Appendix D:

Additional Physicochemical Properties of Individual Gaseous
Hazardous Air Pollutants and Mixtures



Table D.1. Additional physicochemical properties of individual hazardous air pollutants at 298.2 K.
J4UE Vapor | kit Agueous| ) AVEREREC sy st il Washour| RN | SRR
No. Chemical CAS No. Pressure Solubility Congt’am’ H B Z B Kew Rat@o, Wy el bl
(Pa) (mol m3) (Pa m? mol}) log Kgw log Kew (unitless) (s cm™) log Kp
1 Z % Acetaldehyde 75-07-0 1.23 x 105 miscible 7.60 0.45 0.48 3.26 x 102 1.50 x 1011 -9.65
2 ZI i Acetamide 60-35-5 2.44 6.91 x 103 3.53x 104 -1.26 -1.18 7.02 x 108 7.96 x 107 -7.02
3 2N FBALFGE Acetonitrile 75-05-8 1.18 x 104 miscible 2.75 -0.34 -0.41 9.01 x 102 2.96 x 108 -10.0
4 Z 2K Acetophenone 98-86-2 4.5x 10! 4.58 x 101 9.83x 101 1.63 1.63 2.52 x 103 3.30 x 108 -7.58
5 2-&@7&%%% 53-96-3 NA2 NA NA NA NA NA NA NA
2-Acetylamino-fluorene
6 PiJmE Acrolein 107-02-8 3.65 x 104 3.71x 103 9.84 -0.01 0.04 2.52 x 102 5.80 x 10° -11.20
7 WL Acrylamide 79-06-1 4.15x 101 2.88 x 103 1.44 x 10 -0.90 -0.83 1.72 x 107 7.86 x 104 -6.27
8 &R Acrylic acid 79-10-7 5.50 x 102 miscible NA 0.43 0.46 NA NA NA
9 P Acrylonitrile 107-13-1 1.10 x 104 1.42 x 103 7.75 0.25 0.29 3.19 x 102 9.10 x 10° -9.85
10 Ji P FE A Allyl chloride 107-05-1 NA NA NA NA NA NA NA NA
11 4 GURHR % 92-67-1 NA NA NA 2.83 NA NA NA NA
4-Aminobiphenyl
12 ZK 1% Aniline 62-53-3 6.52 x 101 3.87 x 102 1.68 x 101 0.90 0.92 1.47 x 104 3.36 x 108 -7.54
13 9'35“%47‘.’35% 90-04-0 NA NA NA NA NA NA NA NA
o-Anisidine
14 7 Benzene 71-43-2 1.27 x 104 2.28 x 101 5.57 x 102 2.13 2.12 4.44 2.51 x 104 -9.83
15 7 1% Benzidine 92-87-5 1.0 x 106 2.17 4.61 x 1077 1.81 1.82 5.38 x 10° 8.86 x 103 -1.07
16 =& "% Benzotrichloride 98-07-7 NA NA NA NA NA NA NA NA
17 4L Benzyl chloride 100-44-7 NA NA NA NA NA NA NA NA
18 152K Biphenyl 92-52-4 1.3 4.54 x 1072 2.86 x 101 3.90 3.84 8.70 x 10! 2.76 x 103 -7.04
19 [WE HfiF Bis(chloromethyl) ether]  542-88-1 4.00 x 103 1.91 x 102 2.09 x 101 -0.38 0.89 1.19 x 102 3.54 x 105 -10.90
20 %ﬁ::qﬂ?:(z'a%ag)% 117-81-7 2x10% 7.3x10% 2.7x102 5.11 5.02 9.1x 104 2.79x 102 -2.54
Bis(2-ethylhexyl)phthalate
21 =R H %5t Bromoform 75-25-2 7.27 x 102 1.23 x 101 5.91 x 101 2.38 2.00 4.20 x 101 1.88 x 103 -8.61
22 1,3-— T ¥ 1,3-Butadiene 106-99-0 2.81 x 10° 1.36 x 101 7.45 x 103P 1.99 1.98 1.20 x 101 1.14 x 10* -11.50
23 C. W ¥ /iZ Caprolactan 105-60-2 NA NA NA NA NA NA NA NA
24 7L} Captan 133-06-2 1.10 x 10 1.70 x 102 6.47 x 10 2.30 NA 3.83 x 108 NA -3.73
25 Pi4E A Carbaryl 63-25-2 2.67 x 10 5.96 x 101 4.48 x 10 2.36 NA 5.52 x 107 NA -2.51




Table D.1. (Cont.).
. FESJE Vapor | K¥EME Aqueous | FRIERNE R Henry's | EEE-KS A AR MR ZE Washout| 3R 1 B 77 | SORL4 BT
No. Chemical CAS No.|  Pressure Solubilit Law constant, H MR |- vl Ratio, W r ¥
_3y 3 11 Kew log Key g cl R
(Pa) (mol m9) (Pa m3 mol?) log Kow (unitless) (scm?) | log K,
THRALRR
26 Carbo;]'“disulﬁde 75-15-0| 4.82 x 104 2.76 x 101 1.75 x 103 1.86 1.85 1.42 7.45x 102| -10.60
VU S AL
27 Carbon tetrachloride 56-23-5|  1.53x10* 5.20 2.94x 103 2.64 2.61 8.40x 101 [2.88x 104| -10.00
AL B 463-58-
2
8 Carbonyl sulfide 1 NA NA NA NA NA NA NA NA
LR 120-80-
29 é;techol 9 1.34¢ 2.47 x 108 5.43 x 104 0.77 0.79 457x106 |[2.08x10!| -5.18
/= H
A% 133-90-
30 Chloramben 4 9.3x 101 3.40 2.74 x 101 1.11 NA 9.01 x 108 NA -7.54
=R S 5103-
31 cis-Chlordane 71-9 4.0x 104 1.37 x 10 2.92 6.0 5.88 8.47x10% |4.12x10'| -2.75
ST 5103-
32 trans-Chlordane 742 5.2 x 104 1.37 x 10 3.80 6.0 5.88 6.34x 102 |3.16x10'| -2.63
33 KO 1 .
Chloroacetic acid 79-11-8 18.7 NA NA 0.22 0.26 NA NA NA
=3 1
34 HEBEH 532-27-
2-Chloroacetophenone 4 NA NA NA NA NA NA NA NA
==
Ak 108-90-
35 Chiorobenzene 7 1.58 x 108 4.30 3.67 x 102 2.80 2.49 6.76 6.02x 10%| -8.98
FLE R 510-15-
36 Chlorobenzilate 6 NA NA NA NA NA NA NA NA
=W 4
37 Chioroform 67-66-3| 2.62 x 10 6.87 x 101 3.81x 102 1.97 1.96 6.49 1.62x 105| -9.83
S AL R ALk 107-30-
38 %\AEE e S e S 4
Chloromethyl methyl ether 2 249x10 decomposes NA NA NA NA NA NA
———
- 126-99-
39 Chloroprene 8 NA NA NA NA NA NA NA NA
408 B A 1y
40 :’)iCresol 95-48-7 41¢ 2.37 x 102 1.72 x 101 1.98 1.97 1.44x10* |5.58x10| -6.43
J¥) F iy 108-39-
41 m-Cresol 4 1.6 x 101 1.75 x 102 9.14 x 1072 1.98 1.97 2.71x10% |[3.27x10'| -6.20
o} A gy 106-44-
42 b-Cresol 5 1.3 x 101¢ 1.99 x 102 6.53 x 102 1.96 1.95 3.80x 104 |254x10!| -6.07
43 A s 533-18- NA NA NA NA NA NA NA NA




S JE Vapor | JK#ME Aqueous | FRIEMHE S Henry's | FEE-K UK 2 IR Washout|PH R [IFH 77| AkL2BC

No. Chemical CASNo.|  Pressure Solubility Law constant, H i 2% Kew log K. Ratio, Wg el WA

(Pa) (mol m3) (Pa m3 mol 1) log Koy cw (unitless) (scm) | log Ky
0-Cresyl acetate 6
SRR 2 1 3 4
44 Cumene 98-82-8 6.10 x 10 4.16 x 10 1.47 x 10 3.63 3.46 1.69 2.44 x 10 -8.75
llEEl _Qq._
45 . B L 334-88 NA NA NA NA NA NA NA NA
Diazomethane 3
46 DTJZ‘K#?E”@ 132564' 3.0x 1071 2.82x 1072 1.06 x 101 4.31 4.24 2.34x10%> |[4.04x10'| -5.93
ibenzofuran
— VA AT b
47 . — B 96-12-8 NA NA NA NA NA NA NA NA
1,2-Dibromo-3-chloropropane
48 24Z[FAZB \ga757| 80x10° 1.81 4.42 X 105 281 3.09 5.62 x 107 2.08 -2.05
2,4-Dichloro-phenoxyacetic acid
1,1-Z5-2,2-N4-8XE) 2%
49 1,1-Dichloro-2,2-bis(p- 72-55-9| 8.66 x 104 1.26 x 104 6.87 5.70 NA 3.61 x 102 NA -4.42
chlorophenyl)ethylene
ARFE— RS — T HE
50 WA T B 84-74-2 2x103 4.0x 102 5.0 x 102 4.72 4.64 4.95 x 104 6.46 x 101| -3.19

Dibutyl phthalate




Table D.1. (Cont.).
FESJE Vapor | K#ME Aqueous | FRIEHHH Henry's Law [FRE- /K2 o0, o [PTRIZE Washout| M-ZR T FE 77 | AR5 AL
. 1 " SR B R B ) e
No. Chemical CAS No. Pressure Solubility constant, H 2 Kew log K Ratio, Wg Il L
(Pa) (mol m3) (Pa m3 mol1) log Kow cw (unitless) (scm?) | log K,
51 ,W—az': 106-46-7| 9.02 x 10! 5.65 x 101 1.60 x 102 3.40 3.35 1.55x 101 |[5.04x10%| -8.02
1,4-Dichlorobenzene
52 33 -—SECRE 84-68-4 | 5.6 x 1075 1.22 x 102 4.60 x 1073 351 3.46 5.38 x 105 7.62 -3.40
3,3'-Dichlorobenzidine
53 _ —SLZhE 111-44-4|  2.06 x 102 7.13 x 101 2.89 1.12 1.18 8.55x 102 |7.20x10%| -8.56
Dichloroethyl ether
54 5-1,.3-Z 9K 10061- NA NA NA NA NA NA NA NA
trans-1,3-Dichloropropene 02-6
_ i —_ KRATHE
55| 22-—RBE_REBEEE | 6).73.7 7.02 3.62 x 101 1.94 x 101 1.45 1.28 x 104 NA -7.05
Dichlorvos
56| ZHE5R& Diethanolamine |111-42-2| 3.73x 102 miscible NA -1.43 -1.35 NA NA NA
R — 2 1
57 . 64-67-5 4.91x 10 NA NA NA NA NA NA NA
Diethyl sulfate
TR TR
58| Diethylene glycol monobutyl |112-34-5 NA NA NA NA NA NA NA NA
ether
AR— ra}
59 _VB—'E'@& - 119-90-4 NA NA NA NA NA NA NA NA
3,3'-Dimethoxybenzidine
TR
60 . . 60-11-7 NA NA NA NA NA NA NA NA
4-Dimethylamino-azobenzene
61 N,N-—FERE 121-69-7|  1.07 x 102 9.12 1.17 x 101 2.31 2.29 212x10% |7.30x103| -7.98
N,N-Dimethylaniline
) B s A TR NA NA NA NA NA NA NA NA
3,3'-Dimethylbenzidine
— = =3
63 . — UL S . 79-44-7 NA NA NA NA NA NA NA NA
Dimethylcarbamyl chloride
N, N- = FH 3 R i 0.
64 N.N-Dimethylformamide 68-12-2 NA NA NA NA NA NA NA NA
s — R JE
65 1,1-Dimethylhydrazine 57-14-7 NA NA NA NA NA NA NA NA
AL e — e 1=
66 "M*Eﬁﬁﬁ#%ﬁ 131-11-3 2.2 x101 2.06 x 101 1.07 x 102 2.12 2.11 2.31x10°5 |7.96x101| -5.14
Dimethyl phthalate
67 R — W g 77-78-1 1.28 x 102 NA NA NA NA NA NA NA




Dimethyl sulfate

4,6- " hiH 248 H iy

68 — 534-52-1 NA 1.77 NA 2.12 2.11 NA NA NA
4,6-Dinitro-o-cresol
69 2,4-— T 51-28-5 NA 1.82 NA 1.67 1.67 NA NA NA
2,4-Dinitrophenol
70 2,4-.4'43%%5'2& 121-14-2|  1.33x 101 1.48 8.99 x 102 2.01 2.00 2.75x10% |[2.28x10%2| -6.16
2,4-Dinitrotoluene
71 L4- N3 123-91-1|  5.00x 103 miscible NA -0.27 -0.22 NA NA NA
1,4-Dioxane
72 Kt 122-66-7 NA NA NA NA NA NA NA NA
1,2-Diphenylhydrazine
=R -
73 HRASA L AR 13403- 1 5 40 x 103 7.11x 102 3.38 0.30 0.29 735x102 |1.07x106| -9.44
Epichlorohydrin 37-7
=
74 123050 T ke 106-88-7 NA NA NA NA NA NA NA NA
1,2-Epoxybutane
AR ot
75 PR R I 140-88-5| 5.10x 103 1.50 x 102 3.40x 101 1.33 1.01 7.30x 10! |[7.63x105| -9.42

