Appendix C:

Basic Physicochemical Properties of Individual Gaseous
Hazardous Air Pollutants and Mixtures



Table C.1. Basic physicochemical properties of individual hazardous air pollutants at 298.2 K.
298.2 K TN EZUTEYME AR
i b . B SR AR AP HCRE| AR T B R S
s g 15 WA NG Diffusivity Diffusivity
5 e 44 STt fiavol BN AL ST Le Bas ffusi _
No. Chemical CAS No. Molecular Formula Molecular YYelght Meltlr;g Point BO|I|nog Point Molecular Volume |Molar Volume in Air in Wateg
(g mol=) (°C) (°C) (cm? mol) D, Dy x 10
(cm?s™1) (cm2s™
1 1% Acetaldehyde 75-07-0 C,H,0 44.05 -123.0 20.1 47.2 51.8 0.1281 1.450
2 Z. Wi Acetamide 60-35-5 C,HsNO 59.07 81.0 222.0 54.0 55.5 0.1153 1.402
3 2. HALFH L Acetonitrile | 75-05-8 C,H3N 41.05 -43.8 81.6 43.3 56.3 0.1342 1.393
4 Z.W 7 Acetophenone 98-86-2 CgHgO 120.15 20.0 202.0 133.5 140.4 0.07241 0.8054
5 2- LRI 53-96-3 Cy5H13NO 223.28 193.0 NA2 224.3 248.0 0.05473 0.4807
2-Acetylamino-fluorene
6 M Acrolein 107-02-8 C3H40 56.06 -87.7 52.6 63.1 66.6 0.1094 1.279
7 W& BERE Acrylamide 79-06-1 C3HsNO 71.08 84.5 192.6 69.9 80.8 0.1012 1.151
8 PR Acrylic acid 79-10-7 C3H,0, 72.06 12.3 141.0 69.2 83.2 0.1014 1.132
9 P IE Acrylonitrile 107-13-1 C3H3N 53.06 -83.5 77.3 59.2 71.1 0.1133 1.235
10 7350 Allyl chloride 107-05-1 C3HsCl 76.53 -134.5 45.1 80.3 87.5 0.09463 1.099
11 4 IR 92-67-1 CyoH1N 169.23 53.5 302.0 184.2 198.8 0.06097 0.6032
4-Aminobiphenyl
12 2 Aniline 62-53-3 CgH-N 93.13 -6.0 184.1 97.8 110.2 0.08504 0.9533
A= e X
13 SBEUALR 90-04-0 C,HgNO 123.16 6.2 224.0 124.4 143.4 0.07449 0.7928
0-Anisidine
14 % Benzene 71-43-2 CgHe 78.11 5.5 80.0 91.0 96.0 0.08962 1.040
15 4 1% Benzidine 92-87-5 C1oH1oN» 184.24 120 401.0 191.0 213.0 0.05962 0.5644
16 =45 " % Benzotrichloride 98-07-7 C;HsCl3 195.48 5.0 221.0 167.6 180.9 0.06299 0.6568
17 #4L7% Benzyl chloride 100-44-7 C,HCl 126.59 -45.0 179.0 130.2 124.3 0.07284 0.8791
18 I Biphenyl 92-52-4 C12H1p 154.21 69.0 256.1 177.3 199.6 0.06247 0.6009
19| X4 F BE Bis(chloromethyl) ether |542-88-1 C,H,4Cl,0 114.96 -41.5 106.0 89.2 102.7 0.08636 0.9974
AR oK — HIE —(2- 23 TR s
-81- Cy4H350 . -55. . ) . . .
