perchloroethvlene (tetrachloroethvlene) 2.48E-13 0.00 21 6.57£- 10 
56-23-5 Carbon tetrachloride 2.75£-14 0.00 22 7.29E-l I 
106-99-0 1,3-Butadiene 2. l lE-16 0.00 23 5.60E-13 
110-82-7 Cvclohexane 1.24£-24 0.00 24 3.30E-21 
108-87-2 Methylcyclohexane 0.OOE+OO 0.00 25 0.OOE+oo 
106-97-8 Butane 0.00E+oo 0.00 26 0.OOE+OO 
110-54-3 n-Hexane 0.00E+oO 0.00 27 0.OOE+oo 
11 1-84-2 n-Nonane 0.00E+o0 0.00 28 O.OOE+oo 
76- 15-3 Chloropentatluoroethane 0 00E+oo 0.00 29 0.OOE+oo 
319-85 -7 Hexachlorocvclohexane (Llndane) Beta BHC 3 15E-05 0.08 30 l.97E-0l 
50-32-8 Benzo(a)pyrene l. I 7E-04 0.31 30 1.97£-01 
84-74-2 Dibutyl phthalate 7.33£-03 19.45 31 l .94E+ol 

218-01-9 Chrysene 5.79E-03 15.36 32 9.24E+OO 
58-89-9 le.amma-BHC (Lindane) l.99E-05 0.05 32 9.24E+oo 

603-34-9 Triohenylamine 4.65E-03 12.32 32 9.24E+oo 
129-00-0 Pyrene 4.82E-03 12.79 33 6.44E+oo 
60-57-1 Dieldri n 3.5 1 E-05 0.09 33 6.44E+o0 
309-00-2 Aldrin 3.35E-05 0.09 34 8.88E-02 
1336-36-3 Polvchlorinated biphenyls (PCBs) 7.98E-05 0.21 35 2.12E-0l 

' 
A - 4 

7.65E-01 ft'/min 

l.04E+OO kg/L 



Co= organic concentrat10n; values are from the RP P-WTP Waste Feed Assessment (RPT-24590-EN00003) 
p = density; values are from RPP-WTP Waste Feed Assessment (RPT-24590-ENOOOOJ) 

WF, = C0 1 p 
WF; = the weight frac11on o f the individual organic compound 

WFs= SumWF, 
WR,= the ratio of the md1v1dua l organic compound weight fraction to the sum of the individual weight fraction = WFi / WFs 

WRs =Sum WR, 
R10 = WR; • Ello.PTT; ERo.PTF ,s from Table I 

Rvo = vapor emissions; Rvo 1s "O" 1fthe compound 1s a particle or is particle-bound 
P = part icle; cell has an "X" 1 f the compound is a part icle or is particle-bound 

Table 5. E I st mate o r o rean1c m ss ons rom t e . E I I f h P retreatmen t F d S ee tream. a c. o. - - - '• ev. C I N 24590 WTP HAC 50-00001 R C 
lnd1 viaua1 1na1v1aua1 
Organic Organic Individual 

Organic Density Weight Weight Organic 
Cone. Fraction. Ratio Release 

Co 
p 

WF, WR, Rio 

CAS# Organic Comoounds mwL kwL m"11c" un itless gm/s 

100-00-5 o-Nitrochlorobenzene 84.8 1.35 62.8 7.49E-03 5.49E--06 
100-21--0 o-Phlhali c acid 84.8 1.35 62.8 7.49E--03 5.49E--06 
100-25-4 1,4-Dinitrobenzene 84.8 1.35 62.8 7.49E--03 5.49£--06 
100-41-4 Ethvl benzene 18.7 1.35 13.9 I .65E--03 1.2 1 E--06 
100-42-5 Stvrene 18.7 1.35 13.9 I .65E--03 l.21E--06 
10061-01 -5 cis-1,3-Dich loropropene 18.7 1.35 13.9 l .65E-03 1.2 1 E-06 
10061-02-6 trans-1 ,3-Dichloroorooene 18.7 1.35 13.9 l .65E-03 1.2 1E--06 
101 -55-3 4-Bromophenylphenyl ether 84.8 1.35 62.8 7.49E-03 5.49E-06 
101-84-8 Diphenyl ether 18.7 1.35 13.9 l.65E--03 l.2 1E-06 
106-35-4 3-Heotanone 18.7 1.35 13.9 l.65E-03 l.2 1E-06 
106-42-3 lo-Xylene (Dimethyl benzene) 18.7 1.35 13.9 l .65E-03 l.2 1E-06 
106-46-7 1,4-Dichlorobenzene 18.7 1.35 13.9 I .65E--03 l.2 1E-06 
106-88-7 1,2-Eooxvbutane 18.7 1.35 13.9 l.65E-03 1.2 1 E-06 
106-93-4 Ethylene dibromide (Dibromethane) 84.8 1.35 62.8 7.49E-03 5.49E-06 
l06-97-8 Butane 18.7 1.35 13.9 l .65E-03 l.2 1E--06 
106-99--0 1,3-Butadiene 18.7 1.35 13.9 I .65E--03 l .21E-06 
107--02-8 Acrolein 18.7 1.35 13.9 l .6SE-03 l.2IE-06 
107-05-1 3-Chloropropene (Ally! chlonde) 18.7 1.35 13.9 I .65E-03 l.2 IE-06 
107-06-2 1,2-Dichloroethane (Ethylene chloride) 18.7 1.35 13.9 l .65E-03 l.21E--06 
107-12-0 Prooionitri le 18.7 1.35 13.9 l .65E-03 l.21E-06 
107-13-1 Acrvlonitrile 18.7 1.35 13.9 l.65E-03 l.21E-06 
107-18-6 2-Prooene-1 -ol 84.8 1.35 62.8 7.49E-03 5.49E-06 
107-31-3 Formic acid, meth yl ester 84.8 1.35 62.8 7.49E-03 5.49E-06 
107-66-4 Dibutvlohosohate 84.8 1.35 62.8 7.49E-03 5.49E-06 
107-87-9 2-Pentanone 18.7 1.35 13.9 1.65E-03 l.2 1E-06 
108--03-2 1-N itropropane 84.8 1.35 62.8 7.49E-03 5.49E-06 
108-05-4 Vinvl acetate 84.8 1.35 62.8 7.49E-03 5.49E-06 
108-10-1 Hexone (4-Methyl-2-pentanone or MIBK) 18.7 1.35 13.9 l.65E-03 1.2 1 E-06 
108-20-3 Bis(isopropyl)ether 18.7 1.35 13.9 l .65E-03 l .2 1E-06 
108-38-3 m-Xvlene (Dimethvl benzene) 18.7 1.35 13.9 1.65E-03 l.2 1E-06 
108-39-4 m-Cresol 18.7 1.35 13.9 1.65E-03 l.2 1E-06 
108-87-2 Methylcyc lohexane 18.7 1.35 13.9 l .65E--03 l.2 1E-06 
108-88-3 Toluene 18.7 1.35 13.9 l .65E-03 l.2 1E-06 
l08-90-7 Chlorobenzene 18.7 1.35 13.9 I .65E--03 l.2IE--06 
l08-93-0 Cyclohexanol 18.7 1.35 13.9 l.65E--03 l. 21E-06 
108-94-1 Cyclohexanone 18.7 1.35 13.9 I .65E-03 l.2 1E-06 
108-95-2 Phenol 84.8 1.35 62.8 7.49E-03 5.49E-06 
109-66-0 n-Pentane 18.7 1 35 13.9 I .65E --03 l.2 IE-06 
109-99-9 Tetrahydrofuran 39.6 1.35 29.3 3.50E--03 2.57E-06 
110-12-3 5-Methyl-2-hexanone 18.7 1.35 13.9 l.65E-03 l.2 1E-06 
11 0-43-0 2-Heptanone 18.7 1.35 13.9 l .65E--03 l.2 1E-06 
110-54-3 n-Hexane 18.7 1.35 13 .9 l.65E-03 l.2 1E-06 
l l0-62-3 n-Valeraldehyde 84.8 1.35 62.8 7.49E-03 5.49E-06 
110-82-7 Cvclohexane 18.7 1.35 13 .9 I .65E--03 l.21 E--06 
110-83-8 Cvclohexene 18.7 1.35 13.9 l.65E--03 l.2 1E-06 
110-86-1 Pyridine 84.8 1.35 62.8 7.49E-03 5.49E-06 
111-65-9 n-Octane 18.7 1.35 13.9 l .65E-03 1.21 E-06 
111 -76-2 Ethylene glyco l monobutyl ether 84.8 1.35 62.8 7.49E-03 5.49E-06 
111-84-2 n-Nonane 18.7 1.35 13.9 l .65E--03 l .21E-06 
11 7-81-7 Bis(2-ethvlhexyl)phthalate (DEHP) 84.8 1.35 62.8 7.49E-03 5.49E-06 
117-84--0 n-Dioctyl phthalate 84.8 1.35 62.8 7.49E-03 S.49E-06 
118-74-1 Hexach lorobenzene 1.8 1.35 1.3 l .60E-04 l .20E-07 