Ethyl acrylate




Table D.1. (Cont.).
=3 g S A2, . -
U Vapor |kt Aqueous| T IVERTEEC L moicsy el U0 | ohiisk washout| N | “URIAY R
No. Chemical CAS No. Pressure Solubility cons)t/ant n’ EX Z ¥ Kew Ratio, W, el #
(Pa) (mol m3) (Pa m3 mol}) log Kow | l0og Kew (unitless) (s cm™) log K,
76 Ethﬁb%iene 100-41-4 1.27 x 108 1.43 8.88 x 102 3.13 2.96 2.79 1.65 x 104 -9.03
=i 5 1=t
7 ARTM LB 51-79-6 NA NA NA NA NA NA NA NA
Ethyl carbamate
F—3
78 Ethjﬁiide 75-00-3 1.60 x 104 8.83 x 101 1.81 x 102 1.43 1.29 1.37 x 10! 2.11 x 104 -10.00
79 Ethyl ;}g%cﬁbiimi de 106-93-4 1.04 x 104 2.21x 101 4.71 x 102 NA 1.87 5.26 2.75 x 104
80 Ethi/’li;;i“c?ﬁi de 107-06-2 1.05 x 10 8.70 x 101 1.21 x 102 1.48 1.49 2.05x 10! 1.31 x 10° -9.82
81 Ethyi;@;ywl 107-21-1 1.2 x 101 miscible 6x 103 -1.36 -1.28 4.13x 105 4.32x 108 -8.35
82 LR T 111-76-2 NA NA NA NA NA NA NA NA
Ethylene glycol monobutyl ether
83 LI LI 151-56-4 NA NA NA NA NA NA NA NA
Ethyleneimine
Yt ez
84 Ethjieafii de 75-21-8 1.46 x 10° 8.70 x 103 1.16 x 101b -0.30 -0.25 2.14 x 102 1.97 x 1011 -10.60
)2y >
o5 LI 96-45-7 NA NA NA NA NA NA NA NA
Ethylene thiourea
— = 7
86 Ethylli’c}e;(egéi%h%ri de 75-34-3 3.03x 104 4.82 x 101 6.29 x 102 1.79 1.58 3.94 1.16 x 10° -10.20
87 Formjgihyde 50-00-0 NA miscible 3.20x 102 0.35 0.39 7.75 x 104 4.95x 10! -7.37
88 He;fi“hlor 76-44-8 5.3x 102 1.50 x 104 3.53x 102 5.27 NA 7.04 NA -6.49
89 9’ exacﬁféﬁz e 118-74-1 23x1073 1.76 x 10°5 1.31 x 102 5.50 5.40 1.89 x 101 4.03 x 102 5.83
AT
90 Hexachlorobutadiene 87-68-3 2.00 x 101 1.3x102 1.54 x 103 4.70 4.62 1.61 1.45 x 104 -7.70
DT bz _
91 “ Q;i}jh%fgé‘;)clloisx‘;ff 60291-32-9 3x103 3.44x 103 8.72x 101 3.81 3.75 2.84 x 108 3.69 x 102 -5.35
NEM Ok i
92 | Y ;';ijh%fgg)cllfﬁigg’e‘s 58-89-9 3.74x10% | 251x102 1.49 x 10 3.70 3.65 1.66 x 10* 7.89 x 10 4,69
93 NAIIR N 77-47-4 1.09 x 101 6.6 x 103 1.65 x 103 5.04 4.95 1.50 8.07 x 103 -7.40




J&4UE Vapor |/kiEPE Aqueous ﬁjﬂf‘fi fj‘ SERE- K| UK AR | a2 Washout|  WHRIEILY | OB/
No. Chemical CAS No. Pressure Solubility Consﬁam, ¥ ES A4 Kew | Ratio, W I %
(Pa) (mol m3) (Pa m? mol}) log Koy log Key (unitless) (s cm) log K,
Hexachloro-cyclopentadiene
94 NE 2% Hexachloroethane 67-72-1 5.0 x 101 2.11x 101 2.37 x 102 3.93 3.87 1.05 x 101! 2.94 x 103 -7.66
95 1,6- 0.k U 822-06-0 NA NA NA NA NA NA NA NA
Hexamethylene diisocyanate
96 ANHIEAM =N 680-31-9 NA NA NA NA NA NA NA NA
Hexamethyl-phosphoramide
97 1E k¢ Hexane 110-54-3 2.02 x 104 1.10 x 101 1.84 x 10° 4.11 4.20 1.35x 102 2.73x 10% -10.40
98 JI¥ Hydrazine 302-01-2 NA NA NA NA NA NA NA NA
99 %% % Hydroquinone 123-31-9 2.55x 103 6.36 x 102 4.01 x 106 0.59 0.62 6.17 x 108 3.66 x 101 -3.23
100 5% /R Isophorone 78-59-1 5.0 x 10? 8.68 x 101 5.76 x 101 1.70 NA 4.31 x 108 NA -7.28




Table D.1. (Cont.).
%A i SR A Henry's Law Bk 4 PRE | nmin | R
cas | A&7Uk Vapor KHEPE Aqueous | FARIERT AL Henry's Law |77 SR I EE |Washout Ratio e
No. Chemical NoO Pressure Solubility constant, H FH Kew log K/\ W ’ ol L
. - - CW -
(Pa) (mol m-3) (Pa m3 mol1) log Kow (unitlegss) (s cm™) log K,
101 W T s — BT 108-31- NA NA NA NA NA NA NA NA
Maleic anhydride 6
102, i 67-56-1 1.62 x 104 miscible 45x101 -0.77 -1.32 5.49x10% |2.68x101“ | -9.64
Methanol
/=
103 ' DDT 72-435|  1.3x10% 1.30 x 10 1.00 5.08 2.48 x 103 414
Methoxychlor
104 B 74-83-9|  2.18x 105 1.60 x 102 6.33 x 1020 1.19 0.82 3.92 2.49x 105 | -10.80
Methyl bromide
= ez
105 S . 74-87-3| 5.70 x 10° 1.04 x 102 9.74 x 102P 0.91 0.64 2.54 1.89x 106 | -11.30
Methyl chloride
— = bz
106 1,1,1- =5 Lk 71-55-6|  1.65 x 10% 1.12 x 101 1.47 x 10° 2.49 219 1.69 815x 104 | -9.89
Methyl chloroform
107 LR 78-93-3 1.21 x 104 3.33x 103 3.63 0.29 -0.30 6.85 x 102 3.88 x 107 -9.49
Methyl ethyl ketone
108 L . 60-34-4 NA NA NA NA NA NA NA NA
Methylhydrazine
i bz
109 WL 74-88-4|  5.4x10 9.79 x 101 5.52 x 102 1.50 1.30 4.48 1.26x 10* | -10.50
Methyl iodide
110 4-%%—2-&% 108-10-1 5 60 x 103 1.70 x 102 1.53 x 101! 0.90 0.92 1.62x 102 | 8.24x105 | -9.50
Methyl isobutyl ketone 1
iR © _Qa_
111 ﬁ%@ﬁ'@ﬁ 624-83 NA NA NA NA NA NA NA NA
Methyl isocyanate 9
g 2% 7y =
112 R DU T B 80-62-6 5.00 x 103 1.56 x 102 3.21x 10! 1.38 0.99 7.75 x 10t 7.36 x 10° -9.34
Methyl methacrylate
RGBT Sk 1634- 4 2 1 1 7 -
113 Methyl tert-butyl ether 04-4 3.35x 10 4.76 x 10 7.04 x 10 0.94 0.59 3.52x 10 1.11 x 10 10.10
4,4- "7 HE-33- T AW | 0114
114 4,4'-Methylenebis(2- 4 NA NA NA NA NA NA NA NA
chloroaniline)
115 — A . 75-09-2 2.62 x 104 1.55 x 102 1.69 x 102 1.25 1.26 1.47 x 101 9.07 x 104 | -10.20
Methylene chloride
4,4- R CGHARARR)  |451_68-
116|  4,4'-Methylenediphenyl 8 NA NA NA NA NA NA NA NA
diisocyanate
117 4.4- IR TR 101-77- NA NA NA NA NA NA NA NA




RS

cas | ZUR Vapor | K¥EE Aqueous | ARITEHERHL Henry's Law S WE- KA E ST Z S Washout Ratio MR Ay | AR
No. Chemical NoO Pressure Solubility constant, H EX 10 Kew log K/\ W ' ol WL
(Pa) (mol m3) (Pa m3 mol 1) log Kow cw (unitl gss) (s cm?) log K,
4,4'-Methylenedianiline 9
118 = 91-20-3 1.04 x 101 2.42x 101 4.30 x 101 3.37 3.32 578x10! | 3.65x102 | -7.48
Naphthalene
119 . AL 98-95-3 2.0 x10?! 1.54 x 101 1.30 1.85 1.85 1.91x103 | 7.51x102 | -7.48
Nitrobenzene
120 4TEE%H’QZ" 92-93-3 NA 6.18 x 103 NA 3.78 3.72 NA NA NA
4-Nitrobiphenyl
121 4- IR ) 100-02- NA 1.07 x 102 5.07 x 105 1.91 1.90 4.88 x 107 NA NA
4-Nitrophenol 7
122 2'.%%?‘?% 79-46-9 NA NA NA NA NA NA NA NA
2-Nitropropane
123 .EF'%'LME%ER 684-93- NA NA NA NA NA NA NA NA
N-Nitroso-N-methylurea 5
N- 7 22 — F fi . 2 8
124 N-Nitrosodimethylamine 62-75-9 NA miscible 3.34 0.57 0.51 7.41x 10 1.58 x 10 10.30
125 N- LTS 2 5 59-80-2 NA NA NA NA NA NA NA NA

N-Nitrosomorpholine




Table D.1. (Cont.).
=n P g 212 R K
J&AUT Vapor | Kkitt Aqueous ﬁjﬂf,‘fﬁ B\ sem K| KSR | ol Washout|  WHRTGNLA | URIARRH
0. emica 0. Pressure olubility R BN cw atio, fel
N Chemical CAS N Solubili oot H M| AMK Ratio, W, %
(Pa) (mol m3) (Pa m? m(’)I‘l) log Ko log Kgy (unitless) (s cm) log K,
SRS T
126 %ffiﬁf 56-38-2 6.0 x 104 4.26 x 102 1.41x 102 3.80 NA 1.76 x 10° NA -3.56
J= 1l e
127 AR 82-68-8 6.6 x 103 1.5 x 103 4.40 4.64 NA 5.65 x 102 NA 522
Pentachloro-nitrobenzene
J=
128 Pentaﬁiﬁi henol 87-86-5 4.15x 103 5.3 x 102 7.83 x 102 5.05 4.96 3.16 x 104 2.56 x 101 -3.06
129 Pﬁ:e%}ol 108-95-2 4.7 x 101 9.39 x 102 5.01 x 102 1.46 1.47 4.95 x 104 3.33x 101 -6.49
130 X“LZ":H?‘ . 106-50-3 NA NA NA NA NA NA NA NA
p-Phenylenediamine
131 T}giﬁﬁf 75-44-5 NA NA NA NA NA NA NA NA
> =3
132 Pfﬂﬁﬁne 7803-51-2 NA NA NA NA NA NA NA NA
ENi
133 Phthalic anhydride 85-44-9 NA NA NA NA NA NA NA NA
= b
134 3P P I 1120-71-4 NA NA NA NA NA NA NA NA
1,3-Propane sultone
b
135 p- P B 57-57-8 NA NA NA NA NA NA NA NA
B -Propiolactone
136 Propioz‘ja%ehy de 123-38-6 4.24 x 104 5.34 x 102 7.94 x 10! 0.59 0.55 3.13x 10! 2.57 x 108 -10.50
(1. f= K —hh /jﬁ 23
137 |20 Eﬁ%%f;(j;’;i?aﬁi TR 14061 1.70x 105 8.60 1.98 x 106 1.50 NA 1.25 x 109 NA -2.01
=]
138 1,2-Dichloropropane 26198-63-0 6.62 x 103 2.48 x 101 2.67 x 102 2.00 NA 9.26 NA -9.64
Ny ol ol
139 Pro;{/iﬁ@i de 75-56-9 7.10 x 104 8.20 x 108 8.66 0.03 -0.61 2.87 x 102 1.91 x 10° -10.10
140 2- R E v 75-55-8 NA NA NA NA NA NA NA NA
1,2-Propylenimine
ey
141 Qufﬂjﬁne 91-22-5 1.21 4.73x 101 2.56 x 102 2.06 2.05 9.71x 104 2.16 x 10t -5.57
g =]
142 0 L?i:f(;hne 106-51-4 NA NA NA NA NA NA NA NA
143 KL 100-42-5 8.80 x 102 2.88 3.06 x 102 3.05 2.64 8.13 1.13 x 104 -8.65




= Py by L2, N . N
S/E Vapor |/kitE Aqueous f” E,ﬁ@f B s mok s e | S5 A B o 2 Washout| WS | SR
No. Chemical CAS No. Pressure Solubility ang:m amv ES 0 ZH Kew Ratio, W, el *
(Pa) (mol m3) (Pam? m(’)I'l) log Koy log Key (unitless) (s cm) log K,
Styrene
= Al e 7
144 S@jﬁi %xﬁle 96-09-3 4.0x10? 2.33x 101 1.72 1.61 1.61 1.44 x 103 5.57 x 103 -7.84
2,3,7,8-TU 2 FF0f- o
CBR %) 7 iy
145 1746-01-6 . 5 3.34 6.80 NA . 2 NA -2.94
2,3,7,8-Tetrachlorodibenzo-p- 2.00x 10 6x10 7:43x 10
dioxin
f= b
146 119 Z_T%]iﬂfmethane 79-34-5 7.93 x 102 1.77 x 101 4.48 x 10t 2.39 1.85 5.52 x 101 4.95 x 10* -8.48
WS 2 3 -1 3 -1 3
147 Tetrachloroethylene 127-18-4 2.42 x 10 9.0x10 2.69x 10 2.88 2.85 9.17 x 10 6.04 x 10 -9.76
148 ToEIFlIane 108-88-3 3.80 x 103 5.59 6.80 x 102 2.69 2.42 3.65 1.74 x 104 -9.36
149 2,4- Bk H 95-80-7 NA NA NA NA NA NA NA NA
Toluene-2,4-diamine
_HH O — BLA lgis
150 24 Eﬁz&*ﬁ%@i@a 584-84-9 NA NA NA NA NA NA NA NA
2,4-Toluene diisocyanate