20 Bis(2-ethylhexyl)phthalate 117-81-7 24H3804 390.57 55.0 384.0 475.5 524.8 0.03724 0.1002
21 =R H% Bromoform 75-25-2 CHBr3 252.75 8.0 149.1 83.9 99.5 0.08357 1.017
22 1,3-— T )% 1,3-Butadiene 106-99-0 C4Hg 54.09 -108.9 -4.4 77.5 81.4 0.1013 1.146
23 TN BEf% Caprolactan 105-60-2 CgHq11NO 113.16 NA NA 113.2 133.9 0.07823 0.8336
24 7/} Captan 133-06-2| CgHgCl3NO,S 300.59 172.5 NA 227.6 262.5 0.05355 0.4501
25 PG4k Carbaryl 63-25-2 C12H11NO, 201.22 145.0 NA 196.4 220.8 0.05853 0.5445
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No. . CAS No. Molecular Weight|Melting Point : Molecular in Air in Water
Chemical Molecular Formula 1 o Point Molar Volume 5
(g mol™) (°C) o Volume 3 1 D, D, x 10
( C) (Cm mol ) (cm2 S'l) (cm2 S'l)
26 —IiAkix Carbon disulfide 75-15-0 CS, 76.14 -111.5 46.0 61.7 66.0 0.1053 1.285
27| VYE{kEK Carbon tetrachloride 56-23-5 CCly 153.82 -23.0 76.8 99.9 113.2 0.08024 0.9366
28 itk ¥k Carbonyl sulfide 463-58-1 cos 60.07 -138.8 -50.0 44.9 48.7 0.1234 1.493
29 437K Wy Catechol 120-80-9 CeHeO2 110.11 105.0 245.0 103.2 110.8 0.08159 0.9499
30 &% Chloramben 133-90-4 C,HsCI,NO, 206.03 200.0 NA 163.3 180.3 0.06351 0.6587
31 Jii= 5 F} cis-Chlordane 5103-71-9 C10HeClg 409.78 108 NA 286.0 3325 0.04756 0.3256
32 % &} trans-Chlordane 5103-74-2 C10HeClg 409.78 104 NA 286.0 3325 0.04756 0.3256
33 2.2/ Chloroacetic acid 79-11-8 C,H30,ClI 94.50 63.0 189.3 72.0 89.3 0.09631 1.086
34| & LB 2-Chloroacetophenone 532-27-4 CgH,OCI 154.60 56.5 247.0 152.2 161.3 0.06686 0.7233
35 47K Chlorobenzene 108-90-7 CgHsCl 112.56 -45.2 131.7 109.7 116.9 0.07933 0.9167
36 %403 Chlorobenzilate 510-15-6 C16H14C1,03 325.19 37.0 (0%37% gl 3105 337.2 0.04613 0.3184
37 =& H ¥t Chloroform 67-66-3 CHCl3 119.38 -63.6 61.1 81.2 92.3 0.08944 1.065
38 AR AL 107-30-2 C,Hs50CI 80.51 -103.5 59.5 70.5 81.8 0.09910 1.143
Chloromethyl methyl ether 215 ' ) ' ' ) ' )
39 ST —J# Chloroprene 126-99-8 C4HsCl 88.54 -130.0 594 96.2 102.3 0.08615 0.9996
40 4B B %1% o-Cresol 95-48-7 C,HgO 108.14 29.8 191.0 117.6 125.6 0.07732 0.8727
41 [&] ' %y m-Cresol 108-39-4 C;HgO 108.14 11.8 202.2 117.6 125.6 0.07732 0.8727
42 Xt H Iy p-Cresol 106-44-5 C,HgO 108.14 355 201.9 117.6 125.6 0.07732 0.8727
43 |2 1235 o-Cresyl acetate 533-18-6 CgH100, 150.18 NA 208.0 160.1 177.2 0.06552 0.6685
44 NI Cumene 98-82-8 CgH12 120.20 -96.0 152.4 152.5 162.6 0.06830 0.7186
45 HE H k¢ Diazomethane 334-88-3 CH3N, 42.04 -145.0 -23.0 29.6 53.4 0.1535 1.429
46 ZZRFF0kIRE Dibenzofuran 132-64-9 C1oHgO 168.2 86.5 287.0 160.5 176.7 0.06489 0.6702
a7 | —BREAR 96-12-8 C3HsCIBr; 236.34 NA 196.0 124.1 141.5 0.07110 0.8005
1,2-Dibromo-3-chloropropane
48 24TSREIE 94-75-7 CgHgO5Cl, 221.04 1405 4 260.0 183.1 209.8 0.06008 0.5727
2,4-Dichloro-phenoxyacetic acid (0.4 mm Hg)
11-Z5-2,2-@-SKR) 25
49 1,1-Dichloro-2,2-bis(p- 72-55-9 C14HgCly 318.03 89.0 NA 288.5 305.2 0.04782 0.3701
chlorophenyl)ethylene




ARFE— Vo =1
50 PR — T 84-74-2 C16H2204 278.35 -35.0 340.0 311.4 347.2 0.04639 0.3034
Dibutyl phthalate
Table C.1. (Cont.).