A- 5 

1na,v,aua1 

Organic 
Vapor 

Emission 

Rvo Part icle 
irrn/s p 

5.49E--06 
5.49E--06 

O.OOE+-00 X 
l.21E--06 
l.2 1E--06 
l.2 1E-06 
l.21E-06 
5.49E-06 
l.2 1E-06 
l.2 1E-06 
l.2 lE-06 
l.2 1E-06 
l.2 1E-06 
5.49E-06 
1.2IE-06 
l.21E-06 
l.21E-06 
l.2I E-06 
l.21E-06 
l.21E-06 
l.21E-06 
5.49E-06 
5.49E-06 

O.OOE+-00 X 
l.2 1E-06 
5.49E-06 
5.49E-06 
l.2 1E-06 
l.21E-06 
l.21E-06 
l.2 1E-06 
1.2 1E-06 
l.2IE-06 
l.2 1E-06 
l.2 1E-06 
l.21E-06 
5.49E-06 
l. 2 IE-06 
2.57E-06 
l.2 1E-06 
l.21E-06 
l.2 IE-06 
5.49E-06 
l.2IE--06 
l.2 1E-06 
5.49E-06 
l.21E-06 
5.49E-06 
l.21E--06 

O.OOE+-00 X 
O.OOE+-00 X 
l .20E-07 



Table 5. Estimate of On!anic miss ons rom t e E . I h P retreatment f d S ee tream. a c. o. - - ev. C I N 24590-WTP HAC 50-00001 R C 
ln<11v1dual lnd1v1dual lncl1V1dual 

Organic Organic lnd1v1dual Organic 

Organic Density Weight Weight Organic Vapor 

Cone. Fraction. Ratio Release Emission 

Co 
p 

WF, WR, R,o Rvo Partic le 

CAS# On!anic Comoounds m~ kl!/L m<!lke: un itless l!lllls IIT!lls p 

120-12-7 Anthracene 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 

120-82-1 1,2,4-Trichlorobenzene 18.7 1.35 13 .9 l .65E-03 1.2 1 E-06 1.21E-06 

120-83-2 2,4-Dich loroohenol 84.8 l 35 62 .8 7.49E-03 5.49E-06 5.49E-06 

121-44-8 Triethvlamine 18.7 1.35 13.9 1.65E-03 1.21 E-06 1.21E-06 

121-69-7 Dimethylaniline 18.7 1.35 13.9 1.65E-03 1.21 E-06 l.2 1E-06 

122-39-4 N,N-Diphenvlamine 18.7 1.35 13.9 l .65E-03 1.2 lE--06 l.21E-06 

123-19-3 4-Heotanone 18.7 1.35 13.9 I .65E-03 l.21E-06 l.21E-06 
123-38-6 n-Prooionaldehyde 18.7 1.35 13.9 I .65E-03 l.21E-06 l.21E-06 
123-51-3 3-Methyl- 1-butanol 18.7 1.35 13.9 l .65E-03 l.21E-06 l.21E-06 

123-86-4 Acetic acid n-butvl ester 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 
123-91-1 1,4-Dioxane 50.9 1.35 37 .7 4.S0E-03 3.30E-06 3.30E-06 
126-73-8 Tributyl phosphate 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 

126-98-7 2-Methvl-2-orooenenitrile (Methacrvlonitnle) 18.7 1.35 13 .9 l.65E-03 l.2 1E-06 1.21E-06 

127-18-4 Perchloroethylene (tetrachloroethvlene) 18.7 1.35 13.9 l.65E-03 l.2 1E-06 l.21E-06 

127-19-5 N,N-Dimethylacetamide 18.7 1.35 13.9 1.65£-03 1.21E-06 1.21 E-06 
128-37-0 2,6-Bis(tert-butvl)-4-methvlohenol 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 

129-00-0 Pvrene 84.8 1.35 62.8 7.49E-03 5.49E-06 0.00E+-00 X 
1321-64-8 Pentachloronaphthalene 84.8 1.35 62.8 7.49E-03 5.49E-06 0.00E+-00 X 
1321-65-9 Trichloronaohthalene 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 
132-64-9 Dibenzofuran 84.8 l.35 62 .8 7.49E-03 5.49E-06 5.49E-06 
1335-87-1 Hexachloronaohthalene 84.8 l.35 62.8 7.49E-03 5.49E-06 0.OOE+-00 X 
1335-88-2 Tetrachloronaohthalene 84.8 1.35 62.8 7.49E-03 S.49E-06 0 .00E..{)(J X 