Table D.1. (Cont.).
=z TERH I A
J&AUT Vapor | Kkitt Aqueous ﬁjﬂf,‘fﬁ fé‘ SERE KA R|SUTK A S ol Washout| WHRTHLA  |“URME
No. Chemical CAS No. Pressure Solubility y B3 ZH Kew Ratio, W ol 0
constant, H . 9
(Pa) (mol m3) (Pa m3 mol) log Kow | l0og Kew (unitless) (s cm™) log K,
151 45 I K% o-Toluidine 95-53-4 1.33x 10? 1.40 x 102 9.50 x 102 NA NA 2.61x 10* NA NA
= AN >
152 Tifacpiﬁjﬁe 8001-35-2 9 x 10 1.21 x 1073 7.44 x 101 5.50 5.40 3.33x 103 3.80 x 102 -3.59
XS
153 1.2 4-Trichlorobenzene 120-82-1 6.1 x 101 2.20x 101 2.77 x 102 4.10 4.03 8.93 4.82 x 102 -7.56
154 L12- =R LFe 79-00-5 3 29 x 101 9.79 x 101 2.38 1.64 253 x 101 7.33x 104 -8.83
1,1,2-Trichloroethane el 3.22x 10 3.29x1 39X : : .53 x .33 X :
155 T ricﬁiiﬁlene 79-01-6 9.90 x 103 8.37 1.18 x 103 2.53 2.51 2.10 1.88 x 104 -9.76
— S e
156 ) 425'_4T’fi'cﬁfr‘;‘;ﬁ;%enol 95-95-4 25 4.80 5.21x 107 3.72 3.66 4.76 x 103 5.70 521
—
157 2.4 éféﬁhﬁ,igﬁeno. 88-06-2 1.25 2.20 5.68 x 10°L 3.69 3.64 4.37 x 103 6.84 -5.28
158 Trieﬁ]ﬁi ine 121-44-8 7.61 x 108 5.40 x 1072 1.41x 10! 1.64 0.47 1.76 x 102 5.30 x 106 -8.72
- TAEZE-N N-— FH-4-=41
159 2’;%%; ?g%ﬁ%ﬁaluralif 1582-09-8 NA 1.49x 10°3 1.01 x 10} 5.34 NA 2.46 x 102 NA 4.88
160 , 224?+fi';$§£§fane 540-84-1 656x103 | 2.14x102 3.07 x 105 4.95 4.86 8.06x10% | 3.30x10° 9.72
HE AR | =¥
161 ﬁfﬁiﬁfﬁ; 108-05-4 1.41 x 104 2.32 x 102 6.08 x 101 0.73 0.86 4.08 x 101 1.10 x 108 -10.30
162 RS 593-60-2 1.40 x 10° NA NA NA NA NA NA NA
Vinyl bromide AUX
163 Vinjﬁf@fﬂ de 75-01-4 3.55 x 10° 4.42 x 101 2.29 x 108P 1.38 1.39 3.09x 101 7.35 x 108 -11.70
164 Vinylgifcﬁoﬁ de 75-35-4 8.05 x 104 3.45x 101 2.33x 108 2.13 1.77 1.06 5.78 x 104 -10.50
A\ —_— i
165 :fg,irt 95-47-6 1.17 x 103 2.07 5.65 x 102 3.15 2.80 4.39 2.00 x 104 -8.82
166 Eiy?iﬁ‘e 108-38-3 1.10x 108 151 7.28 x 102 3.20 2.93 3.40 1.53 x 104 -8.88
167 ?x:y E;‘Z 106-42-3 1.17 x 103 2.02 5.79 x 102 3.18 2.81 4.27 1.97 x 104 -8.80




aNA, not available
bvapor pressure exceeds atmospheric pressure. H calculated as 101325 Pa divided by the aqueous solubility (mol m-3).
CVapor pressure of subcooled liquid.
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Table D.2. Additional physicochemical properties of polychlorinated byphenyls (PCB) congeners at 298.2 K.

No.

Chemical

CAS No.

#/SE Vapor
Pressure
(Pa)

KB
Aqueous
Solubility
(mol m3)

FHEAE R
Henry's Law
constant, H

(Pa m3 mol 1)

- 7K 3 BC
log Kow

fA51K 5
it 2220 Kew
log K¢y

MRS
Washout Ratio,
Wy
(unitless)

R )
fel
(sem™

URLBC
#
log K,

2-SR
2-Monochloro

2051-60-7

2.04

29.15

30.2

451

4.43

8.21x 101

4.36 x 102

-6.19

3-SR
3-Monochloro

2051-61-8

1

13.25

29.0

4.70

4.62

8.55 x 101

2.52 x 102

-5.98

4K
4-Monochloro

2051-62-9

0.271

6.36

27.8

4.71

4.63

8.92 x 10!

2.35 x 102

-5.95

2,2 - IR
2,2'-Dichloro

13029-08-8

0.265

4.48

33.3

4.84

4.75

7.44 x 101

6.59 x 102

-5.90

2,3- &R
2,3-Dichloro

16605-91-7

NAC

NA

24.2

4.95

4.86

1.02 x 102

3.69 x 102

-5.65

2,3 - R
2,3'-Dichloro

25569-80-6

NA

NA

33.1

5.02

4.93

7.49 x 10!

4.24 x 102

-5.72

2,4- &R
2,4-Dichloro

33284-50-3

0.254

5.6

38.2

5.03

4.94

6.49x 10!

4.77 x 102

-5.77

2,4 SR
2,4'-Dichloro

34883-43-7

NA

4.48

30.7

5.08

4.94

8.07 x 101

3.84 x 107

-5.67

2,5- &R
2,5-Dichloro

34883-39-1

0.18

8.960

32.8

5.02

4.93

7.56 x 101

4.20 x 102

-5.71

10

2,6- &R
2,6-Dichloro

33146-45-1

NA

6.280

42.9

4.83

4.74

5.78 x 10!

8.69 x 102

-6.02

11

3,3- &R
3,3'-Dichloro

2050-67-1

0.027

1.587

294

5.21

511

8.43 x 10!

2.44 x 102

-5.47

12

3,4- SR
3,4-Dichloro

2974-92-7

NA

0.04

23.7

5.16

5.07

1.05 x 102

2.15 x 102

-5.43

13

3,4 IR
3,4'-Dichloro

2974-90-5

NA

NA

25.7

5.22

5.12

9.65 x 101

2.08 x 102

-5.41

14

3,5- SR
3,5-Dichloro

34883-41-5

0.105

NA

42.6

521

511

5.82 x 10!

3.53 x 102

-5.64

15

4,4'- R
4,4'-Dichloro

2050-68-2

0.0048

0.269

22.7

5.22

5.12

1.09 x 102

1.84 x 102

-5.35

16

2,2',3- =&
2,2',3-Trichloro

38444-78-9

NA

NA

255

5.27

5.17

9.72 x 10!

5.25 x 102

-5.35

17

2,2, 4- =R K
2,2'4-Trichloro

37680-66-3

NA

NA

37.8

5.35

5.25

6.56 x 101

6.51 x 102

-5.44




VR = S B E e, N = 7 = e
U vapor | JHIE B RERIER e m) sk | IEE ey oo
No. Chemical CAS No. Pressure Sglubility Cons)tlant H FH R Kew W ' Iel ¥
) g -1

(Pa) (mol m™3) (Pa m3 mol1) 10g Kow 10g Kew (unitless) (s cm™) log Kp
j/:‘ YA L Y

18 2,2,5- = SUK Rk 37680-65-2 0.143 1.550 32.4 5.35 5.25 765x101 | 559x102 | -5.38
2,2' 5-Trichloro
= e

19 2,2,6- = UK 38444-73-4 NA NA 44.7 5.16 5.07 555x 101 | 1.15x 103 -5.71
2,2',6-Trichloro

20 2,3 3-SR 38444-84-7 NA NA 22.0 5.46 5.36 1.13x102 | 2.97x 102 -5.10
2,3,3'-Trichloro
j/v: YA e Y

21 2,3,4-— UK 55702-46-0 NA NA 23.0 5.41 5.31 1.08x102 | 3.47 x 102 -5.17
2,3,4-Trichloro
\ = p e

22 2,3 45U 38444-85-8 NA NA 19.4 5.47 5.37 128x102 | 2.56x102 | -5.03
2,3,4'-Trichloro
AP

23 2,3,5-—3UKH 55720-44-0 NA NA 32.3 5.46 536 | 7.67x10' | 438x10% | -5.27
2,3,5-Trichloro
=l e

24 2,3,6- UK 58702-45-9 NA NA 315 5.27 517 | 7.87x10' | 6.48x102 | -5.44
2,3,6-Trichloro
e e

25 2.3,4- UK 55712-37-3 NA NA 32.0 5.54 5.44 7.75 x 101 3.62 x 102 -5.18

2,3',4-Trichloro




Table D.2. (Cont.).
e IR ZREREH | — T IES ) i
No. Chemical CAS No. %%/F?ri%?sor égﬁ%ﬁ%ﬂi Egﬁ?g‘;? $@%§§j\@a E/igjigjl((ij\w Wasﬁvf;]tﬂiatio, ﬂf%ﬁﬂﬁﬁ %*ﬁ%@ﬂﬁ
— (Pe) (mol m®) (Pam3mort) | '©9Kow | 109Kou (unitlgss) (s em®) log K
26 gggﬁ%ﬁéf 38444-81-4 NA 0.975 30.2 5.54 5.44 8.21 x 101 3.42 x 102 -5.16
=y
27 gé.‘g_ﬁi‘hﬁf’; 38444-76-7 NA NA 41.0 5.35 5.25 6.05x 101 | 7.06x102 | -5.48
e
28 i’j’;ﬂﬁfﬁéﬁ 7012-37-5 NA 0.621 29.0 5.55 5.45 855x101 | 321x102 | -5.13
29 ;jgﬁiﬁé:’; 15862-07-4 0.0132 0.544 30.0 5.49 5.39 8.26 x 101 3.80 x 102 -5.20
30 é‘j’éﬁﬁ?ﬁfg 35693-92-6 0.0384 0.777 58.0 5.35 5.25 4.27 x 10t 1.00 x 103 -5.63
e
31 zéd,fﬁsﬁikcﬂrﬁﬁﬁ 16606-02-3 NA NA 27.8 5.54 5.44 892x100 | 315x102 | 512
—
32 iji-’,ﬁiﬁi‘fﬁﬁfi 38444-77-8 NA NA 39.7 5.35 5.25 624x10! | 6.85x102 | -5.46
Y=y
33 é.’é’j’_;ﬁhﬁéf’; 38444-86-9 0.0136 0.311 24.3 5.49 5.39 1.02 x 10? 3.07x 10? -5.11
TrRETTTE
34 gggﬁiﬁiﬁg 37680-68-5 NA NA 42.7 5.54 5.44 581x101 | 4.83x 102 -5.31
=y
35 ig,”j_ﬁi‘hﬁéfg 37680-69-6 NA NA 18.2 5.68 5.57 1.36x102 | 1.55x 102 -4.80
ey
36 iiiﬁiﬁﬁjﬁ 38444-87-0 NA NA 34.1 5.73 5.62 7.27x101 | 2.60 x 102 -5.02
e
37 g"j’jf_;ﬁ‘hﬁlﬁfg 38444-90-5 NA 0.0582 15.4 5.68 557 | 161x102 | 131x102 | -472
3 gjgiikhﬁlaé?; 53555-66-1 NA NA 235 5.62 5.51 1.05x102 | 229x102 | -4.97
e
39 g:j",g-?riﬁ?; 38444-88-1 NA NA 30.3 5.73 5.62 8.18x 101 | 2.31x 102 -4.97
Y
40 22223333T§§f§§0 38444-93-8 0.00225 0.103 18.5 5.71 5.60 1.34 x 102 3.87 x 102 -4.77
41 ffgi_“{?ﬁiﬁjﬁo 52663-59-9 NA NA 24.8 5.74 5.63 1.00 x 102 4.88 x 102 -4.87
42 2‘.22’3?;?4"3_5?3?3?0 36559-22-5 NA NA 25.9 5.79 5.68 957x101 | 4.60x102 | -4.84