gy T TETE
Vo 2 TR e Molecular Melting s 53 TR Le Bas Diffusivity Diffusivity
No. A CAS No. Molecular ; - Boiling Point | Molecular in Air in Water
Chemical Weight Point o Molar Volume 5
Formula 1 o (°C) Volume 3 1 D, Dy x 10
(g mol™) (°C) (cm* mol™) (cm2 S'l) (cm2 S'l)
51 .5@:%2': 106-46-7 CgH4Cly 147.00 52.7 174.0 128.3 137.8 0.07236 0.8164
1,4-Dichlorobenzene
52 33 -—SECRE 91-94-1 | CyaHioN,Cly 253.13 165.0 NA 228.4 265.0 0.05390 0.4448
3,3'-Dichlorobenzidine
53 . s 111-44-4 C4HgClL,0 143.01 -51.9 178.5 130.2 147.9 0.07206 0.7742
Dichloroethyl ether
54 5at-1,3-— 5k 10061-02-|  ¢_y,cl, 110.97 NA 112.0 98.9 108.4 0.08301 0.9633
trans-1,3-Dichloropropene 6
— et — I
55| 22— SRIIHE RS 62-73-7 | C4H,Cl,O,P 220.98 NA 140.0 169.1 193.1 0.06227 0.6194
Dichlorvos (20 mm Hg)
56 —Z 2R Diethanolamine 111-42-2 C4H11NO, 105.14 28.0 268.8 105.8 126.7 0.08114 0.8672
NP — =3
57 @"‘@Q*Z‘@H 64-67-5 C4H10S0, 154.19 -24.0 208.0 134.0 155.0 0.07073 0.7465
Diethyl sulfate
LT R
-34- CgH150 . -68. . . . . .
58 Diethylene glycol monobutyl ether 112-34-5 gH1803 162.23 68.0 231.0 187.1 213.3 0.06073 0.5635
A — = e
59 _VB—'E@H“ o 119-90-4 | Cy4H1gN205 244.30 137.0 NA 244.3 279.4 0.05234 0.4166
3,3'-Dimethoxybenzidine
iRy
) -11- Ci4H1sN
60 A-Dimethylamino-azobenzene 60-11-7 14H15N3 225.30 117.0 NA 234.3 275.9 0.05325 0.4233
61 N, N-Z R 121-69-7 CgH1iN 121.18 2.4 194.1 138.9 156.1 0.07111 0.7423
N,N-Dimethylaniline
4,4'- 5 KE-3,3- AR
: : -93- Ci4H16N
62 3,3"Dimethylbenzidine 119-93-7 14M16N2 212.30 131.5 NA 232.0 257.4 0.05404 0.4605
63 . — AL . 79-44-7 C3HgNOCI 107.54 -33.0 167.0 93.2 110.6 0.08538 0.9508
Dimethylcarbamyl chloride
N, N- - F i F i
’ -12- C3H,NO -
64 N,N-Dimethylformamide 68-12-2 37 73.10 60.4 153.0 74.5 89.7 0.09820 1.083
fi— O UF c
-14- HgN . -58. . . . . .