1336-36-3 Polvchlorinated biohenyls (PCBs) 29.4 1.35 21.8 2.60E-03 l.9lE-06 0.OOE+-00 X 
141-78-6 Acetic acid ethvl ester (Ethvl acetate) 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 
141 -79-7 4-Methvl-3-oenten-2-one 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 
142-82-5 n-Heotane 18.7 1.35 13 .9 I .65E-03 1.2 1 E-06 1.21E-06 
144-62-7 Oxalic acid 8.5 l.35 6.3 7.S0E-04 5.S0E-07 5.50E-07 
156-60-5 trans-1,2-Dichloroethylene 18.7 1.35 13 .9 l.65E-03 1.2 1 E-06 l.21E-06 
1582-09-8 Trifluralin 84.8 1.35 62.8 7.49E-03 5.49E-06 0.00E+-00 X 
1634-04-4 Methvl tert-butvl ether 18.7 1.35 13 .9 l.65E-03 l.21E-06 l.21E-06 
1836-75-5 Nitrofen 84.8 1.35 62 .8 7.49E-03 5.49E-06 0.OOE+-00 X 
189-55-9 Dibenzof a,ilovrene 84.8 1.35 62.8 7.49E-03 5.49E-06 0.OOE+-00 X 
189-64-0 Dibenzo[ a,h lPvrcne 84.8 1.35 62.8 7.49£-03 5.49E-06 0.OOE+-00 X 
19 1-24-2 Benzo(g,h,i)perylene 84.8 1.35 62.8 7.49E-03 5.49£-06 0.OOE+-00 X 
191-30-0 Benzo[ a, ilnvrene 84.8 1.35 62.8 7.49E-03 5.49£-06 0.00E..{)(J X 
192-65-4 O1benzo[ a,e lpvrene 84.8 1.35 62 .8 7.49E-03 5.49E-06 0.00E+-00 X 
193-39-5 lndeno( 1,2,3-<:d)pyrene 84.8 1.35 62.8 7.49E-03 5.49E-06 0.OOE+-00 X 
205-82-3 Benzoli)fluoranthene 84.8 1.35 62.8 7.49E-03 5.49E-06 0.00E+-00 X 
205-99-2 Benzo(b)fluoranthene 84.8 1.35 62.8 7.49£-03 5.49E-06 0.OOE+-00 X 
206-44-0 Fluoranthene 84.8 1.35 62.8 7.49E-03 5.49E-06 0.OOE+-00 X 
207-08-9 BenzolJc )fluoranthene 84.8 1.35 62.8 7.49E-03 5.49E-06 0.00E+-00 X 
208-96-8 Acenaphthylene 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 
218-0 1-9 Chrvsene 84.8 1.35 62.8 7.49E-03 5.49E-06 0.00E+-00 X 
2234-13-l Octachloronaohthalene 84.8 1.35 62.8 7.49E-03 S.49E-06 0.00E+-00 X 
224-42-0 D1benz[ a,j]acridine 84.8 1.35 62.8 7.49E-03 5.49E-06 0.OOE+-00 X 
226-36-8 Dibenz[ a,h lacridine 84.8 1.35 62.8 7.49E-03 5.49E-06 0.OOE+-00 X 
2385-85-5 Mirex 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 
25551-13-7 Trimethyl benzene 18.7 1.35 13.9 l .65E-03 l.21E-06 l.2 1E-06 
26140-60-3 Terohenvls 84.8 1.35 62.8 7.49E-03 S.49E-06 0.00E+-00 X 
27154-33-2 Trichlorofluoroethane 18.7 1.35 13 .9 1.65E-03 l.2 IE--06 1.21 E--06 
287-92-3 Cvclooentane 18.7 1.35 13 .9 I .6SE-03 l.2 l E-06 I .21E-06 
309-00-2 Aldrin I 1.35 0.7 9.00E-05 7.00E-08 0.OOE+-00 X 
319-84-6 Hexachlorocvclohexane (Lindane) Alpha BHC 0.3 1.35 0.2 3.00E-05 2.00E--08 2.00E--08 
3 19-85-7 Hexachlorocyclohexane (Lindane) Beta BHC 0.3 1.35 0.2 3.00E-05 2.00E--08 0.OOE+-00 X 
319-86-8 Delta-BHC 0.3 l.35 0.2 3.00E-05 2.00E-08 0.00E+-00 X 
3697-24-3 5-Methylchrvsene 84.8 1.35 62.8 7.49E-03 5.49E-06 0.OOE+-00 X 
3825-26-1 Ammonium perfluorooctanoate 84.8 1.35 62.8 7.49E-03 5.49E-06 0.00E+o0 X 
4170-30-3 2-Butenaldehyde (2-Butena)) 18.7 1.35 13.9 l .65E-03 l.21E-06 l.21E-06 
465-73-6 lsodrin 0.6 1.35 0.4 5.00E-05 4.00E-08 4.00E-08 
50-00-0 Formaldehvde 18.7 1.35 13 .9 l .65E-03 l.21E-06 l.21E-06 
50-29-3 4,4-DDT 0.6 1.35 0.4 5.00E-05 4.00E-08 0.OOE+-00 X 
50-32-8 Benzo(a)ovrcne I. I 1.35 0 .8 1.00E-04 7.00E--08 0 .OOE+-00 X 
53-70-3 Dibenzo(a,h)anthracene 0.1 1.35 0. 1 I .OOE-05 I .OOE--08 0.OOE+-00 X 
540-59--0 1,2-Dichloroethvlene 18.7 1.35 13.9 I .65E-03 1.21 E-06 1.21 E--06 
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Co 
p 