W = =t s PN b = AN
R vapor | I SRVEREI o) mopoioy || TVE L akgemso |ons e
No. Chemical CAS No. Pressure queous enry’s Law EX fic 2% Kew ' el b
Solubility constant, H log K log K Wy 1 log K
(Pa) (mol m™3) (Pa m3 mol 1) 09 Fow 09 Few (unitless) (scm™) 09 Fp
' = TPt i
43 2,23 5- UK 70362-46-8 NA NA 33.9 5.79 5.68 7.31 x 10 6.03x 102 -4.96
2,2' 3,5-Tetrachloro
| I T
44 2,235 PSR 41464-39-5 NA 0.342 233 5.79 5.68 1.06x102 | 416x102 | -4.79
2,2',3,5'-Tetrachloro
45 2,2',3,6- Pl A 70362-45-7 NA NA 36.0 5.60 5.49 689x 101 | 942x102 | -5.17
2,2'3,6-Tetrachloro
46 2,2',3,6" TUSURA 41464-47-5 NA NA 343 551 5.41 723x101 | 1.06x103 | -5.24
2,2',3,6'-Tetrachloro
47 2,244 TUURA 2437-79-8 0.0054 0.308 373 5.87 5.76 665x101 | 563x102 | -4.92
2,2'4,4'-Tetrachloro
' = Tt
48 2,2°4,5- U 70362-47-9 NA NA 30.7 5.81 5.70 807x10! | 523x102 | -4.89
2,2' 4,5-Tetrachloro
. T ] = TR -
49 2,2',4,5- PUSUHA 41464-40-8 NA 0.0548 358 5.89 578 6.92x10' | 5.18x 102 -4.88
2,2'.4,5'-Tetrachloro
50 |2,2'4.6-MU4UEK 2,2'4.6-Tetrachloro | 62796-65-8 NA NA 618 568 557 401x10' | 1.38x10° | -5.33




Table D.2. (Cont.).
N = o2 4 A N Y P33 N s
e vapor | JIE B RERIER g pm) sy | IIE - e omo e
No. Chemical CAS No. Pressure Sglubility cons)t/ant H R [ACRE Kew W ' el £
) 9 -1
(Pa) (mol m3) (Pa m3 mol 1) 109 Kow 109 Kew (unitless) (s cm™) log Kp
' ' = Y
51 2,2,4,6' - 65194-04-7 NA NA 51.7 5.68 5.57 478x10% | 1.15x10% | 525
2,2',4,6'-Tetrachloro
= T e
52 2,2,5,5- P 35693-99-3 0.0049 0.103 32.3 5.86 5.75 767x101 | 4.98x102 | -4.87
2,2'.5,5'-Tetrachloro
53 [2,2'5,6-PUGUNHK 2,256 -Tetrachloro| 41464-41-9 NA NA 43.6 5.67 5.56 569x10! | 0.87x102 | -5.18
54 [2,2'6,6"-VUGUPK 2,2.,6,6-Tetrachloro] 15968-05-5 NA NA 58.0 5.32 5.22 427x100 | 2.64x103 | -5.66
\ S L e
55 2,3,3'4- WU 74338-24-2 NA NA 185 5.92 581 | 1.34x102 | 252x102 | -4.56
2,3,3',4-Tetrachloro
e = pY
56 2,334 PLSURCK 41464-43-1 NA NA 15.3 5.92 5.81 162x102 | 209x102 | -4.48
2,3,3',4'-Tetrachloro
' = Y
57 23,35 TR 70424-67-8 NA NA 27.4 5.97 585 | 905x101 | 3.44x102 | -4.68
2,3,3',5-Tetrachloro
T A7 e e
58 2,3, 35" UK 41464-49-7 NA NA 25.3 5.97 585 | 980x10l | 3.18x10%2 | -4.65
2,3,3',5'-Tetrachloro
59 2,3,3'6- U 74472-33-6 NA NA 30.8 5.78 567 | 805x10l | 557x102 | -4.92
2,3,3',6-Tetrachloro
" A B
60 2,3,4,4"- UK 33025-41-1 NA NA 15.5 5.93 5.81 160x102 | 211x102 | -4.48
2,3,4,4'-Tetrachloro
= .
61 23,4, 5- YU 33284-53-6 NA 0.0685 24.1 5.87 576 | 1.03x102 | 3.64x102 | -473
2,3,4,5-Tetrachloro
62 2,3,4,6-Tetrachloro 54230-23-7 NA NA 375 5.73 5.62 6.61x101 | 7.53x102 | -5.06
63 2,3,3'4,6- L UK 74472-35-8 NA NA 24.6 5.98 586 | 1.01x102 | 3.02x102 | -4.63
2,3,4' 5-Tetrachloro
64 2,3.4"6- U 52663-58-8 NA NA 276 5.79 5.68 8.98x10! | 491x102 | -4.87
2,3,4',6-Tetrachloro
65 2,3,5,6,- T 33284-54-7 NA NA 34.1 5.71 5.60 727x100 | 7.13x102 | -5.04
2,3,5,6-Tetrachloro
' ' = Y
66 2,344 PSR 32598-10-0 NA 0.0147 205 6.01 5.89 121x102 | 237x102 | -4.52
2,3',4,4'-Tetrachloro
w S L e
67 2,3",4,5- PUUIRK 73575-53-8 NA NA 23.7 6.00 5.88 1.05x102 | 278x102 | -4.59
2,3',4,5-Tetrachloro
68 2,345 TR 73575-52-7 NA NA 38.2 6.06 5.94 6.49x 101 | 3.99x102 | -4.74
2,3',4,5'-Tetrachloro
69 2,3',4,6-V4 SR 60233-24-1 NA NA 51.3 5.87 5.76 4.83 x 101 7.75 x 102 -5.06




— —— — —— —
U vapor | JHIE B RERIER e m) sk | IEE ey oo
No. Chemical CAS No. Pressure Sglubility cons)t/ant H A fic 2% Kew W ’ el b
y g -1
(Pa) (mol m™3) (Pa m3 mol1) 10g Kow 10g Kew (unitless) (s cm™) log Kp
2,3'.4,6-Tetrachloro
[ L T )
70 2,3,4,5- P SURR T 325098-11-1 NA NA 205 6.00 5.88 121x102 | 2.42x102 -4.53
2,3',4' 5-Tetrachloro
T = . b
71 2,3 4',6- WA 41464-46-4 NA NA 318 5.81 5.70 7.80 x 101 5.41 x 102 4.91
2,3',4' 6-Tetrachloro
' = Pf
72 2,4'5,5- LA 41464-42-0 NA NA 36.7 6.05 5.93 6.75x101 | 3.91x102 473
2,4'5,5'-Tetrachloro
73 2,3.5',6-TUSUKA 74338-23-1 NA NA 52.7 5.86 5.75 470x10' | 812x102 | -5.08
2,3',5',6-Tetrachloro
[ S L e
74 2,4,4'5- PR 32690-93-0 NA NA 218 6.01 5.89 114x102 | 251x102 | -4.54
2,4,4' 5-Tetrachloro
' = Pf
75 2,4,4'6- I SUELA 32598-12-2 NA 0.32 471 5.87 5.76 526x101 | 712x102 | -5.02

2,4,4' 6-Tetrachloro
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Table D.2. (Cont.).
NS = 22 2 i N Y 3 N .
e vapor | JIE B RERIER g pm) sy | IIE - e omo e
No. Chemical CAS No. Pressure Sglubility cons)t/ant H A R A Kew W, ' fol s
(Pa) (mol m3) (Pa m3 mol1) 109 Kow 109 Kew (unitlgss) (scm™) log Kp
76 2,3,4,5- DU 70362-48-0 NA NA 242 5.94 5.82 1.02x102 | 325x102 | -4.66
2'.3,4,5-Tetrachloro
= f
77 3,3,4,4-JU UK 32598-13-3 | 5.88x 107 0.0342 10.4 6.14 6.02 238x102 | 9.23x10! -4.09
3,3',4,4'-Tetrachloro
' = o bie
78 3,3',4,5- MU A 70362-49-1 NA NA 16.5 6.14 6.02 1.50 x 102 1.47 x 102 -4.29
3,3'4,5-Tetrachloro
79 3,345 TUSURA 41464-48-6 NA NA 20.0 6.19 6.07 124x102 | 160x102 | -4.33
3,3',4,5'-Tetrachloro
' ' = Tt
80 3,3.5,5- VISR 33284-52-5 NA 0.0041 38.0 6.24 6.12 652x101 | 275x102 | -4.56
3,3',5,5'-Tetrachloro
' = T
81 3,4,4'5- ISR 70362-50-4 NA NA 145 6.14 6.02 171x102 | 1.29x 102 -4.24
3,4,4' 5-Tetrachloro
\ | =
82 2,233 4- TR 52663-62-4 NA NA 14.8 6.17 6.05 1.68x102 | 3.01x 102 -4.21
2,2'3,3"4-Pentachloro
| | =
83 2,2,3,3',5- TR 60145-20-2 NA NA 215 6.23 6.11 1.15x102 | 3.92x102 432
2,2',3,3',5-Pentachloro
s s S = T i
84 2,2',3,3',6- U A 52663-60-2 NA NA 255 6.03 5.91 90.72x10' | 6.77x 102 -4.59
2,2',3,3',6-Pentachloro
b 1 = AV e
85 2,234,411 FURATE 65510-45-4 NA NA 195 6.25 6.13 1.27x102 | 3.42x102 -4.26
2,2'3,4,4'-Pentachloro
y S = f
86 2,2',3,4,5- KR 55312-69-1 0.00927 0.0613 24.1 6.19 6.07 1.03x102 | 471x10% | -4.41
2,2',3,4,5-Pentachloro
’ ) > = L e
87 2,234, 5 IRAUK 38380-02-8 | 3.04x10% 0.0123 18.6 6.25 613 | 133x102 | 327x102 | -4.24
2,2'.3,4,5'-Pentachloro
88 2,2,3,4,6- AR 55215-17-3 NA 0.0368 39.0 6.06 5.94 6.36x 101 | 9.77 x 102 -4.75
2,2'.3,4,6-Pentachloro
' ' = T - \ '
89 2,2,3,4,6- HiINA 2,2'3,4,6" 73575-57-2 NA NA 30.2 6.06 5.94 821x101 | 757x102 | -4.64
Pentachloro
s s S = s b
90 2,234 5 SRR 68194-07-0 NA NA 20.8 6.30 617 | 832x101 | 485x102 | -4.39
2,2',3,4' 5-Pentachloro
91 2',2"3',4"6'5@%2': 58194-05-8 NA NA 35.1 6.11 5.99 7.06 x 10t 8.00 x 102 -4.65
2,2',3,4' 6-Pentachloro
92 2,2,3,5,5- AU A 52663-61-3 NA NA 26.3 6.30 6.17 043x101 | 4.28x 102 -4.34
2,2'.3,5,5'-Pentachloro
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KT

FAE AL

RS

HAUE Vapor | KM | Sk | ehmm OB
No. Chemical CAS No. Pressure ég;ﬁ?ﬁi Egg;}{:nlt_a:'v A fic 2% Kew WaSh(\)/l\;t Ratio, Iel b
y g -1
(Pa) (mol m™3) (Pa m3 mol 1) log Kow l0g Kew (unitless) (scm™) log Kp
s S = o bie
93 2,2',3,5,6- AR 73575-56-1 NA NA 345 6.03 5.91 719x101 | 915x102 | -4.72
2,2'3,5,6-Pentachloro
94 2,2',3,5,6"- AU A 73575-55-0 NA NA 39.7 6.11 5.99 6.24 x 101 9.05 x 102 4.70
2,2',3,5,6'-Pentachloro
95 2,2,3,5',6-IRUHA 38379-09-6 NA NA 30.4 6.11 5.99 815x10! | 6.93x102 | -4.59
2,2'.3,5',6-Pentachloro
) s R e
96 2’,2 ’3'6’,6 IR 73575-54-9 NA NA 41.6 5.75 5.64 5.96 x 101 1.84 x 103 -5.08
2,2',3,6,6'-Pentachloro
Y S = T e
97 2,2,3'4,5- U 41464-51-1 NA NA 18.2 6.25 6.13 136x102 | 320x102 | -4.23
2,2',3',4,5-Pentachloro
1 v J= R e 1 1
98 2,2'3,4,6- T K 2,2,3'4,6- 60233-25-2 NA NA 39.7 6.11 5.99 624x101 | 9.05x102 | -4.70
Pentachloro
f s T o
99 2,2,4,4' 5 L UPA 38380-01-7 NA NA 253 6.33 6.20 980x10' | 388x102 | -4.29
2,2'.4,4' 5-Pentachloro
s s S = T e
100 2,2,4,4' 6-ILRUPA 39485-83-1 NA NA 57.0 6.20 6.08 435x10' | 1.09x103 | -4.77

2,2',4,4' 6-Pentachloro
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Table D.2.

(Cont.).

No.

Chemical

CAS No.

#/SE Vapor
Pressure
(Pa)

KB
Aqueous
Solubility
(mol m3)

FHEAE R
Henry's Law
constant, H

(Pa m3 mol 1)

- 7K 3 BC
log Kow

fA51K 5
it 2220 Kew
log K¢y

MRS
Washout Ratio,
Wy
(unitless)

R )
fel
(sem™

URLBC
#
log K,

101

2,2,4,55-TL 5K
2,2'4,5,5'-Pentachloro

37680-73-2

0.00109

0.0306

24.9

6.33

6.20

9.96 x 101

3.82 x 102

-4.28

102

2,2',4,5,6- HABR
2,2'.4,5,6'-Pentachloro

68194-06-9

NA

NA

37.6

6.40

6.27

6.59 x 10!

5.06 x 102

-4.39

103

2,2',4,5',6-FL & IBEK
2,2',4,5' 6-Pentachloro

60145-21-3

NA

NA

51.0

6.19

6.07

4.86 x 101

9.99 x 102

-4.73

104

2,2',4,6,6- AR
2,2'.4,6,6'-Pentachloro

56558-16-8

NA

0.0306

75.1

5.83

5.72

3.30x 10!