65 1,1-Dimethylhydrazine 57-14-7 2HgN> 60.10 58.0 63.9 59.4 90.4 0.1108 1.078




— —
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No. S CAS No. Molecular . ing Boiling Point | Molecular in Air in Water
Chemical Formula Weight Point (°C) Volume | Molar Volume D Dy, X 105
-1 0 3 -1 a w
(g mol ) ( C) (Cm mol ) (sz S'l) (cm2 S'l)
AT e — s =
66 SFniEjE?ﬂjﬁi 131-11-3 | CioH1004 194.19 55 283.7 188.2 206.4 0.05981 0.5819
TR — H g 76.0
-78- C,HeSO ]
67 Dimethy sulfate 77-78-1 HgSO, 126.13 27.0 15 o HG) 93.0 110.6 0.08411 0.9508
L LA
68 e AT 534-52-1 |  C7HgN2Os 198.14 86.5 NA 146.5 172.4 0.06681 0.6844
69 , ié-in:itfiﬁiﬁiol 51-28-5 |  CoHaNOs 184.11 1155 | sublimes 126.0 150.2 0.07171 0.7650
70 2,4 AL IR 121142 | C7HgN,O, 182.14 71.0 300.0 140.4 165.0 0.06845 0.7098
2,4-Dinitrotoluene decomposes
1,4- 25N
71 A Dioa 123-91-1 C4Hg0, 88.11 11.8 1015 76.0 93.6 0.09502 1.056
72 L 2_Dipé;§ﬁf; drezine 122-66-7 |  CioHioN, 184.24 131.0 NA 191.0 216.0 0.05962 0.5565
T A T e a7,
73 gp iﬁi@gi 134073 37| caHsCIO 92.53 -26.0 117.0 68.1 88.9 0.09874 1.089
= =
74 . zlép}g fyﬁ Ene 106-88-7 C4HgO 72.11 -150.0 63.3 69.9 90.2 0.1010 1.080
VAR =
75 PR L 140-88-5 CsHgO, 100.12 71.2 99.4 110.2 123.4 0.08017 0.8833

Ethyl acrylate




Table C.1. (Cont.).
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No. C?:emical CAS No. Molecular Molecular Weight|Melting Point|Boiling POimMoIecuIar Vglume Molar Volume in Air in Water
Formula (g mol'1) (°C) (°C) (cm3 molY) D, D,, x 105
(cm?s™? (cm? st
26 CIEH 100-41-4 CgH1p 106.17 -94.9 136.1 132.0 140.4 0.07369 0.8052
Ethylbenzene
= 7A) =3
77 AL IR LR 51-79-6 C4H/NO, 89.09 49.0 185.0 80.6 100.6 0.09264 1.010
Ethyl carbamate
LR
78 A 75-00-3 C,HsCl 64.52 -138.7 12.3 64.4 72.7 0.1061 1.220
Ethyl chloride
TRk
-03- C,oH,Br . . . . . . .
79 Ethylene dibromide 106-93-4 2H4Br, 187.87 9.9 131.6 84.8 98.4 0.08467 1.024
1,2- & Lk
' -06- C,H,Cl .
80 Ethylene dichloride 107-06-2 2H4Cly 98.96 35.5 83.5 83.0 93.6 0.09040 1.056
81 - 107-21-1 C,HgO2 62.07 -13.0 197.3 57.9 66.6 0.1113 1.279
Ethylene glycol
L EHT B
-76- CegH140 -
82 Ethylene glycol monobuty! ether 111-76-2 6MH1402 118.18 74.8 168.4 140.0 159.0 0.07104 0.7315
83 LI 151-56-4 C,oHsN 43.07 77.9 56.0 47.9 63.7 0.1279 1.309
Ethyleneimine
w1 =1
84 HR LT 75.91-8 C,H,0 44.05 -111.7 10.6 28.9 45.8 0.1534 1.535
Ethylene oxide
2y >y
85 LA 96-45-7 C3HgN,S 102.16 131.0 NA 93.5 118.3 0.08574 0.9092
Ethylene thiourea
1,1- =&k
' -34- C,H,Cl .