WF, WR; RIO Rvo Pamcle 

CAS# Ore:amc Compounds mg/L kg/L mg/kg unitless IITTVS gm/s p 

540-84-1 2,2,4-Trimethvloentane 18.7 1.35 13.9 J .6SE-03 UIE--06 l.2JE--06 

541-73-1 1,3-Dichlorobcnzene 18.7 1.35 13 .9 I .65E-03 l.2 IE--06 l.21E--06 

56-23-5 Carbon tetrachloride 18.7 1.35 13.9 l .65E-03 1.21 E--06 l.21E-06 

563-80-4 3-Methyl-2-butanone 18.7 1.35 13.9 I .65E-03 1.21E-06 1.21£-06 

56-49-5 3-Methylcholanthrene 84.8 1.35 62.8 7.49E--03 5.49£--06 0.00E+-00 X 
56-55-3 Benzo(a)anthracene 84.8 1.35 62.8 7.49E--03 5.49E--06 0 .OOE+-00 X 
57-14-7 I , 1-Dimethy\hydrazine 84.8 1.35 62.8 7.49E-03 5.49£--06 5.49£-06 
58-89-9 le:amma-BHC (Lindane) 0.3 1.35 0 .2 3.00E--05 2 .00E--08 0.00E-+-00 X 
58-90-2 2,3,4,6-Tetrachlorophenol 84.8 1.35 62 .8 7.49E--03 5.49£--06 5.49£--06 
591-78-6 2-Her.anone 18.7 1.35 13.9 J .65E-03 1.2\E-06 l.21£-06 
59-50-7 4-Chloro-3-methylohenol 84.8 1.35 62.8 7.49E--03 5.49E--06 0.OOE+-00 X 
59-89-2 N-Nitrosomorpholine 84.8 1.35 62.8 7 .49E--03 5.49E--06 5.49£--06 
602-87-9 5-Nitroacenaphthene 84.8 1.35 62.8 7.49E--03 5.49£--06 0.00E+-00 X 
60-29-7 EthYI ether 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49£--06 
603-34-9 Triohenylamine 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49£-06 
60-34-4 Methylhydrazine 18.7 1.35 13.9 l .65E--03 l.2\E--06 l.21£--06 
60-35-5 Acetamide 18.7 1.35 13 .9 l.65E--03 J.21E--06 l.2 IE--06 
60-57-1 Dieldnn 0.6 1.35 0.4 5.00E--05 4.00E-08 0.OOE+-00 X 
621-<>4-7 Di-n-Propylnitrosamine 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E--06 
624-83-9 MethYI ,socvanate 18.7 1.35 13.9 l .65E--03 l.2JE--06 l.2JE--06 
627-13-4 Nitric acid, propyl ester 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E-06 
62-75-9 N-Nitroso-N,N-dimethvlamine 158.4 1.35 l 17 .3 l .40E--02 1.03E--05 1.03£--05 
630-20-6 I, I, 1,2-Tetrachloroethane 18.7 1.35 13 .9 l .65E--03 J.2JE-06 l.21E-06 
64-17-5 Ethyl alcohol 18.7 1.35 13.9 l .65E--03 l.2IE--06 l.2IE-06 
64-18-6 Forrmc acid 84.8 J.35 62 .8 7 .49E--03 5.49E--06 5.49E--06 
64-19-7 Acetic acid 84.8 1.35 62.8 7.49E-03 5.49E--06 5.49E-06 
67-56-1 Methvl alcohol (Methanol) 18.7 1.35 13 .9 l .65E-03 l.21E--06 l.2JE-06 
67-63--0 2-Proovl alcohol (lsoorooanol) 18.7 1.35 13.9 I .65E-03 1.21 E--06 l.2JE--06 
67-64-1 2-Prooanone (Acetone) 101.8 1.35 75.4 8.99E--03 6.59E-06 6.59E-06 
67-66-3 Chloroform 18.7 1.35 13.9 I .65E-03 1.21E--06 l.21E-06 
67-72-1 Her.achloroethane 84.8 1.35 62 .8 7.49£--03 5.49£-06 5.49E-06 
684-16-2 Her.afluoroacetone 18.7 1.35 13.9 l.65E-03 l.21E-06 l.21E-06 
71-23-8 n-Propyl alcohol 18.7 1.35 13.9 l .65E--03 1.2JE--06 l.2 IE-06 
71 -36-3 n-Butvl alcohol 18 .7 1.35 13 .9 l .65E--03 1.21E--06 l.21E--06 
71-43-2 Benzene 18.7 1.35 13.9 l .65E--03 1.21 E--06 l.2JE-06 
71-55-6 Methyl chloroform {I , I, I-Trichloroethane) 18.7 1.35 13.9 l.65E-03 1.21E--06 l.2 IE-06 
72-20-8 Endrin 0.6 1.35 0 .4 5.00E-05 4.00E--08 0.00E+-00 X 
72-43-5 Methoxychlor 2.8 1.35 2.1 2.S0E--04 l.80E-07 0.OOE+-00 X 
72-54-8 4,4-DDD 0.6 1.35 0 .4 5.00E-05 4.00E--08 0.00E+-00 X 
72-55-9 4,4-DDE 0.6 1.35 0.4 5.00E--05 4 .00E--08 0.OOE+-00 X 
74-83-9 Bromornethane (Methvl bromide) 18.7 1.35 13.9 l .65E--03 l.21E--06 l.21E--06 
74-87-3 Chlorornethane (Methyl chloride) 18.7 1.35 13.9 l.65E--03 l.21E--06 1.21 E--06 
74-97-5 Bromochloromethane 18 .7 1.35 13 .9 I .65E-03 1.21E--06 1.21 E--06 
74-99-7 Methylacetylene 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E--06 
75--00-3 Ch loroethane 18.7 1.35 13.9 I .65E-03 1.2 IE--06 1.21 E-06 
75-01-4 Vinyl ch Ion de (1-Chloroethene) 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E-06 
75-05-8 Acetonitrile 26.6 1.35 19.7 2.35E--03 l .72E-06 1.72£--06 
75-07--0 Acetaldehyde 84.8 I 35 62.8 7.49E--03 5.49E-06 5.49E--06 
75-09-2 D1chloromethane (Methylene chloride) 18.7 1.35 13 .9 l.65E-03 1.21 E-06 I .2 IE-06 
75-12-7 Formamide 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E--06 
75-15-0 Carbon disulfide 18.7 1.35 13.9 l.65E-03 1.2 IE-06 l.21E--06 
75-21-8 Ethylene oxide (Oxirane) 18.7 1.35 13 .9 l.65E-03 J.21E-06 l.21E--06 
75-27-4 Bromodichlorornethane 18.7 1.35 13.9 l .65E-03 1.21 E-06 1.21 E--06 
75-34-3 I, 1-Dichloroethane 18.7 1.35 13.9 l .65E--03 1.21E--06 l.2 IE--06 
75-35-4 I , 1-Dichloroethene (Vinylidene chloride) 18.7 1.35 13 .9 l.65E-03 1.21£-06 1.2 I E--06 
75-43-4 D1chlorofluorornethane 18.7 1.35 13.9 l .65E-03 1.21 E--06 1.21E--06 
75-45-6 Chlorodifluoromethane 18.7 1.35 13.9 l.65E-03 1.21E-06 1.21 E--06 
75-50-3 Trimethylamine 18.7 1.35 13 .9 l .65E-03 l.2 1E-06 1.21£-06 
75-52-5 Nitromethane 84.8 1.35 62 .8 7.49E-03 5.49E-06 5.49E--06 
75-55-8 2-Methylaziridine 84.8 1.35 62.8 7.49E-03 5.49£-06 5.49E-06 
75-61-6 Difluorod1bromomethane 18.7 1.35 13 .9 I .65E-03 1.2 IE-06 l.2 IE-06 
75-63-8 T nfluorobromomethane 18.7 1.35 13.9 I .65E-03 l.21E-06 l.21E-06 
75-65-0 2-MethYl-2-orooanol 18.7 1.35 13 .9 l .65E--03 1.2 IE--06 l.21E--06 
75-69-4 Trichlorofluoromethane 18.7 1.35 13.9 l .65E-03 1.2 1E-06 l.21E-06 
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75-71-8 D1chlorodilluoromethane 18.7 1.35 13.9 I .65E--03 l.2IE-06 1.2 1E--06 

75-99--0 2,2-Dichloroprooionic acid 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E--06 

76-03-9 Trichloroacetic acid 18.7 1.35 13.9 I .65E--03 1.21E--06 1.21E--06 

76-11 -9 I, I , I ,2-Tetrachloro-2,2-<lilluoroethane 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E--06 

76-12--0 I , 1,2,2-Tetrachloro-1,2-<lilluoroethane 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E--06 

76-13-1 1,2,2-Trichloro-1, 1,2-trilluoroethane (Freon 113) 18.7 1.35 13.9 l.65E--03 l.2IE-06 1.21E-06 

76-14-2 1,2-Dtchloro-l , 1,2,2-tetralluoroethane 18.7 1.35 13.9 l.65E-03 l.21E--06 1.21E--06 

76-15-3 Chloropentafluoroethane 18.7 1.35 13 .9 l.65E--03 1.21E--06 l .21E-06 
76-44-8 Heotachlor 1.8 1.35 1.3 I .60E--04 1.20E--07 1.20E--07 

78-83- 1 2-Methvloroovl alcohol (lsobutvl alcohol) 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E--06 