2.86 x 103

-5.26

105

2,3,3,4,4- L& K 2,3,3,4,4-

Pentachloro

32598-14-4

NA

NA

10.1

6.39

6.26

2.45 x 102

1.38 x 102

-3.83

106

2,3,3'4,5- LGB
2,3,3",4,5-Pentachloro

70424-69-0

NA

NA

16.7

6.38

6.25

1.48 x 102

2.34 x 102

-4.06

107

2,3,3'4'5- LA PR
2,3,3',4',5-Pentachloro

70424-68-9

NA

NA

16.1

6.44

6.31

1.54 x 102

2.00 x 102

-3.98

108

2,3,3'4,5- HEAR
2,3,3",4,5'-Pentachloro

70362-41-3

NA

NA

17.8

6.44

6.31

1.39 x 102

2.22 x 102

-4.03

109

2,3,3',4,6- L5 B TF
2,3,3",4,6-Pentachloro

74472-35-8

NA

NA

28.6

6.25

6.13

8.67 x 101

5.01 x 107

-4.42

110

2,3,3"4',6- A ABA
2,3,3',4',6-Pentachloro

38380-03-9

NA

0.01

19.9

6.25

6.13

1.25 x 102

3.48 x 102

-4.26

111

2,3,3',5,5- AU K
2,3,3',5,5'-Pentachloro

39635-32-0

NA

NA

27.0

6.49

6.36

9.18 x 10!

3.06 x 102

-4.16

112

2,3,3'5,6- LS K
2,3,3',5,6-Pentachloro

74472-36-9

NA

NA

27.0

6.22

6.10

9.18 x 10!

5.00 x 102

-4.43

113

2,3,3'5",6- LB
2,3,3',5',6-Pentachloro

68194-10-5

NA

NA

33.0

6.30

6.17

7.51 x 101

5.37 x 102

-4.43

114

2,3,4,4' 5- AR
2,3,4,4' 5-Pentachloro

74472-37-0

NA

NA

145

6.39

6.26

1.71 x 102

1.98 x 102

-3.99

115

2,3,4,4',6- FLEHR
2,3,4,4' 6-Pentachloro

74472-38-1

NA

NA

24.9

6.25

6.13

9.96 x 10!

4.37 x 102

-4.36

116

2,3,4,5,6- TL5UBEIE
2,3,4,5,6-Pentachloro

18259-05-7

NA

0.0145

30.0

6.11

5.99

8.26 x 101

6.84 x 102

-4.58

117

2,3,4',5,6- L &K
2,3,4',5,6-Pentachloro

68194-11-6

NA

NA

24.4

6.23

6.11

1.02 x 102

4.42 x 102

-4.37
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KT

FAE AL

RS

JAUE Vapor | K| SIS | ehmR |RAE
No. Chemical CAS No. Pressure Aqueous Henry's Law AM (M Kow] WVaShout Ratio, e %
(Pa) Solubility constant, H log K log K Wy 1 log K
(mol m™3) (Pa m3 mol1) 9 Bow 9 Bow (unitless) (s cm™) 9%
' ' = R
118 2,344 5~ TR 31508-00-6 NA NA 12.7 6.46 6.33 195x102 | 152x102 | -3.86
2,3'4,4' 5-Pentachloro
119 2,3,4,4' 6- 1L URR 56558-17-9 NA NA 315 6.33 6.20 7.87x101 | 483x102 | -4.38
2,3',4,4' 6-Pentachloro
| I = L
120 2,3,4,5,5- T UkA 68194-12-7 NA NA 24.9 6.51 638 | 996x101 | 2.71x102 | -410
2,3',4,5,5'-Pentachloro
) ) = TR
121 2,3,4,56- Tk A 56558-18-0 NA NA 56.6 6.38 625 | 438x101 | 7.90x102 | -459
2,3',4,5',6-Pentachloro
) ) = TR
122 23,345 TR 76842-07-4 NA NA 12.7 6.38 625 | 1.95x102 | 177x102 | -3.94
2',3,3',4,5-Pentachloro
' ' = f
123 2,344 5 TLUICK 65510-44-3 NA NA 17.6 6.46 6.33 141x102 | 210x102 | -4.00
2'.3,4,4' 5-Pentachloro
' ' = Tt
124 234,55 LURAR 70424-70-3 NA NA 17.3 6.46 6.33 143x102 | 2.08x102 | -3.99
2'.3,4,5,5'-Pentachloro
' ' = Tt
125 2,3,4,5,6- FLAUK 74472-39-2 NA NA 29.2 6.27 615 | 849x10l | 4.93x102 | -441

2',3,4,5,6'-Pentachloro
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Table D.2. (Cont.).
"y K| SHERAE | o e -
No. Chemical CAS No. ﬁgis\ﬁsor égllt%%ﬂs E§é§§;? $@§?§<’f\m E/igjigjl((?w Was(:;ijtﬂiatio. qu?%EBEjj E\*ﬁggﬂﬁ
126 3,3,4,4 51 AU 2 (mol m'% (Pam3mory) | '°9Kow | 190 Kow (un\i/t\llgss) (s em™) 'og Kp
s Baachioro 57465-28-8 NA NA 8.29 6.60 6.47 299x102 | 7.62x101 | -3.53
T
127 %ﬁiééﬁpiigﬁﬁo 39635-33-1 NA NA 158 6.65 6.52 157x102 | 132x102 | -3.76
e
128 2222333‘134H é;iﬁffo 38380-07-3 1.98 x 10 0.00166 10.5 6.63 6.50 2.36 x 102 2.10 x 102 -3.61
L

129 22"2?’\;;”3'?', :’"55_;; ;iﬁjﬁo 55215-18-4 NA 0.00166 14.2 6.63 6.50 175x102 | 2.83x102 | -3.74
R e

130 | 223345 g;ig’éﬁgz 3345% | 57663-66-8 NA NA 15.4 6.69 6.55 161x102 | 281x102 | -371
A e o oA

131 | 22838 *4*6£§fﬁﬁg'2 3,3.4.6- | §51708.70-7 NA NA 245 6.49 6.36 101x102 | 627x102 | -4.12

132 | 223346 @ig’éi)‘rjz 3,3.4,6- 38380-05-1 NA NA 20.5 6.49 6.36 1.21 x 102 5.23 x 102 -4.04

133 | 223355 Iﬁigﬁi‘rs'z'&gag' 35694-04-3 NA NA 20.6 6.74 6.60 120x102 | 3.44x102 | -3.79
aT A e o oan

134 | 2233 *5*6;'3‘5;‘5’&'255'2 3,3.5,6- 52704-70-8 NA 0.00111 23.3 6.47 6.34 1.06 x 102 6.17 x 102 -4.11
St et Ty

135 | 2213356 é;if’ﬁﬁfz 3356 | 53744135 NA NA 27.2 6.55 6.42 9.11x101 | 624x102 | -4.10
A AR E

136 | 223366 F{;ig’éi’;gz 3366 | 38411222 NA 0.00222 32.6 6.19 607 | 760x101 | 1.39x103 | -4.54
\ Sy . !

137 | 2344 5@@%3 5'2 3445 | 35694.06.5 NA NA 18.8 6.71 6.57 132x102 | 331x102 | -3.78

138 | 223445 L@ii’éﬁg’z'*?"“"""r"‘ 35065-28-2 NA NA 132 6.71 6.57 188x102 | 232x10%2 | -3.63
A e oA

139 | 22344 64@3&3 5'2 3446 1 56030-56-9 NA NA 333 6.58 6.45 7.44x 101 | 726x102 | -4.16
et TR

140 | 223446 Ff;igﬁf(’)‘rsz 344.6- | 59791-64-4 NA NA 31.2 6.58 6.45 795x101 | 6.80x102 | -4.13

141 | 22 ’3'4’5’5@igﬁﬁj'z"3’4’5’5" 52712-04-6 NA NA 17.6 6.71 6.57 141x102 | 310x102 | -3.75

142 | 22 ’3'455@@2’&3323’4’5’6' 41411-61-4 NA NA 319 6.44 6.31 7.77x100 | 888x102 | -4.28

D-25




KN

FAE AL

RS

No. Chemical CAS No. ?ﬁiis\lﬁaﬁsor Aququs Henry's Law $@$%7J.;&%Ea Effg;?:(ﬁ Washout Ratio, AR %ﬂq‘ﬁ?\mﬁ
P | Sy | eonmantn | oaKow | 09K | ot comy | togk
143 | 223456 NAHK 223456 o) (unitiess) P
Hexachloro 68194-15-0 NA NA 29.8 6.52 6.39 8.32x10! | 7.20x10%2 | -4.17

144 | B e 4% | a10a-149 NA NA 30.0 6.57 644 | 826x101 | 6.65x102 | -4.12

145 | 225488 H/e\ifﬁlﬁg 234007 | qa472-005 NA NA 476 6.22 610 | 521x10' | 192x103 | -4.67

146 | 222455 rf‘e\ifﬁlﬁgz 2425 | 51908168 NA NA 19.0 6.76 6.62 | 131x102 | 305x102 | -3.73
"R A EB SN D0 34

il R~ e T NA NA 32.0 6.55 642 | 7.75x101 | 7.33x102 | -417
VI T e VIS

18 | 222458 F{;jahiﬁllgrg 23S0 quar2-007 NA NA 435 6.63 650 | 570x101 | 8.69x102 | -422
A AL R EE o oA A e

19 | 22345 6H/e\>§?r§|2§r§ 2390 | ag380-000 NA NA 24.0 6.57 644 | 103x102 | 533x102 | -403
VI T VIS

el Al NA NA 51.3 6.27 615 | 483x101 | 1.90x103 | -4.66
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Table D.2.

(Cont.).

No.

Chemical

CAS No.

#/SE Vapor
Pressure
(Pa)

KB
Aqueous
Solubility
(mol m3)

FHEAE R
Henry's Law
constant, H

(Pa m3 mol 1)

- 7K 3 BC
log Kow

fA51K 5
it 2220 Kew
log K¢y

MRS
Washout Ratio,
Wy
(unitless)

R )
fel
(sem™

URLBC
#
log K,

151

2,2',3,5,5'6-/NE K 2,2',3,5,5',6-
Hexachloro

52663-63-5

NA

NA

28.7

6.55

6.42

8.64 x 101

6.58 x 102

-4.12

152

2,2',3,5,6,6'-7S AR 2,2,3,5,6,6'-
Hexachloro

68194-09-2

NA

NA

43.3

6.19

6.07

5.73 x 10!

1.84 x 103

-4.66

153

2,2',4,4'55'- NABK 2,2',4,4',5,5'
Hexachloro

35065-27-1

1.19 x 104

0.00277

16.7

6.79

6.65

1.48 x 102

2.56 x 102

-3.65

154

2,2',4,4'5,6'-7NABK 2,2',4,4',5,6'
Hexachloro

60145-22-4

NA

NA

38.7

6.65

6.52

6.41 x 101

7.43 x 102

-4.15

155

2,2',4,4',6,6'- 7N HIK 2,2',4,4',6,6
Hexachloro

33979-03-2

4.8x104

0.0055

85.2

6.35

6.22

2.91 x 101

2.79 x 103

-4.80

156

2,3,34,4' 5-7NABR 2,3,3,4,4',5-
Hexachloro

38380-08-4

NA

NA

8.97

6.84

6.70

2.76 x 102

1.26 x 102

-3.33

157

2,3,3.4,4' 5N E K 2,3,3',4,4',5'
Hexachloro

69782-90-7

NA

NA

8.56

6.84

6.70

2.90 x 102

1.20 x 102

-3.31

158

2,3,3'4,4',6-/NABK 2,3,3,4,4',6-
Hexachloro

T4472-42-7

NA

NA

16.7

6.72

6.58

1.48 x 102

2.90 x 102

-3.72

159

2,3,34,5,5- /AR 2,3,3,4,5,5-
Hexachloro

39635-35-3

NA

NA

15.8

6.89

6.75

1.57 x 102

2.02 x 102

-3.52

160

2,3,3'4,5,6-/NE R 2,3,3',4,5,6-
Hexachloro

41411-62-5

NA

NA

21.7

6.63

6.50

1.14 x 102

4.34 x 102

-3.92

161

2,3,3',4,5',6-7N W BK 2,3,3',4,5',6-
Hexachloro

74472-43-8

NA

NA

28.9

6.76

6.62

8.58 x 101

4.66 x 102

-3.92

162

2,3,3',4'5,5'- N @B K 2,3,3,4',5,5'
Hexachloro

39635-34-2

NA

NA

13.3

6.89

6.75

1.86 x 102

1.71 x 102

-3.45

163

2,3,3'4',5,6-/S AR 2,3,3,4',5,6-
Hexachloro

74472-44-9

NA

NA

16.8

6.68

6.54

1.48 x 102

3.11 x 102

-3.76

164

2,3,3,4',5',6-- 7SR 2,3,3,4',5',6-
Hexachloro

74472-45-0

NA

NA

17.9

6.70

6.56

1.38 x 102

3.22 x 102

-3.77

165

2,3,3',5,5',6-7N K 2,3,3',5,5',6-
Hexachloro

74472-46-1

NA

NA

27.9

6.73

6.59

8.89 x 10!

4.75 x 102

-3.93

166

2,3,4,4'5,6- N5 LK 2,3,4,4',5,6-
Hexachloro

41411-63-6

NA

NA

18.7

6.63

6.50

1.33 x 102

3.72 x 102

-3.86

167

2,3,4,4'5,5'- N B K 2,3,4,4',5,5'
Hexachloro

52663-72-6

NA

NA

111

6.92

6.78

2.23x10?