86 Ethylidene dichloride 75-34-3 2H4Clp 98.96 96.9 57.4 83.0 93.6 0.09040 1.056
87 TR 50-00-0 CH,0 30.03 -92.0 -19.1 26.6 29.6 0.1720 1.845
Formaldehyde
88 L 76-44-8 CgHsCl, 373.30 95.5 NA 230.9 274.6 0.05274 0.4258
Heptachlor
89 N A 118-74-1 CeCle 284.78 231.8 325.0 203.1 221.4 0.05657 0.5428
Hexachlorobenzene
920 ANFT M 87-68-3 C,Clg 260.76 -21.0 215.0 189.6 206.8 0.05861 0.5808
Hexachlorobutadiene
91 a-7NEIRTHE(0)1,2,3,4,5,6- 60291-32-9|  CgHeClg 290.83 159.5 288.0 217.0 243.6 0.05482 0.4903
Hovachlarncvelnhavane
92 Y-SR EKE(1)1,2,3,4,5,6- 58-89-9 CgHeClg 290.83 112.5 323.4 217.0 243.6 0.05482 0.4903

Hovachlorocvuclohovano
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No. il CAS No. Molecular Molecular Weight|Melting Point|Boiling Point “ 7 in Air in Water
Chemical 1 Molecular Volume|Molar Volume 5
Formula (g mol™) (°C) (°C) (cmS mol?) D, Dy x 10
(cm? s (cm? s
93 NEIRK M 77-47-4 CsClg 272.77 -9 239.0 187.2 210.1 0.05882 0.5719
Hexachloro-cyclopentadiene
R . 187.0
94 A& ZEHexachloroethane 67-72-1 C,Clg 236.74 (tipl. pt) NA 157.8 177.2 0.06397 0.6685
95 1,6-C. — K ER 822-06-0 | CgHioN,0, 168.20 NA 255.0 176.2 208.8 0.06223 0.5754
Hexamethylene diisocyanate
96 INREBR=R 680-31-9 | CgH1gNOP 179.20 7.0 2325 179.6 225.3 0.06142 0.5332
Hexamethyl-phosphoramide
97 TF24=Hexane 110-54-3 CgH14 86.18 -95.3 68.7 127.7 140.6 0.07660 0.8043
98 it Hydrazine 302-01-2 NoH, 32.05 1.0 113.6 18.3 35.8 0.1922 1.709
99 W —EyHvdroguinone 123-31-9 CgHeO2 110.11 172.3 287.0 103.2 110.8 0.08159 0.9497
100] S{#/REHIsophorone 78-59-1 CgH140 138.21 -8.1 215.2 163.3 177.4 0.06541 0.6679
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No. Chemical CAS No. Molecular Formula Molecular YYelght Meltlr;g Point| BO|I|nOg Point Molecular VolumelMolar Volume in Air in Wateg
(g mol™) (°C) (°C) 30l Da Dyx 10
(cm* mol™) (cm? s (cm? s
101 I T 4 — B AT 108-31-6 C4H,05 98.06 52.8 202 68.3 79.8 0.09796 1.159
Maleic anhydride
102 i 67-56-1 CH,0 32.04 97.6 64.6 31.3 37.0 0.1598 1.686
Methanol
F&DDT -43- C1gH150,Cl
103 Moo o 72-43-5 16H150,Cl3 345.66 87.0 327.7 358.1 0.04485 0.2877
104 RN 74-83-9 CHaBr 94.94 -93.7 35 44.7 52.9 0.1153 1.435
Methyl bromide
105 AT 74-87-3 CHsCl 50.49 -97.7 -24.0 43.8 50.5 0.1284 1.467
Methyl chloride
106 1,1,1- =52k 71-55-6 C,HsClg 133.41 -30.4 74.0 101.7 1145 0.08059 0.9293
Methyl chloroform
R Z g -93- C4HgO -
107 Methyl st ketone 78-93-3 +Hg 72.11 86.7 79.6 88.2 96.2 0.09180 1.039
108 RER 60-34-4 CHgN, 46.07 52.4 87.5 38.8 59.5 0.1367 1.355
Methylhydrazine
109 PEERE 74-88-4 CHjl 141.94 -66.4 425 52.6 62.9 0.1047 1.317
Methyl iodide
4-H 3E-2- TR iR
-10- CeH1,0 . -84. . . . . .