78-87-5 1,2-Dichloroorooane 18.7 1.35 13.9 I .65E-03 1.21 E--06 l.21E-06 
78-92-2 1-Methvloroovl alcohol (2-Butanol) 18.7 1.35 13 .9 l .65E--03 l.21E--06 1.21E--06 

78-93-3 Methyl ethyl ketone (MEK, 2-Butanone) 18.7 1.35 13 .9 l .65E--03 l.21E--06 1.21 E--06 
79--00-5 I, 1,2-Trichloroethane 18.7 1.35 13.9 l .65E--03 1.21E--06 l.21E--06 

79--01-6 Trichloroethvlene 18.7 1.35 13.9 l .65E--03 1.2 1E--06 1.2 1E--06 

79--09-4 Proo ionic acid 84.8 1.35 62.8 7 .49E--03 5.49E--06 5.49E--06 

79-10-7 2-Prooenoic acid 84.8 1.35 62.8 7.49E--03 5.49E-06 5.49E--06 

79-20-9 Methvl acetate 84.8 1.35 62.8 7.49E-03 5.49E--06 5.49E-06 
79-34-5 l , 1,2,2-Tetrachloroethane 18.7 1.35 13 .9 l .65E--03 1.21E-06 1.21 E--06 
800 1-35-2 Toxaphene 0.7 1.35 0.5 6.00E-05 4.00E--08 0.00E+-00 X 
82--08-8 Pentachloronitrobenzene (PCBN) 84.8 1.35 62 .8 7 .49E--03 5.49E-06 5.49E-06 

83-32-9 Acenaohthene 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E-06 
84--06-2 Diethyl phthalate 84.8 1.35 62.8 7.49E--03 5.49E-06 5.49E--06 
84-74-2 Dibutyl ohthalate 84.8 1.35 62.8 7.49E--03 5.49E--06 O.OOE+-00 X 
85-01-8 Phenanthrene 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E-06 
85--08-7 Butylbenzyl ohthalate 84.8 1.35 62.8 7.49E--03 5.49E--06 O.OOE+-00 X 
86-73-7 Fluorene 84.8 1.35 62.8 7 .49E--03 5.49E--06 0 .00E+-00 X 
87-68-3 Hexachlorobutadiene 18.7 1.35 13 .9 l.65E--03 1.21E--06 1.21 E-06 
87-86-5 Pentachlorooheno l 84.8 1.35 62.8 7.49E--03 5.49E-06 5.49E-06 
88-06-2 2,4,6-Tnchlorophenol 84.8 1.35 62.8 7.49E--03 5.49E-06 5.49E--06 
88-72-2 2-Nitrotoluene 18.7 1.35 13 .9 I .65E-03 1.21E--06 1.2\E-06 
88-75-5 2-Nitrophenol 84.8 1.35 62 .8 7.49E--03 5.49E-06 5.49E--06 
88-85-7 2-sec-Butyl-4,6-<linitrophenol (Dinoseb) 84.8 1.35 62.8 7.49E-03 5.49E-06 0.00E+-00 X 
88-89- 1 Picric acid 84.8 1.35 62.8 7 .49E--03 5.49E--06 O.OOE+-00 X 
91 -20-3 Naohthalene 2.8 1.35 2.1 2.SOE-04 l.80E-07 1.80E--07 
91-22-5 Qumoline 84.8 1.35 62.8 7.49E-03 5.49E--06 5.49E-06 
9 1-58-7 2-Ch loronaothalene 84.8 1.35 62.8 7.49E--03 5.49E-06 5.49E-06 
92-52-4 I, I . -Biphenvl 84.8 1.35 62.8 7.49E--03 5.49E-06 5.49E--06 
92-93-3 4-Nitrobiphenyl 84.8 1.35 62.8 7 .49E--03 5.49E-06 O.OOE+-00 X 
93-72-1 Silvex (2,4,5-TP) 84.8 1.35 62.8 7.49E-03 5.49E--06 O.OOE+-00 X 
93-76-5 2,4,5-T 84.8 1.35 62.8 7.49E-03 5.49E-06 O.OOE+-00 X 
94-75-7 2,4-D and esters (I 60C tvoed) 84.8 1.35 62 .8 7.49E-03 5.49E-06 5.49E--06 
95- 13-<i lndene 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 
95-47-6 o-Xylene 18.7 1.35 13.9 l.65E--03 1.21 E--06 1.21 E--06 
95-48-7 o-Cresol (2-Methylphenoll 18.7 1.35 13.9 l.65E--03 1.21E--06 l.21E-06 
95-49-8 2-Chlorotoluene 84.8 1.35 62.8 7.49E-03 5.49E--06 5.49E-06 
95-50-1 o-Dichlorobenzene (1 ,2-Dichlorobenzene) 18.7 1.35 13 .9 I .65E-03 l.21E-06 1.21E--06 
95-57-8 2-Chloroohenol 84.8 1.35 62.8 7.49E--03 5.49E--06 5.49E--06 
95-95-4 2,4,5-Trichlorophenol 84.8 1.35 62.8 7.49E-03 5.49E-06 5.49E-06 
96-22-0 3-Pentanone 18.7 1.35 13.9 l .65E--03 l.21E-06 1.21 E-06 
96--09-5 Bis(3-tert-butvl-4-hvdroxv-<i-methvl-ohenvl)sulfide 84.8 1.35 62.8 7.49E-03 5.49E-06 O.OOE+-00 X 
98-5 1-1 lp-tert-Butyltoluene 84.8 1.35 62.8 7.49E--03 5.49£--06 5.49E-06 
98-82-8 Cumene 84.8 1.35 62.8 7.49E--03 5.49E-06 5.49E--06 
98-83-9 aloha-Methylstvrene 18.7 1.35 13.9 l.65E--03 l.21E-06 l.21E-06 
98-86-2 Acetoohenone 84.8 I 35 62.8 7.49E-03 5.49E-06 5.49E-06 
98-95-3 N 1trobenzene 84.8 1.35 62 .8 7.49E-03 5.49E--06 S.49E-06 

Weight Fraction Sum = WF5 = 8383 .9 

Weight Ratio Sum= WR5 = 1.0 
Pretreatment Feed Stream Sum = ER0-PTF = 7.33E-04 

Pretreatment Feed Stream Vapor Organic Re lease Sum = Rvos= 5. IIE-04 
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HL = Henry's Law Groupings; values for HL are from the Emiss10n Baseline Report (23590-WTP-RPT-PO-03-008) 
WF, = the weight fraction of the individual organic compound; values are assigned from Table 2 based on HL 

WFs=Sum WF, 
WR,= the ratio of the individual organic compound weight fraction to the sum of the individual weight fraction = WFi / Wfs 

WRs =S umWR; 
R10 = WR, • ERo.pe; ERo.pe is from Table I 
Rvo = vapor emissions; Rvo is "0" if the compound is a particle or is particle-bound 

Rvos = Sum Rvo, 
P = particle; cell has an "X" if the compound is a particle or is particle-bound 

Table 6. Estimate of 0 . E rgamc missions from the p E ost- vaporator s tream. Cale. No. 24590-WTP-HAC-50-00001, Rev. C 
lnd1V1dual lnd1v1dual lnd1vidual 
Organic Organic Individual Organic 