1.35 x 102

-3.34

D-27




NS e P Pz, M N, %2
U vapor | JHIE B RERIER e m) sk | IEE ey oo
No. Chemical CAS No. Pressure Sglubility cons)t/ant H 2 LR Kew| W ’ el b
, g -1
(Pa) (mol m™3) (Pa m3 mol 1) log Kow log Kew (unitless) (scm™) log Kp
1 1 1 B I A 1 1 1
168 | #3445 Gge\jiﬁﬁ’;f 4.4.556- | 59791.65-5 NA NA 28.0 6.79 6.65 8.85x101 | 4.28x102 | -3.87
' ' L R e 1 [ '
169 | 334455 F{giiﬁé‘r? 4455 1 35774166 NA NA 6.60 7.06 6.91 376x102 | 6.36x10t | -2.97
2,2,3,3,4,4,5- L5 20. 2 ? i
170 2,2'3,3',4,4' 5-Heptachloro 35065-30-6 NA NA 8.85 7.09 6.94 2.80 x 10 1.76 X 10 3.07
2233 4.4 6 LAtk 5 2 2
171 23 A onachlor 52663-71-5 | 2.73x 10 0.00506 175 6.96 6.82 1.42 x 10 4.24 % 10 350
2.2'3,3,4,5,5 LAl o 2 2 |
12 2,2'3,3'4,5,5-Heptachloro 52663-74-8 NA NA 12.1 7.14 6.99 2.05x 10 221x10 3.16
2,2'3,3",4,5,6-- L AL 2 2
173 2.2' 3,3 4,5,6-Heptachloro 68194-16-1 NA NA 18.5 6.88 6.74 1.34x 10 511 x 10 3.60
2,2',3,3'4,5,6'- LS EER 2 2
174 2,2'.3.3'4,5.6-Heptachloro 38411-25-5 NA NA 17.1 6.95 681 | 145x102 | 4.21x10 3.50
) ) B St R
175 223,345 6 LAULA 40186-70-7 NA NA 226 7.01 6.87 110x102 | 5.02x102 | -3.56

2,2',3,3',4,5',6-Heptachloro

D-28




Table D.2. (Cont.).
No. Chemical #Uk vapor it FRERRE | e okopme| @ RLIES
CAS No. Pressure Aqueous Henry's Law @;-7!(/]3 Be | S&AGIK S TR . MRS R
(Pa) Solubility constant, H R [FRK Kow VASNOU RANO, r k ii’& "
176 2233456 LADE o) | Gamdmarh | ®9Kow | 09Kow | e comy | gk
2,2'3,3',4,6,6'-Heptachloro 52663-65-7 NA NA 30.1 e B
177 2,233 4.5 6- LA ' 665 652 | 824x10' | 120x10° | -4.04
2,2'3,3',4'5,6-Heptachloro 52663-70-4 NA NA 16.5 .
— 22300 Heped : 6.93 6.79 150x102 | 4.22x102 -3.50
2,2'3,3',5,5',6-Heptachloro 52663-67-9 NA NA 216 .
— P RE IR T : 6.98 6.84 1.15 x 102 5.06 x 102 -3.57
2,2'3,3',5,6,6'-Heptachloro 52663-64-6 NA NA 27.9 .
— A RV SE T : 6.63 6.50 8.89 x 10! 1.15x 103 -4.03
2,2'3,4,4',5,5'-Heptachloro 35065-29-3 NA NA 10.9 .
181 [2:2+3:34,5'6-LakA 2,2,3,4,4'5,6- ' o o 227X 10° 1,90 x 10° 308
Heptachloro 74472-47-2 NA NA 23.3 .
182 2,23,3,4,5',6--L AU ' 6.96 6.82 1.06 x 102 5.68 x 102 -3.62
2.2'3,4,4'5,6'Heptachloro 60145-23-5 NA NA 26.0 .
183 2,2',3,3,4,5',6--LEUKE ' 708 6.89 9.53 x 101 5.61 x 102 -3.60
2,2'3,4,4',5',6-Heptachloro 52663-69-1 NA NA 20.4 .
— L b el : 7.03 6.89 1.22x102 | 4.38x 102 -3.49
2,2'3,4,4',6,6'-Heptachloro 74472-48-3 NA NA 46.4 .
185 [22:3.3,45,6- LUK 2,2,3,4,55'6- ' 03 659 | 534x10' | 164x10° | -415
Heptachloro 52712-05-7 NA 0.00114 21.7 .
186 2,233 ,4,5 6 LUK ' 6.95 6.81 114x102 | 535x102 | -3.60
2.2'3,4,5,6,6'-Heptachloro 74472-49-4 NA NA 373 .
187 2,2'3,3,4,5 6L AUDK : 6.60 6.47 6.65x101 | 1.61x103 4.19
2,2'3,4'5,5',6-Heptachloro 52663-68-0 NA NA 205 .
— RV R : 7.01 6.87 1.21 x 10? 4.57 x 102 -3.52
2,2' 3,4'5,6,6'Heptachloro 74487-85-7 NA NA 44.9 .
189 2,3,3,4,4'5,5- LUK ' 6 6.57 552x 10" | 1.65x10° -4.16
23.3',4,4'5,5Heptachloro 39635-31-9 NA NA 6.74 .
190 |2:3:34:4'5,6- LKA 2,3.3'4,4'5,6- ' 730 715 3.68x 10? 9.47 x 10t -2.74
Heptachloro 41411-64-7 NA NA 11.4 .
191 2,3,3,4,4'5",6-- LR ' /.09 6.94 2.17 x 10? 2.27 x 102 318
233',4,4'5' 6-Heptachloro 74472-50-7 NA NA 135 .
19p |2:334,55,6-LAK 2,3,3,4,5,5'6- ' fll 702 184x102 | 234x10% | -3.18
74472-51-8 NA NA .
19.4 7.14 6.99 1.28 x 102
. 3.54 x 102 -3.36

Heptachloro
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VR = S B E e, N = 7 = e
U vapor | JHIE B RERIER e m) sk | IEE ey oo
No. Chemical CAS No. Pressure gueou enry’s Law FE [RRM Kew| ' 2SNOUERANO, el kil
(Pa) Solubility constant, H log K log K Wy 1 loa K
(mol m™3) (Pa m3 mol1) 9 Bow 9 Bow (unitless) (s cm™) 9%
T \ = TPL

103 , 23’2’,34’,45'55',56’$$§§ﬁ‘m 69782-91-8 NA NA 13.6 7.14 6.99 182x102 | 249x102 | -3.21

194 ST A S 'O/C\t”?cﬁj:o 35694-08-7 NA 4.7 x 10 6.79 7.55 739 | 365x102 | 1.32x102 | -251
' ' 1 = N e

195 JEas fffgfo/c\tiﬁ;fo 52663-78-2 NA NA 12.0 7.34 719 | 207x102 | 320x102 | -2.95
2,233 4,456\ G

196 ST ad Sy gétiﬁﬁo 42740-50-1 NA NA 132 7.41 725 | 188x102 | 3.20x102 | -2.93
1 [ ' ' /= e

197 54 é3é,3 S éGé‘?: O/c\t?cﬁkﬁj:o 33091-17-7 NA NA 25.7 711 696 | 965x101 | 9.78x102 | -3.52
V V V T Y

198 2 é3é?’ P ée-sojc\tiﬁflj:o 68194-17-2 NA NA 15.6 7.39 724 | 159x102 | 3.83x102 | -3.02
: ' TS

199 S SasS éﬁ’_&iﬁjo 52663-75-9 NA NA 23.0 7.03 689 | 1.08x102 | 976x102 | -3.55
' ' "\ =

200 2.2,3,3,4,5,6,6") VUK 52663-73-7 NA NA 24.4 7.09 6.94 1.02x102 | 9.52x 102 -3.51

2,2'3,3"',4,5,6,6'-Octachloro
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Table D.2. (Cont.).
N = o2 4 A N Y P33 N N
U Vapor Aﬂ“ﬁ e f”?ﬁ@fﬁ SEEK AR | SO Sy Wasﬂ’ﬁﬁaﬁo MRS (ORI R
No. Chemical CAS No. Pressure queous enry’s Law 28 | A Kew ’ el %

(Pa) Solubility constant, H loa K log K Wy 4 loa K

(mol m3) (Pa m3 mol%) 9 Kow 9 Kew (unitless) (s cm™) 9%

201 22854566 SR 40186-71-8 NA NA 132 7.39 724 | 188x102 | 324x10% | -2.95
RN Y AN

202 SIS0 00 O/C\tiﬁjfo 2136-99-4 | 2.66x 10 7x 104 22,6 7.06 691 | 110x102 | 920x102 | -351

203 S S é(?_o/c\tiﬁ::o 52663-76-0 NA NA 142 7.41 725 | 175x102 | 3.44x102 | -2.96
) ] I\ &R

204 54 é?’ffé-féeé%c\iﬁ??o 74472-52-9 NA NA 34.9 711 696 | 7.10x101 | 1.33x10%® | -3.65
1 1 ' /= e

205 22;’;’ S é?_o}c\tiﬁj:o 74472-53-0 NA NA 8.85 7.55 739 | 280x102 | 173x102 | -2.61

' ' 1 1 =

206 | 5733 ﬂ."’éi’?é%@ifﬁlﬁo 40186-72-9 | 1.96x107 | 2.37x10% 8.85 7.80 763 | 2.80x102 | 232x102 | -2.41

207 | 5233 4‘2'455666?1;1j(}n§f§|§0 52663-79-3 NA NA 17.1 7.49 733 | 145x102 | 6.95x102 | -2.96

208 222’,2;33:?;‘2Sé?gséf;jc}iffﬁo 52663-77-1 NA 3.8x 10 16.9 7.47 731 | 147x102 | 7.06x102 | -2.97

' 1 ' ' [ = & =i
209 | 22,38,44.55 66 JLAUKE 2051-24-3 5.02 x 108 2 x 10 11.4 7.88 7.71 217x102 | 485x102 | -241

2,2'3,3',4,4'5,5',6,6'-Decachloro

apunnivant et al. (1992).
bHansen et al. (1999).
CNA, not available

D-31




Table D.3. Additional physicochemical properties of polychlorinated byphenyls (PCBs) at 298.2 K — Aroclor mixtures.

A A

No. Chemical CAS No. ﬁfﬁiis\ﬁgor 7M§S‘roillﬁ)(iallij§/0us Henry's Law $@'7¥Eﬂ§ j;&ﬁ /}ZJ;\//]V} I%)Eg Wﬁliii\c/)\,/?/\slzom HJ@%Eﬁfﬂﬁ %*ﬁlﬁ\ﬁﬂﬁiﬂz
(Pa) (mol m-3) (;;n;gaméli) log Koy Kew (unitless) (scm?) 09 Kp

1 ﬂz%‘fﬁ:lfﬁlﬁii) 12674-112 |  0.06-0.2 0.856-0.216 70-930 4458 4357 2.66-35.4 |6.1x10%-9.4x103| (-6.4)-(-6.7)
2 ﬂz%%r?clé%lfgjjfﬁ:) 111-042-82 0.89-2.0 3.07-26.0 77-290 4.1-4.7 4.0-4.6 8.54 - 32 3.0x103-3.8x 103 -7.0
3 ﬂz%*fgclffﬁfﬁ) 111-411-65 0.54 6.56-2.0 82-270 4552 4.4-5.1 9.18-30.2 [2.4x103-3.7x 103| (-6.4)- (-6.6)
4 ﬂz%%r;g{cl(()?lfgjffﬁ:) 534-692-19 0.05-0.13 0.383-2.87 45-130 4.5-5.8 4.4-5.7 19.1-55.1 |9.4x102-5.3x103| (-5.5)-(-6.4)
5 ﬂz%fﬁ:lérgfﬁ%) 126-722-96 | 0.0085-0.11 | 0.347-1.74 24-63 5.8-6.3 5.7-6.2 39.3-103 [3.7x102-3.8 x 102| (-4.7) - (-4.8)
6 ﬂz%‘fﬁ:léﬁiﬁfﬁ) 110-976-91 | 0.008-002 | 0.306-0.92 22-26 6.1-6.8 6.0-6.7 95.3-113 [1.6x102-4.9x 102 (-3.8) - (-4.5)
7 WEHE IR (U 110-968-25 | 0.0002-0.012 | 0.00806 -0.215 25-56 6.3-7.5 6.2-7.3 44.3-99.1 [3.3x10%2-1.1x 103 (-3.5)-(-4.3)

Aroclor 1260
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Table D.4. Addditional physicochemical properties of dioxins at 298.2 K.