110 Methyl isobuiyl ketone 108-10-1 6H12 100.16 84.0 116.5 129.2 140.6 0.07486 0.8043
111 SEER RS 624-83-9 C,HsNO 57.05 -45.0 39.5 49.4 63.7 0.1200 1.309
Methyl isocyanate
112 RERGRPES 80-62-6 CsHgO, 100.12 -48.0 100.5 110.2 121.8 0.08017 0.8913
Methyl methacrylate
RN T B -04- CcH1,0 B
113 Meth T by Sther 1634-04-4 sH1o 88.15 108.6 55.2 113.3 129.4 0.08043 0.8544
4.4-"HE-33- TS5 KRR -14- C13H1oNLCl
LA - o) | 101-14-4 13H1oN,Cly 267.16 NA NA 248.9 277.0 0.05166 0.4212
—SHIR -09- CH,CI -
115 Methyne tioride 75-09-2 »,Cly 84.93 95.1 40.0 62.5 71.4 0.1033 1.232
4,4- T RE (S EERES) -68- C1sH1oN,0O
116, 4ot o) e | 101-68-8 15H10N,0, 250.26 NA NA 246.3 275.0 0.05208 0.4250
117 4.4-—SE KA 101-77-9 CyaH1aN, 198.27 92.5 398 211.5 235.2 0.05664 0.5095

4,4'-Methylenedianiline
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No. Eék%%é CAS No. it Molecular Weight|Melting Point{Boiling Point oA Le Bas in Air in Water
Chemical Molecular Formula 1 Molecular Volume|Molar Volume 5
(g molh) (°C) (°C) (em® mol') Da Dy, X 10
(cm? s (cm? s
118 = 91-20-3 CqoHs 128.18 80.2 217.9 140.9 147.6 0.07029 0.7754
Naphthalene
119 RIzE=ZS 98-95-3 CeHsNO, 123.11 5.7 210.8 105.4 124.5 0.07997 0.8778
Nitrobenzene
120 4- i SEINER 92-93-3 | Cy,HgNO, 199.21 114 340.0 191.8 208.0 0.05920 0.5776
4-Nitrobiphenyl
121 4'%%2@% 100-02-7 CgHs5NO3 139.11 113.8 279.0 111.5 126.8 0.07722 0.8697
4-Nitrophenol
122 z'ﬁégﬂﬂﬁ 79-46-9 C3H/NO, 89.09 -91.3 120.2 80.6 97.4 0.09264 1.031
2-Nitropropane
FRE-1-TAEERR -93- C,HsN30 123.5
123 N-Nitroso-N-methylurea 684-93-5 2HsN30, 103.08 decomposes NA 69.2 101.9 0.09691 1.002
124 _N-ﬂ]Z?ﬁﬁ_%:EFlﬂg . 62-75-9 C,HgN,O 74.08 NA 154.0 60.9 87.7 0.1063 1.098
N-Nitrosodimethylamine
- IEE=NIE
125 N-JE {3 59-89-2 C4HgN,0O, 116.12 29.0 225.0 85.1 135.7 0.08797 0.8256

N-Nitrosomorpholine
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. HFR PR s i BFGR | LeBas # #
—s . ; 3| ki ki
No. IRYBIR CAS No. Molecular Molecular Melting Boiling Point Molecular Molar Diffusivity Diffusivity
Chemical Weight Point o in Air in Water
Formula 1 o (°C) Volume Volume 5
(g mol) (°C) (cm3 molY) Da Dywx 10
(cm?s™? (cm?s™?