Henry's Weight Weight Organic Vapor 
Law Fraction. Ratio Release Emission 

Grouping WF, WR; Rio Rvo 
CAS# Organic Compound HL mg/kg unitless mn/s gm/s 

100-00-5 p-Nitrochloroberu:ene 10 8. I IE-01 5.47E-04 4.00E-07 4.00E-07 
100-21-0 p-Phthalic acid I 5.74E+0I 3.87E-02 2.98E-05 2.98E-05 
100-25-4 1,4-Dinitrobenzene 6 5.51E+0I 3.72E-02 2.86E-05 0.00E+OO 
100-41-4 Ethyl benzene 20 7.31E-07 0.00E+OO 0.00E+00 0.00E+00 
100-42-5 Styrene 19 l .06E-05 0.00E+OO 0.00E+o0 0.00E+OO 
10061-01-5 cis-1,3-Dichloropropene 19 2.57E-05 0.00E+00 0.00E+OO 0.00E+00 
10061-02-6 trans-1 ,3-Dichloropropene 17 l.29E-04 I .OOE-07 0.00E+00 0.00E+00 
101-55-3 4-Bromopheny)phenyl ether 14 ! .05E-0I 7.06E-05 5.44E-08 5.44E-08 
I 01-84-8 Diphenyl ether 16 l.33E-03 9.00E-07 I .00E-09 I.OOE-09 
106-35-4 3-Heptanone 14 l .05E-0I 7.06E-05 5.44E-08 5.44E-08 
106-42-3 ip-Xylene (Dimethyl benzene) 19 l .06E-05 0.00E+00 0.OOE+OO 0.OOE+OO 
106-46-7 1,4-Dichlorobenzene 18 8.05E-06 0.00E+00 0.00E+00 0.00E+00 
I 06-88-7 1,2-Epoxybutane 15 3.43E-02 2.3 IE-05 l.78E-08 l.78E-08 
106-93-4 Ethylene dibromide (Dibromethane) 16 3.33E-03 2.20E-06 2.00E-09 2.00E-09 
106-97-8 Butane 26 9.68E-13 0.00E+OO 0.00E+00 0.00E+00 
106-99-0 1,3-Butadiene 23 2.12E-09 0.OOE+00 0.00E+O0 0.00E+00 
107-02-8 Acrolein 14 l.05E-01 7.06E-05 5.44E-08 5.44E-08 
107-05-1 3-Chloroprooene (Allyl chloride) 20 7.31E-07 0.00E+00 0.OOE+00 0.00E+OO 
107-06-2 1,2-Dichloroethane (Ethylene chloride) 17 l .29E-04 I.OOE-07 0.00E+00 0.00E+00 
I 07-12-0 Propionitrile 13 2.49E-01 l .68E-04 l .29E-07 l.29E-07 
107-13-1 Acrvlonitrile 14 1.05E-OI 7.06E-05 5.44E-08 5.44E-08 
107-18-6 2-Propene-1-ol 10 8.l lE-01 5.47E-04 4.21E-07 4.21E-07 
107-31-3 Formic acid, methyl ester 15 3.43E-02 2.3 IE-05 1.78E-08 l.78E-08 
I 07-66-4 Dibutylphosphate 5 l.24E+0I 8.39E-03 6.47E-06 0.00E+00 
107-87-9 2-Pentanone 14 l.05E-0I 7.06E-05 5.44E-08 5.44E-08 
108-03-2 1-Nitroprooane 14 l .05E-0I 7.06E-05 5.44E-08 5.44E-08 
108-05-4 Vinyl acetate 16 I .33E-03 9.00E-07 l.00E-09 l.00E-09 
108-10-1 Hexone (4-Methyl-2-pentanone or MIBK) 14 l.05E-01 7.06E-05 5.44E-08 5.44E-08 
108-20-3 Bis(isopropyl)ether 18 8.05E-06 0.00E+OO 0.00E+00 0.00E+00 
108-38-3 m-Xylene (Dimethyl beru:ene) 19 l .06E-05 0.00E+00 0.00E+00 0.00E+00 
108-39-4 m-Cresol 9 2.31E+0l l.56E-02 l .20E-05 l .20E-05 
108-87-2 Methylcyclohexane 25 l.08E-11 0.00E+00 0.OOE+OO 0.00E+00 
108-88-3 Toluene 19 2.3 I E-06 0.00E+00 0.00E+00 0.00E+00 
108-90-7 Chlorobenzene 19 I .06E-05 0.00E+00 0.00E+00 0.00E+00 
108-93-0 Cyclohexanol 10 8. l lE-01 5.47E-04 4.21E-07 4.21E-07 
I 08-94-1 Cyclohexanone JI l.90E+00 l .28E-03 9.87E-07 9.87E-07 
108-95-2 Phenol 8 3.57E+0I 2.41E-02 l.86E-05 l .86E-05 
109-66-0 n-Pentane 26 9.68E-13 0.00E+00 0.00E+00 0.00E+00 
109-99-9 Tetrahydrofuran 13 2.49E-0I l .68E-04 l.29E-07 l.29E-07 
110-12-3 5-Methyl-2-hexanone 15 3.43E-02 2.3 IE-05 l.78E-08 l.78E-08 
110-43-0 2-Heptanone 15 3.43E-02 2.31E-05 l.78E-08 l.78E-08 
110-54-3 n-Hexane 27 l.47E-13 0.00E+00 0.00E+00 0.00E+O0 
110-62-3 n-Valeraldehyde 15 3.43E-02 2.31 E-05 l .78E-08 l .78E-08 
110-82-7 Cyclohexane 24 2.53E-10 0.00E+00 0.00E+00 0.00E+O0 
110-83-8 Cyclohexene 22 3.86E-08 0.OOE+00 0.00E+00 0.00E+00 
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Table 6. Estimate of Or2anic Emissions from the Post-Evaporator s tream. Cale. N o. 24S90-WTP- A -SO- 01 , H C 000 R ev.C 
Individual lnd1v1dual Individual 
Organic Organic Indi vidual Organic 