2 Pz Ao Al My N N N
#&4UT Vapor |KitE Aqueous ﬁfﬂfﬁf& B ok o S DK A BRI Washout|  HHRTTNLS | AUk
No. Chemical CAS No. Pressure Solubility cons)t/ant m’ R 3 Kew Ratio, W, fol ¥
(Pa) (mol m3) (Pa m? m(’)I‘l) log Koy log Kgy (unitless) (s cml) log Ky,
— Y T _4[@‘5‘—'44
1 Sig’sz fp_gi&frf 262-23-4 0.055 4.70 11.7 4.30 4.23 2.12 x 102 7.81x 10! -5.98
S ¥ _#ug‘ﬁ\ﬂ‘
2 A=W 39227-53-7 0.012 1.91 6.29 4.75 4.67 394x102 | 475x10! | -5.26
1-Chlorodibenzo-p-dioxin
B ol S _#ug‘ﬁ‘ﬂ‘
3 2 ATEH- IR 39227-54-8 0.017 1.35 12.6 5.00 4.91 197x102 | 493x10! | -5.32
2-Chlorodibenzo-p-dioxin
Bt =t oo . -QIE\E#
4 2,3~ A HGEX-TE SR 29446-15-9 3.9 x 10 0.059 6.62 5.60 5.49 374x102 | 214x101 | -4.44
2,3-Dichlorodibenzo-p-dioxin
_—/= — N % _—DE‘E‘—H—
5 27 AR IR R 33857-26-0 1.2x 10 0.0148 8.10 5.75 5.64 3.06x102 | 1.82x101 | -4.37
2,7-Dichlorodibenzo-p-dioxin
218':%%% 4 3
6 . : o 38964-22-6 1.4x10 0.0660 2.12 5.60 5.49 1.17x 10 6.84 -3.94
2,8-Dichlorodibenzo-p-dioxin
I 3
7 1,24 AT ST 39227-58-2 1.0 x 104 0.0293 3.42 6.35 6.22 7.25 x 102 6.73 -3.40
1,2,4-Trichlorodibenzo-p-dioxin
1,2,4- = It —
8 1,2,3,4-Tetrachlorodibenzo-p- 30756-58-8 6.40 x 106 1.7 x 1073 3.75 6.60 6.47 6.61 x 102 1.30 x 101 -3.19
dioxin
1,2,3,7-M04 K [1,4]
9 1,2,3,7-Tetrachlorodibenzo-p- 67028-18-6 1.00 x 106 1.3x103 0.767 6.90 6.76 3.23x 103 1.47 -2.21
dioxin
1,2,3,4-PY & R FF-xf- o
10 1,3,6,8-Tetrachlorodibenzo-p- 30746-58-8 7.00 x 10”7 9.93 x 10 0.704 7.10 6.95 3.52 x 103 9.13x10? -2.01
dioxin
2,3,7,8-VU5 K IF X} - IEDE
11 2,3,7,8-Tetrachlorodibenzo-p- 1746-01-6 2.00 x 107 6 x 10° 3.34 6.80 6.66 7.42 x 102 7.84 -2.94
dioxin
1,2,3,4,7- LA R FF-Rf- 3
12 1,2,3,4,7-Pentachlorodibenzo-p- 39227-61-7 8.80 x 108 3.31x10% 0.266 7.40 7.25 9.32 x 103 5.47 x 101 -1.21
dioxin
13 1'2’3'4'7’8'He$‘i§§ihr'1°r°d'benzo'p' 39227-26-8 5.10 x 109 1.13x 105 0.451 7.80 7.63 5.50 x 103 1.20 111
1,2,3,4,6,7,8- L& K I-xf- %
ﬁ -10 -6 4 -1
14 35822-46-9 7. 1 64x1 0.133 8.00 7.83 1. 1 97x1 -0.31
1,2,3,4,6,7,8-Heptachlorodibenzo- 50x 10 564x10 86x 10 5.97x10
p-dioxin
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F R E R AL

/3K Vapor |[PK¥1E Aqueous Henn's Law S WK A B S K S B [ R 2% Washout|  FHRIGEAS  |[SORL B
No. Chemical CAS No. Pressure Solubilit y EX ZH Kew Ratio, W [ ¥
y constant, H 9
(Pa) mol m-3 - log Kow log Kew unitless scm? log K
(Pa m® mol 1) ( ) P
15 | 12346789 NH_ATEX | gpeq 67 110x10%° | 1.61x107 0.684 8.20 8.02 3.62 x 10° 4.94 -0.81
g: Octachlorodibenzo-p-dioxin
Table D.5. Additional physicochemical properties of dibenzofurans at 298.2 K.
Y B | 2 Jke Ak N A7k AN e .
AR vapor | JKEHE FRIEREEC | gy | ORI | il TS | RS
No Chemical CAS No Pressure Aqueous Henry's Law [[RE% R AR Washout r A
' : (Pa) Solubility constant, H o6 K Kew log Ratio, W, o ol K
(mol m-3) (Pa m3 mol 1) 9 Bow Kew (unitless) (s cm™) 9%
R
1 . 132-64-9 0.30 28.2 10.6 4.31 4.24 2.34 x 102 4.03x 101 -5.93
Dibenzofuran
2 2’8.'_§L_.2F#u*uﬁ 5409-83-6 3.9x10% 0.0612 6.38 5.44 5.34 3.89 x 102 4.60 -4.58
2,8-Dichlorodibenzofuran
3 2’4’7’8_@§L_2’§.9{Fuﬂﬁ 51207-31-9 2.00 x 106 1.37x 103 1.46 6.1 5.98 1.70 x 103 9.67 -3.28
2,3,7,8-Tetrachlorodibenzofuran
2,4,7 8- — K Ik
4 23,4,7,8- 51207-31-4 3.50 x 1077 6.93x 10 0.505 6.5 6.37 4,91 x 108 3.99 -2.41
Pentachlorodibenzofuran
1,2,3,4,7,8-XE - FK Ik
5 1,2,3,4,7,8- 70658-26-9 3.20 x 108 2.20 x 10°° 1.45 7.0 6.86 1.71x 108 1.11 x 10! -2.41
Hexachlorodibenzofuran
1,2,3,6,7,8-XE K FF kMR
6 1,2,3,6,7,8- 57117-44-9 3.50 x 108 4.72 x 105 0.741 NA2 NA 3.35x 103 NA NA
Hexachlorodibenzofuran
1,2,3,4,6,7,8-t & K Ik
7 1,2,3,4,6,7,8- 67462-39-4 4.70 x 10°° 3.30x 106 1.43 7.4 7.25 1.73 x 103 1.27 x 10! -2.01
Heptachlorodibenzofuran
1,2,3,6,7,8,9- £t § " K Ik
8 1,2,3,4,7,8,9- 55673-89-7 6.20 x 10°° NA NA NA NA NA NA NA
Heptachlorodibenzofuran
9 / \‘%—7"'.‘9#']9%']3é 39001-02-0 5.0 x 1010 2.61x 106 0.191 8.0 7.83 1.30 x 104 1.42 -0.51
Octachlorodibenzofuran

aNA, not available
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Table D.6. Additional physicochemical properties of polycyclic organic matter (POM) at 298.2 K.

AR A

73k Vapor |[7KiE 1 Aqueous , SEPE-7K 3 BE| ST K S BE | b Bl %8 Washout|  HHRTHIBE ) | UKLA AT
. o Henry's Law " " ) -
No. Chemical CAS No. Pressure Solubility constant. H R ZH Kew Ratio, W, lel *
(Pa) (mol m3) (Pa m? m(’)I‘l) log Koy log Kgy (unitless) (s cm) log K,
1 & ALE Indan 496-11-7 197 846 233 3.33 3.29 1.06 x 101 1.62 x 103 -8.25
2 = 91-20-3 10.4 242 43.0 3.37 3.32 5.78 x 101 3.71x 102 -7.48
Naphthalene
1-FHEZE 1o, 1 2 .
3 1-Methylnaphthalene 90-12-0 8.84 197 44.9 3.87 3.81 552 x 10 4.00 x 10 7.00
4 2- W 91-57-6 9 176 51.2 3.86 3.80 4.84 x 101 4.71 x 102 -7.07
2-Methylnaphthalene
1,2- " HI3EZE a
5 1,2-Dimethylnaphthalene 573-98-8 0.87 NA! NA 4.31 4.24 NA NA NA
1,3-HIEEE 1.
6 1,3-Dimethylnaphthalene 575-41-7 NA 51.2 NA 4.42 4.35 NA NA NA
7 L.4- LS 571-58-4 2.27 73.0 311 4.37 4.30 7.97 x 10 283x102 | -6.34
1,4-Dimethylnaphthalene
1,5- " HIEZE o
8 1,5-Dimethylnaphthalene 571-61-9 NA 19.8 NA 4.38 4.31 NA NA NA
2,3- " HIHZE 1 2
9 2,3-Dimethylnaphthalene 581-40-8 1 16.0 62.5 4.40 4.33 3.97 x 10 5.23x10 6.61
2,6- FHIEZE A0 1 3 X
10 2,6-Dimethylnaphthalene 581-40-2 1.4 10.9 129 4.31 4.24 1.92x 10 1.40x 10 7.02
1-Z. 53 1 2
11 1127-76-0 251 64.7 38.8 4.40 4.33 6.39 x 10 3.25x 10 -6.40
1-Ethylnaphthalene
2-ZH:Z#E 1
12 2-Ethylnaphthalene 939-27-5 4 51.2 78.1 NA NA 3.17x 10 NA NA
EXGE S A1- 1 2 _
13 1,4,5-Trimethylnaphthalene 2131-41-1 0.681 11.9 57.1 5.00 4.91 4.34x 10 3.90x 10 5.97
14 ﬁz}: 92-52-4 1.3 45.4 28.6 3.90 3.84 8.67 x 10 6.23 x 102 -6.77
Biphenyl
15 4-@%%]%21: 644-08-6 NA 24.1 NA 4.63 4.55 NA NA NA
4-Methylbiphenyl
4,4'-FRFERR 23
16 4,4"-Dimethylbiphenyl 613-33-2 NA 0.960 NA 5.09 5.00 NA NA NA
17 . ARk 101-81-5 0.0885 95.1 0.931 4.14 4.07 2.66 x 103 3.76 x 101 -5.05
Diphenylmethane
18 1,2-2F 5 103-29-7 0.406 24.0 16.9 4.70 4.62 1.47 x 102 5.19 x 102 -5.74
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= P by A2, e . -
S/F Vapor |kt Aqueous f” E,ﬁ@f B e mr A B UK SIS a2 Washout| PRI | OB
No. Chemical CAS No. Pressure Solubility ang:m amv EX ZH Kew Ratio, Wy Il Hr
(Pa) (mol m3) (Pam? m(’)I‘l) log Kgw log Key (unitless) (s cm) log K,
Bibenzyl
19 Jeit-1,2 f”‘zﬁ% 103-30-0 0.065 1.61 40.4 4.81 4.73 6.14 x 101 6.54 x 102 -6.01
trans-Stilbene
20 & 83-32-9 0.3 24.6 12.2 3.92 3.86 2.03 x 102 1.17 x 102 -6.38
Acenaphthene
21 J&Jfi Acenaphthylene 208-96-8 0.9 107 8.40 4.00 3.94 2.95 x 102 3.59 x 101 -6.14
22 Fluoﬁrene 86-73-7 0.09 11.4 7.87 4.18 411 3.15 x 102 9.56 x 101 -5.93
23 1-F 2% 1730-37-6 NA 6.05 NA 4.97 4.88 NA NA NA
1-Methylfluorene
24 3 85-01-8 0.02 6.17 3.24 4.57 4.49 7.65 x 102 2.33x 101 -5.16
Phenanthrene
25 1-HURLSE 832-69-6 NA 1.40 NA 5.14 5.05 NA NA NA
1-Methylphenanthrene
B
26 . 120-12-7 1x103 0.253 3.96 4.54 4.46 6.26 x 102 3.10x 101 -5.27
Anthracene
27 O- LR 779-02-2 -3 3 1
-02- 2.4x10 1.36 1.77 5.07 4.98 1.40 x 10 1.33x 10 -4.39
9-Methylanthracene
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Table D.6. (Cont.).
— ‘ , -
H“UE Vapor kit Aqueous| T FVEMRREC m il p sk washout]  WHRTI | SO
No. Chemical CAS No. Pressure Solubility cons)t/ant m’ R 3 Kew Ratio, Wy Tol ¥
(Pa) (mol m3) (Pa m? m(’)I‘l) log Koy log Kgy (unitless) (s cm) log K,
- B
28 2- LR 613-12-7 NA 0.156 NA 5.15 5.06 NA NA NA
2-Methylanthracene
29 grlo'Jﬁg@‘ 781-43-1 1.53x 104 0.271 5.65x 101 5.25 5.15 4.39x 103 9.08 -3.72
9,10-Dimethylanthracene
30 nygne 129-00-0 6 x 104 0.652 0.92 5.18 5.09 2.69 x 103 3.88 -4.00
31 Fluoiﬁ"hene 206-44-0 1.23x 103 1.19 1.04 5.22 5.12 2.38 x 108 5.01 -4.01
32 1,2-%3¢ %) 238-84-6 NA 0.208 NA 5.40 5.30 NA NA NA
Benzol[a]fluorene
33 PR B 243-17-4 NA 9.25 x 103 NA 5.75 5.64 NA NA NA
Benzolb]fluorene
34 Chriene 218-01-9 5.70 x 107 8.76 x 103 0.065 5.86 5.75 3.81 x 10% 4.43 x 101 -2.21
35 'I?r’itg-ezr?)iiﬁe 217-59-4 2.30 x 106 0.188 0.012 5.49 5.39 2.07 x 105 1.79x101 | -1.81
Xﬂ‘zﬁ%ﬁ% _6 _2 4 _1
36 o Terphenyl 92-94-4 4.86 x 10 0.0782 6.21x 10 6.03 5.91 3.99 x 10 8.61 x 10 -2.01
37 Na ;::E;’;ene 92-24-0 9.30x 10 2.63x 103 4x 1073 5.76 5.65 6.20 x 10° 3.39x 102 -1.01
38 Benz?;fj r[]‘;"k]icene 56-55-3 2.80 x 10 0.0482 0.581 5.91 5.80 4.27 x 103 355 -3.07
39 | %I [b]%# Benzo[b]fluoranthene | 205-99-2 4.40 x 10°° 5.95 x 103 7.39 5.80 5.69 3.35 x 102 1.33x 102 -4.28
o FE i1 B
40 AIE[]RE 205-82-2 NA 9.9x103 NA 6.42 6.29 NA NA NA
Benzo[j]Jfluoranthene
e 7,:%4
41 AR 207-08-9 5.20 x 108 3.17 x 103 0.016 6.00 5.88 155x105 | 1.95x101 | -1.41
Benzo[K]fluoranthene
42 Bo iﬂ%ﬁene 50-32-8 7.00 x 107 0.0151 0.046 6.04 5.92 5.39 x 10 4.41x101 | -1.81
43 Borm, Zfe[]ep];’rﬁene 192-97-2 7.40 x 1077 0.0159 0.020 6.44 6.31 124x105 | 855x102 | -1.11
44 Per;fene 198-55-0 1.40 x 108 1.59 x 103 0.003 6.25 6.13 8.26 x 105 1.86 x 102 -0.41
e e B
45 7.12-— FRERF{al 57-97-6 3.84 x 107 0.195 1.97 x 103 6.00 5.88 1.26 x 108 6.96 x 102 -0.51
7,12-Dimethylbenz[a]anthracene