TR
126 %fzﬂf 56-38-2 | C1oHuNOsPS | 291.26 6.1 375.0 253.9 288.0 0.05097 0.4005
127 BRIREE 82-68-8 C¢ClsNO, 295.34 144.0 328.0 198.9 223.9 0.05702 0.5366
Pentachloro-nitrobenzene decomposes
128 HRE 87-86-5 CeClsOH 266.34 174.0 310.0 190.5 204.2 0.05843 0.5879
Pentachlorophenol decomposes
129 Pﬁge?}ol 108-95-2 CgHs5OH 94.11 40.9 181.8 97.1 99.7 0.07844 1.016
130 NAEZE 106-50-3 CeHaN> 108.14 146.0 267.0 104.7 124.4 0.07598 0.8783
p-Phenylenediamine
131 SARHEBER 75-44-5 COCl, 98.92 -127.9 8.0 64.0 71.4 0.1004 1.232
Phosgene
s
132 . 7803-51-2 H3P 34.00 -133.0 -87.8 29.8 36.7 0.1604 1.716
Phosphine
AEF
-44- CgH,O . . . . . . .
133 Phthalic anhydride 85-44-9 gH403 148.12 130.8 295.0 118.2 132.5 0.07492 0.8400
S3-RIEENEE 180.0
134 7 1120-71-4 C3HgSO 122.14 2. 4. 105. .0877 9797
3 1,3-Propane sultone 0 317623 2.0 (30 mm Hg) 84.5 05.6 0.08779 0.979
_ =
135 p W.WEE 57-57-8 C3H40, 72.06 -33.4 162.0 50.9 69.1 0.1144 1.254
B -Propiolactone
136 . B 123-38-6 C3HgO 58.08 -80.0 48.0 67.7 74.0 0.1057 1.209
Propionaldehyde
2-(1- CEES
137 ( Eﬁ%?;%%)zggﬂﬂﬁgﬁﬂ 114-26-1 C11H15NO3 209.25 87.0 decomposes 214.1 248.3 0.05613 0.4800
f fig Propoxur
138 1,2-Dichloropropane 26198-63-0 C3HgCly 112.99 -100.4 96.4 103.6 115.8 0.08124 0.9223
139 HREAR LT . 75-56-9 C3HgO 58.08 -111.9 35.0 49.4 70.5 0.1197 1.241
Propylene oxide
140 ZEE%%‘W.%. 75-55-8 C3H;N 57.10 NA 67.0 50.1 76.3 0.1194 1.188
1,2-Propylenimine
%=
141 [l._tﬂﬂi. 91-22-5 CgH7N 129.16 -14.8 237.1 127.2 144.7 0.07345 0.7872
Quinoline

C-10
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75 ZFR x Molecular Melting P 7 Diffusivity Diffusivity
No. ; CAS No. Molecular . - Boiling Point Molecular Molar S -
Chemical Weight Point o in Air in Water
Formula 1 o (°C) Volume Volume 5
(g mol ) ( C) (cm3 m0|-1) Da DWX 10
(cm?s™? (cm? st
142 9 lﬁ(;“ne 106-51-4 CgH40, 108.10 115.7 sublimes 98.6 103.4 0.08334 0.9929
143 Sfyidfe 100-42-5 CgHg 104.15 -31.0 145.0 127.4 133.0 0.07500 0.8377
144 ﬂ'ftst'Eﬁ 96-09-3 CgHgO 120.15 -35.6 194.1 115.2 138.0 0.07718 0.8155
Styrene oxide
2,3,7,8-ME R Fx-TIRE
N
145 (BN 1746-01-6 | CioHi0,Cu |  321.98 305.0 446.5 241.4 267.8 0.05196 0.4392
2,3,7,8-Tetrachlorodibenzo-p-
dioxin
146 RS % 79-34-5 C,H.Cly 167.85 -43.8 146.5 120.4 135.4 0.07361 0.8270
1,1,2,2-Tetrachloroethane
147 RSN 127-18-4 C,Cly 165.83 -22.3 121.3 115.8 128.0 0.07492 0.8610
Tetrachloroethylene
148 AR 108-88-3 C;Hg 92.14 -94.9 110.6 111.5 118.0 0.08054 0.9097
Toluene
149 2’4'—%%?[2’&. 95-80-7 C7Hq10N> 122.17 99.0 292.0 125.2 146.6 0.07663 0.7780
Toluene-2,4-diamine
_H*— ESRRfe
150 2,4- R 3 B I 584-84-9 CoHgN,0, 174.16 20.5 251 160.0 186.4 0.06481 0.6395

2,4-Toluene diisocyanate




Table C.1. (Cont.).