Henry's Weight Weight Organic Vapor 

Law Fraction. Ratio Release Emission 

Grouping WF, WR, R,o Rvo Parucle 

CAS# Organic Compound HL mg/kg unitless gm!s !mlfs p 

I 10-86-1 Pyridine II l .90E+0O I .28E-03 9 .87E-07 9.87E-07 

I I 1-65-9 n-Octane 28 2.22E-l4 0.00E+OO 0.00E+00 0.00E+oo 

I I 1-76-2 Ethylene glycol monobutyl ether 9 2.3\E+0I l .56E-02 I .20E-05 1.20E-05 
I I 1-84-2 n-Nonane 28 2.22E-l4 0.00E+00 0.00E+00 0.00E+00 
117-81-7 Bis(2-ethvlhexyl)phthalate (DEHP) 30 3.21 E-01 2.17E-04 l .67E-07 O.OOE+o0 X 
117-84-0 n-Dioctyl phthalate 32 3.47E+00 2.34E-03 l.80E-06 0.00E+00 X 
118-74- 1 Hexachlorobenzene 18 8.05E-06 0.00E+00 0.00E+oo 0.00E+00 
120- 12-7 Anthracene 13 3. l2E-0I 2. 1 IE-04 l .62E-07 I .62E-07 
I 20-82- 1 I ,2,4-Trichlorobenzene 17 l .29E-04 I.00E-07 0.00E+00 0.00E+00 
120-83-2 2,4-Dichlorophenol IO 8.1 IE-01 5.47E-04 4.2 \E-07 4.2IE-07 
I 21-44-8 Triethylamine 15 3.43E-02 2.3IE-05 I.78E-08 l.78E-08 
121-69-7 Dimethyl aniline 13 2.49E-0I l .68E-04 l .29E-07 I .29E-07 
122-39-4 N ,N-Diphenylamine IO I .58E+OO l .07E-03 8.2\E-07 8.2IE-07 
123-19-3 4-Heptanone 13 2.49E-01 l .68E-04 I.29E-07 l .29E-07 
123-38-6 n-Propionaldehvde 14 I.05E-0l 7.06E-05 5.44E-08 5.44E-08 
123-51-3 3-Methyl-1-butanol 12 1.94E+00 1.3 1 E-03 1.0IE-06 l .0IE-06 
123-86-4 Acetic acid n-butyl ester 16 l .33E-03 9.00E-07 I.00E-09 I.OOE-09 
123-91- 1 1,4-Dioxane 10 8. l lE-01 5.47E-04 4.2IE-07 4 .21E-07 
126-73-8 Tributvl phosphate 7 4.54E+0I 3.06E-02 2.36E-05 2.36E-05 
126-98-7 2-Methyl-2-propenenitrile (Methacrvlonitrile) 16 I .33E-03 9.00E-07 l .00E-09 I.00E-09 
127- 18-4 Perchloroethylene ( tetrachloroethylene) 21 I .43E-07 0.00E+00 0.00E+00 O.00E+OO 
127-19-5 N ,N-Dimethylacetamide 5 l.24E+0I 8.39E-03 6.47E-06 6 .47E-06 
128-37-0 2 ,6-Bis(tcrt-butyl)-4-mcthylphenol 32 3.47E+00 2.34E-03 I .80E-06 I .80E-06 
129-00-0 Pvrene 33 2.63E+OO l .78E-03 l .37E-06 0.00E+00 X 
1321-64-8 Pentachloronaohthalene 14 I.05 E-OI 7.06E-05 5.44E-08 0 .O0E+OO X 
1321 -65-9 Trichloronaphthalene 15 3.43E-02 2.3 IE-05 l.78E-08 l.78E-08 
132-64-9 Dibcnzofuran 15 3.43E-02 2.3 IE-05 l.78E--08 l.78E-08 
1335-87-1 Hexachloronaphthalene 14 1.05E-0I 7.06E-05 5.44E-08 0.00E+00 X 
I 335-88-2 Tctrachloronaphthalene 15 3.43E-02 2.3 I E--05 l.78E-08 0.00E+00 X 
I 336-36-3 Polychlorinated biohenvls (PCBs) 35 5.97E-02 4.03E-05 3.1 \E-08 O.OOE+00 X 
141-78-6 Acetic acid ethyl ester (Ethyl acetate) 14 l.05E-01 7.06E-05 5.44E-08 5.44E-08 
141-79-7 4-Methyl-3-pentcn-2-one 13 2.49E-0I l .68E-04 I .29E-07 l .29E-07 
142-82-5 n-Heotane 27 1.47E-l3 0 .OOE+00 0.00E+00 0.00E+00 
144-62-7 Oxalic acid 3 5.75E+OO 3.88E-03 2.99E-06 2.99E-06 
156-60-5 trans-1 ,2-Dichloroethylene 20 7.3 \E-07 0.00E+00 0.00E+00 O.00E+OO 
1582-09-8 Trifluralin 14 I.0SE-01 7.06E-05 5.44E-08 0.00E+OO X 
1634-04-4 Methyl tert-butvl ether 16 I .33E-03 9.00E-07 I .O0E-09 l .OOE-09 
1836-75-5 Nitrofen 30 3.2 1E-0I 2.17E-04 l .67E-07 0.OOE+00 X 
189-55-9 Dibenzof a,ilovrene 5 l.24E+0l 8.39E-03 6.47E-06 0.00E+00 X 
189-64-0 Dibenzof a,h loyrene 5 I .24E+0l 8.39E-03 6.47E-06 O.00E+oo X 
191-24-2 Benzo(ll:,h,i)pervlene 30 3.2 IE-0 l 2.17E-04 I .67E-07 0.OOE+00 X 
191-30-0 Benzof a,ilovrene 5 l .24E+ol 8.39E-03 6 .47E-06 0.00E+00 X 
192-65-4 Dibenzof a,e ]pyrene 5 1.24E+0 I 8.39E-03 6.47E-06 0.00E+00 X 
I 93-39-5 Indeno( I ,2,3-cd)pyrene 30 3.2IE-0I 2. l 7E-04 l .67E-07 0.00E+00 X 
205-82-3 Benzo(i)fluoranthene 7 4.54E+0I 3.06E-02 2.36E-05 0.00E+00 X 
205-99-2 Benzo(b )fluoranthene 30 3.2IE-0I 2. l 7E-04 l .67E-07 0.00E+00 X 
206-44-0 Fluoranthene 33 l.33E+00 8.96E-04 6.90E-07 0.00E+00 X 
207-08-9 Benzo(k)fluoranthene 30 3.2 IE-0I 2. l7E-04 l.67E-07 0.00E+00 X 
208-96-8 Acenaphthylene 14 I .05E-0l 7.06E-05 5.44E-08 5.44E-08 
218-01 -9 !Chrvsene 32 5.8IE+OO 3.92E-03 3.02E-06 0 .00E+OO X 
2234- 13-1 Octachloronaphthalene 14 l .05E-0l 7.06E-05 5.44E-08 0 .OOE+00 X 
224-42-0 Dibenzf a.ilacridine 4 5.72E+0I 3.86E-02 2.97E-05 0.00E+00 X 
226-36-8 Dibenzf a,h lacridine 4 5.72E+0I 3.86E-02 2.97E-05 0 .00E+O0 X 
2385-85-5 Mirex 17 l.29E-04 I .00E-07 0 .0OE+0O 0.OOE+O0 
25551-13-7 Trimethyl benzene 19 l .06E-05 0.00E+OO 0.00E+00 0.00E+00 
26 140-60-3 Terphenyls 34 8.98E-03 6. I0E-06 4.70E-09 0.00E+00 X 
27154-33-2 Trichlorofluoroethane 23 2. l2E-09 0.00E+00 0.00E+00 0.00E+OO 
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Henry's Weight Weight Organic Vapor 