D-37




2 PSRN e . N
H“U Vapor kit Aqueous| T IVETREC srm il i sk washout] I | REH
No. Chemical CAS No. Pressure Solubility consiant H ¥ | AMKew | Ratio, Wy Il £
(Pa) (mol m3) (Pa m? mol}) log Kgw log Key (unitless) (s cm) log K,
46 9,10-— LA G [a] & 56-56-4 3.73 x 1077 0.170 2.19 x 103 6.00 5.88 1.13 x 106 776x102 | -0.51
9,10-Dimethylbenz[a]anthracene
47 3- IR 56-49-5 -6 -3 4
-49- 1.03 x 10 7.08x 10 0.145 6.42 6.29 1.71 x 10 2.73 -1.91
3-Methylcholanthrene
48 #IFIghiTdE 191-24-2 225x10%0 | 9.68x10% 0.075 6.50 6.37 3.31 x 10 562x101 | -1.61
Benzo[ghi]perylene
49 R 135-48-8 1.0x 1013 NA NA 7.19 7.04 NA NA NA
Pentacene
50 1,2:34- 215-58-7 1.30 x 10 575 x 10-3 2.26 x 10 7.16 7.01 1.10 x 107 133x10% | 1.59
Dibenz[a,c]anthracene
T B
51 _ —=AIahlE 53-70-3 370x 100 | 216x 102 1.71 x 10 6.75 6.61 1.45x 107 209x103 | 1.29
Dibenz[a,h]anthracene
— ;i i1
52 AT 58-70-3 NA 0.0431 NA 7.15 7.00 NA NA NA
Dibenz[a,jlanthracene
53 % Coronene 191-07-1 2.0 x 1010 4.66 x 104 4.29 x 104 6.75 6.61 5.78 x 10 3.82 x 103 0.89

aNA, not available

bvapor pressure of subcooled liquid.
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Table D.7. Additional physicochemical properties of coke oven emissions at 298.2 K — monoaromatic and phenolic compounds.

AR A

&5 JE Vapor  |7K# 1 Aqueous , SERE- /K G BE SR 3L | oh il 2% Washout|  FHRIHIFE ) | R0 BCH
N . o Henry's Law % " . "
0. Chemical CAS No. Pressure Solubility constant. H R ZH Kew Ratio, W, lel *
(Pa) (mol m3) (Pa m? m(’)I‘l) log Koy log Kgy (unitless) (s cm) log K,
1 Z.7E Ethylbenzene 100-41-4 1270 1.43 887 3.13 2.96 2.79 1.66 x 104 -9.03
2 123-=H% 526-73-8 200 0.582 343 3.55 3.26 7.23 1.13 x 104 -8.20
1,2,3-Trimethylbenzene
3 fR=H% 95-63-6 270 0.474 569 3.60 3.37 4.36 1.30 x 104 -8.37
1,2,4-Trimethylbenzene ' ) ' ) ' '
4 1,35-=H% 108-67-8 325 0.416 781 3.58 3.43 3.17 145x104 | -8.53
1,3,5-Trimethylbenzene
5 ks 103-65-1 450 0.433 1040 3.69 3.43 2.38 1.94 x 104 -8.54
n-Propylbenzene
6 FAE 98-82-8 610 0.416 1470 3.63 3.46 1.69 2.47 x 104 -8.75
Isopropylbenzene
Al f=rin
7 WL EHE 611-14-3 330 0.624 529 3.63 3.26 4.69 1.75x 104 -8.31
1-Ethyl-2-methylbenzene
3-ZHEFR 14. a
8 1-Ethyl-3-methylbenzene 620-14-4 391 NA NA NA NA NA NA NA
9 4-ZIRE 622-96-8 395 0.790 500 3.63 3.17 4.96 2.23x 104 -8.28
1-Ethyl-4-methylbenzene
10 A-FRPE R 99-87-6 204 0.253 805 4.10 3.63 3.08 3.32x 104 -8.02
1-Isopropyl-4-methylbenzene
11 Tx 104-51-8 137 0.103 1330 4.26 4.00 1.86 1.83 x 104 -8.08
n-Butylbenzene
12 FTHK 538-93-2 250 0.075 3320 4.01 4.16 7.47 x 101 2.84 x 104 -8.73
Isobutylbenzene
13 R 135-98-8 240 0.127 1890 3.99 3.93 131 3.21x 104 -8.51
sec-Butylbenzene
14 BT 23 98-06-6 286 0.224 1280 4.11 3.70 1.94 4.26 x 104 -8.21
tert-Butylbenzene
15 1,2,34-JUHIHHA 1,2,3,4- 48-233 45 NA NA 3.90 3.84 NA NA NA
Tetramethybenzene
1,2,3,5-P0 LK n
16 1,2.3,5-Tetramethylbenzene 527-53-7 62 NA NA 4.04 3.98 NA NA NA
1,2,4,5-PU FHE R e 1 4 )
1 1,2,4,5-Tetramethylbenzene 95-93-2 66 0.026 2540 4.10 4.03 9.76 x 10 3.19x 10 8.52
18 PR 538-68-1 44 0.026 1690 4.90 4.81 1.47 9.69 x 103 -7.54
n-Pentylbenzene
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= P by A2, N . -
S/E Vapor |kt Aqueous f” E,ﬁ@f B e mr A B UK SIS a2 Washout| PRI | OB
No. Chemical CAS No. Pressure Solubility ang:m a&v AR FHU Kew Ratio, W, [ ¥
(Pa) (mol m?) (Pa m? m(’)I‘l) log Kow | 109 Key (unitless) (s cm?) log K,
19 T H 3K Pentamethylbenzene 538-61-1 9.52 0.105 90.7 NA NA 2.73 x 101 NA NA
20 n_Hei%gﬁ Jene 1077-16-3 13.6 0.006 2170 5.52 5.42 1.14 9.98 x 103 -7.03
21 H exar@ij‘gbfnzene 87-85-4 0.155 0.001 155 4.61 4.53 1.88 x 101 5.07 x 103 -6.73
22 5 3_26?£tfyﬁ ﬁ%enol 526-75-0 8.05° 47.8 0.0540 NA NA 4.59 x 104 NA NA
23 2 j_'éﬁjh%j;ﬁ ol 105-67-9 13.0° 70.0 0.182 2.35 2.33 1.36 x 104 6.28 x 10t -6.13
24 9 é_’éﬁjﬁﬁﬁol 105-67-9 10.7P 25.3 0.135 NA NA 1.84x 104 NA NA
25 5 é_’gﬁ ei%ﬁaol 576-26-1 32.8b 49.6 0.383 2.36 2.34 6.47 x 103 1.28 x 102 -6.44
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Table D.7. (Cont.).
= EETE T 3 N
H“UE Vapor kit Aqueous| T FVEMRREC m il p sk washout]  WHRTI | SO
No. Chemical CAS No. Pressure Solubility cgggt/asnt a;v 23 FH Kew Ratio, W, [ ¥
(Pa) (mol m3) (Pa m3 mol}) log Kow | 109 Kew (unitless) (s cm™) log K,
26 3 fjé}iﬁﬁiﬁﬁol 95-65-8 2.24b 40.6 0.0212 2.23 221 1.17 x 10° 1.14x 101 -5.31
27 3 g’:gﬁjﬁ;ﬁ?\ol 108-68-9 3.76° 43.8 0.0322 2.35 2.33 7.70 x 104 1.11x 101 -5.37
28 2 323 'Tsr-i:z'r%lﬁ]?nm 697-82-5 2.43P 6.37 0.0811 NA NA 3.06 x 104 NA NA
2,3,6-=FHRXH oA
29 2,3,6-Trimethylphenol 2416-94-6 NA NA NA NA NA NA NA NA
2,4,5-=H B o b
30 2,4,5-Trimethylphenol 496-78-6 7.73 NA NA 2.67 2.64 NA NA NA
31 2:4,6-= K 527-60-6 b 9.55 0.703 2.73 2.70 3 2 6.33
2,4,6-Trimethylphenol et 19.6 : : - : 3.53x10 2.27x10 -6.
32 3 43 élfr.ijﬁﬁnm 527-54-8 2.14P 12.3 0.0264 NA NA 9.39 x 10* NA NA
33 3_Z%s'zr%@h%ni]mmy"s' NA 118" 18.4 NA NA NA NA NA NA
34 #E 2, 2Ky 2-Ethylphenol 90-00-6 20.4b NA NA 2.47 2.45 NA NA NA
35 3_3E_tzh’ifi}o| 620-17-7 6.7 NA NA 250 2.48 NA NA NA
36 féﬁifﬁ}ol 123-07-9 5b NA NA 2.50 2.48 NA NA NA
- i
87 2%%@%?2&%, 644-35-0 11.2° NA NA 2.93 2.90 NA NA NA
38 4-ﬂ¢ﬁﬁfgﬁnm 645-56-7 7.3 NA NA 3.20 3.16 NA NA NA
39 2-5% AT 88-69-7 12.5P NA NA 2.88 2.85 NA NA NA
2-Isopropylphenol
40 HRREAR 99-89-8 NA NA NA NA NA NA NA NA
4-Isopropylphenol
41 4_:_';1 %Iﬁ%nm 1638-22-8 NA 4.91 NA 3.65 3.60 NA NA NA
- i
42 z_szeﬁ;%ﬁfml 89-72-5 5P NA NA 2.80 2.77 NA NA NA
A e
43 WAL IR 88-18-6 NA NA NA 270 267 NA NA NA
2-tert-Butylphenol
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= Py by L2, NN . N
S/F Vapor |kt Aqueous f”mﬁf B e mr A B UK SIS a2 Washout| PRI | OB
No. Chemical CAS No. Pressure Solubility ang:m amv 2 ZH Kew Ratio, Wy Il )
(Pa) (mol m3) (Pam? m(’)I‘l) log Kgw log Key (unitless) (s cm) log K,

44 3BT AT 585-34-2 NA 16.5 NA 2.60 2.57 NA NA NA

3-tert-Butylphenol

v e

45 RT3 99-71-8 4b 7.64 0.231 2.10 2.09 1.07 x 104 1.17 x 103 -6.48

4-sec-Butylphenol

=t 74

46 A-BU TR 98-54-4 1.24b 4.62 0.0476 3.04 3.00 5.21 x 104 1.79 x 101 -4.85

4-tert-Butylphenol

5- T 3-2- F R b
47 2 Methyl-5-tort-Butylphenol NA 3.69 3.26 NA NA NA NA NA NA
48 2‘6._:ﬂT%2FM 128-39-2 NA NA NA 4.40 4.33 NA NA NA
2,6-Di-sec-Butylphenol

3,5- T F K

49 3,5-Di-tert-Butylphenol 1138-52-9 NA NA NA NA NA NA NA NA
2,6- BT He-a-FUE KR . b

50 2,6-Di-t-butyl-4-Methylphenol 128-37-0 0.0338 NA NA 4.17 4.10 NA NA NA
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Table D.7. (Cont.).
= EREEE > 3 N
3 Vapor kit Aqueous TH*”EEL% B e 4 WK SV o 2 Washout|  MHRTTILY | “URLAM AR
No. Chemical CAS No. Pressure Solubility cgggt/asnt a;v R4 ZH Kew | Ratio, Wy el E44
(Pa) (mol m3) (Pa m? m(’)I‘l) log Koy log Kgy (unitless) (s cm) log K,

51 S_ﬁ;fﬁpﬁﬁol NA NA NA NA 3.13 3.09 NA NA NA

52 4_4;5(% ;’;Eﬁol 2446-69-7 NA 2.19 NA NA NA NA NA NA

53 2- PRI K NA NA NA NA NA NA NA NA NA
2-Heptylphenol

54 A- AL 1987-50-4 NA NA NA NA NA NA NA NA
4-Heptylphenol

55 A-ERB) 1806-26-4 0.071P 0.1000 0.492 4.12 4.05 5.04 x 103 3.56 x 102 4.79
4-Octylphenol e : : : : : 04 x .56 X -4.

56 XRs IR 140-66-9 NA NA NA 3.70 3.65 NA NA NA

4-tert-Octylphenol
57 4_@3%&”0' 104-40-5 0.1° 0.0432 1.57 4.48 4.40 1.58 x 108 1.08 x 108 -4.93
1-Z%1) b .
58 1-Naphthol 90-15-3 0.5 3.49 0.0285 2.84 2.81 8.70 x 10 2.69 -4.83
59 z_ﬁﬁﬁol 135-19-3 0.4b 5.89 0.00746 2.70 2.67 3.32x10° 1.16 -4.39
/‘\ e e
60 2-;Efn%|jiﬁno| 90-43-7 30P 5.57 2.66 3.09 3.05 9.32 x 102 858x102 | -6.55
e

61 P AL 588-51-8 NA NA NA NA NA NA NA NA
3-Phenylphenol

62 4_§]§%§$ ol 92-69-3 8.7° 0.078 4.71 3.20 3.16 5.26 x 102 1.11x 103 -6.69

63 Z?fiﬁiﬁl 1745-81-9 NA NA NA 2.64 2.61 NA NA NA

aNA, not available

bvapor pressure of subcooled liquid.
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