Law Fraction . Ratio Release Emission 

Grouping WF, WR, R,o Rvo Particle 

CAS# Organic Compound HL mg/kg unilless lmlfs gm/s p 

287-92-3 Cvclopentane 24 2.53E-I0 0.00E+OO 0 .00E+00 0 .00E+00 

309-00-2 Aldrin 34 8.98E-03 6. I0E-06 4 .70E-09 0.00E+00 X 
319-84-6 Hexachlorocyclohexane (Lindane) Alpha BHC 33 l .33E+00 8.96E-04 6.90E-07 6.90E-07 
319-85-7 Hexachlorocvclohexane (Lindane) Beta BHC 30 l.38E-0I 9.34E-05 7.20E-08 0.00E+OO X 
319-86-8 Delta-BHC 30 3.21E-0I 2.17E-04 l .67E-07 0.00E+OO X 
3697-24-3 5-Methylchrysene 32 3.47E+00 2.34E-03 l .80E-06 0.00E+O0 X 
3825-26-1 Ammonium perfluorooctanoate 14 l.05E-0I 7.06E-05 5.44E-08 0 .00E+00 X 
4170-30-3 2-Butenaldehvde (2-Butenal) II 5.58E-0I 3.77E-04 2 .90E-07 2.90E-07 
465-73-6 lsodrin 35 5.97E-02 4.03E-05 3. IIE-08 3.1 IE-08 
50-00-0 Formaldehyde 8 3.49E+0I 2.35E-02 l .81E-05 l.8 IE-05 
50-29-3 4,4-DDT 33 l .33E+00 8.96E-04 6.90E-07 0 .0OE+00 X 
50-32-8 Benzo( a )pyrene 30 5.04E-0J 3.40E-04 2.62E-07 0 .00E+00 X 
53-70-3 Dibenzo( a,h)anthracene 7 4.54E+0I 3.06E-02 2 .36E-05 0 .00E+00 X 
540-59-0 1,2-Dichloroethylene 19 l .06E-05 0.00E+0O 0 .00E+OO O.0OE+00 
540-84-1 2 ,2,4-Trimethylpentane 28 2.22E-14 0.00E+00 0.OOE+OO 0 .OOE+00 
541-73-1 1,3-Dichlorobenzene 19 l .06E-05 0.00E+00 0 .0OE+OO 0 .00E+oo 
56-23-5 Carbon tetrachloride 22 3.86E-08 0.00E+o0 0 .00E+OO 0.00E+00 
563-80-4 3-Methyl-2-butanone 14 l.05E-0I 7 .06E-05 5.44E-08 5.44E-08 
56-49-5 3-Methylcholanthrene 28 2.22E-14 0.00E+oO 0.O0E+00 O.00E+O0 X 
56-55-3 Benzo( a )anthracene 33 l.33E+00 8.96E-04 6.90E-07 0 .00E+O0 X 
57- 14-7 I , 1-Dimethylhydrazine 12 l .94E+00 l .31E-03 I.0IE-06 l.0IE-06 
58-89-9 [gamma-BHC (Lindane) 32 2.06E-02 l.39E-05 I .0?E-08 0 .0OE+OO X 
58-90-2 2,3,4,6-Tetrachlorophenol II 2.78E+00 l .88E-03 I .45E-06 I .45E-06 
591-78-6 2-Hexanone 14 I .05E-0I 7.06E-05 5 .44E-08 5.44E-08 
59-50-7 4-Chloro-3-methylphenol 32 3.47E+oo 2.34E-03 l .80E-06 O.00E+00 X 
59-89-2 N-Nitrosomorpholine 6 5.51E+OI 3.72E-02 2.86E-05 2 .86E-05 
602-87-9 5-Nitroacenaphthene 9 2.31E+0I l.56E-02 l.20E-05 0 .00E+o0 X 
60-29-7 Ethyl ether 17 l .29E-04 I.00E-07 O.00E+00 0 .00E+o0 
603-34-9 Triphenylamine 32 4 .57E+00 3.08E-03 2 .37E-06 2 .37E-06 
60-34-4 Methylhydrazine 10 8.1 IE-01 5.47E-04 4.2\E-07 4.21E-07 
60-35-5 Acetamide 5 l.24E+0l 8.39E-03 6.47E-06 6.47E-06 
60-57-1 Dieldrin 33 2.21E-02 l.49E-05 l. l 5E-08 O.00E+00 X 
621-64-7 Di-n-Propylnitrosamine 10 8.l lE-01 5.47E-04 4 .21E-07 4.21E-07 
624-83-9 Methyl isocyanate 17 1.29E-04 I .0OE-07 O.OOE+OO 0 .00E+OO 
627-13-4 Nitric acid, propyl ester 17 l .29E-04 l .00E-07 0.00E+O0 O.00E+00 
62-75-9 N-Nitroso-N,N-dimethylamine 9 2.31E+0l l .56E-02 1.20E-05 l .20E-05 
630-20-6 I, 1, l ,2-Tetrachloroethane 18 8.05E-06 0.00E+0O 0.00E+00 O.00E+00 
64-17-5 Ethyl alcohol 10 8. I IE-01 5.47E-04 4.21E-07 4 .21 E-07 
64-18-6 Formic acid 7 4.54E+0I 3.06E-02 2.36E-05 2.36E-05 
64-19-7 Acetic acid 6 5.51E+0I 3.72E-02 2 .86E-05 2.86E-05 
67-56-1 Methvl alcohol (Methanol) 10 8. I IE-01 5.47E-04 4 .21E-07 4 .21E-07 
67-63-0 2-PropyJ alcohol (lsopropano\) 11 l.90E+00 l .28E-03 9 .90E-07 9 .90E-07 
67-64-1 2-Propanone (Acetone) 13 2.49E-01 1.68E-04 l.29E-07 l.29E-07 
67-66-3 Chloroform 19 l .06E-05 0.OOE+00 0 .00E+00 0 .OOE+O0 
67-72-1 Hexachloroethane 19 l .06E-05 0.00E+00 0.00E+00 0 .O0E+00 
684-16-2 Hexafluoroacetone 19 l.06E-05 0.0OE+O0 0.00E+0O 0 .00E+O0 
71 -23-8 n-Propyl alcohol 11 l .90E+00 l .28E-03 9.87E-07 9.87E-07 
71 -36-3 n-Butyl alcohol II l .90E+00 l .28E-03 9.87E-07 9.87E-07 
71-43-2 Benzene 19 3.80E-06 0 .00E+00 0.00E+00 0.00E+00 
71 -55-6 Methyl chloroform (1 , I , I -Trichloroethane) 21 1.43E-07 0.00E+00 0.00E+00 0.00E+OO 
72-20-8 Endrin 32 3.47E+00 2.34E-03 l.80E-06 0.00E+O0 X 
72-43-5 Methoxychlor 7 4 .54E+0I 3.06E-02 2.36E-05 0.O0E+O0 X 
72-54-8 4,4-DDD 32 3.47E+00 2.34E-03 l.80E-06 0.00E+O0 X 
72-55-9 4,4-DDE 34 8.98E-03 6. l0E-06 5.00E-09 0.00E+O0 X 
74-83-9 Bromomethane (Methyl bromide) 19 l .06E-05 0.00E+00 0 .OOE+00 0.00E+O0 
74-87-3 Chloromethane (Methyl chloride) 20 7.31 E-07 0.00E+00 0 .00E+00 0 .00E+O0 
74-97-5 Bromochloromethane 17 l .29E-04 I .00E-07 0 .00E+00 0 .00E+OO 
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