- o . R | = VPRI BGRE | KFAYY B
—s . =2 py=1 b= o Diffusivity Diffusivity
SHHIETR SHFR SRR S S N L o S5 FARIR Le Bas s :
No. Chemical CAS No. Molecular Formula Molecular \_/}/aght Meltlrlg Point BO|I|nog Point Molecular Volume | Molar Volume in Air in Wateg
(g mol ) ( C) ( C) (CmS m0|-1) Da DWX 10
(cm? s (cm? st
15148 FH # % o-Toluidine 95-53-4 C/HgN 107.16 -16.3 200.3 118.3 132.4 0.07720 0.8405
/= AR TR
152 AR 8001-35-2 C1oH10Clg 413.80 65-90 NA 3135 358.8 0.04552 0.2867
Toxaphene
5K
-82- CgH4CI
153 1,2,4-Trichlorobenzene 120-82-1 eH3Cl3 181.45 17.0 213.5 147.0 158.7 0.06710 0.7326
1,1,2- =8 4k
o -00- C,H4CI . -36. . . . . .
154 1,1.2-Trichloroethane 79-00-5 2H3Cl3 133.41 36.6 113.8 101.7 114.5 0.08059 0.9293
=R
155 . 79-01-6 C,HCl; 131.39 -84.7 87.2 97.1 107.1 0.08229 0.9709
Trichloroethylene
156| _ 245-=5AH 95-95-4 CeHsClzO 197.45 69.0 247.0 153.1 166.1 0.06554 0.7060
2,4,5-Trichlorophenol
2,4,6-=A
T -06- CgH3CI30
157 2,4,6-Trichlorophenol 88-06-2 eH3Cl3 197.45 69.0 246.0 153.1 166.1 0.06554 0.7060
158 . :Z;Hfz. 121-44-8 CeH1sN 101.19 -114.7 89.0 134.6 156.3 0.07346 0.7415
Triethylamine
2,6- HH#E-N,N- " IE 2
159| -4- =R EN Gild%: |1582-09-8| Ci3H16F3N3O4 335.28 49.0 ( 1400 Ho 3075 339.1 0.04629 0.3155
R) Trifluralin '
2,2,4-= FH b
1Ly _84- CaH -
160 2,2 4-Trimethylpentane 540-84-1 gH1g 114.23 107.3 99.2 168.8 185.0 0.06561 0.6438
fi iR 2. Js i
161 . 108-05-4 C4HeO> 86.09 -93.2 72.5 89.7 101.2 0.08902 1.006
Vinyl acetate
162 . Yj%z%ﬁ. 593-60-2 C,H3Br 106.96 -137.8 15.8 60.6 67.7 0.1018 1.268
Vinyl bromide
163 . %Zﬁﬁ. 75-01-4 C,H3Cl 62.50 -153.7 -13.3 59.7 65.3 0.1099 1.292
Vinyl chloride
y—
164 . .jii\‘z‘% . 75-35-4 C,H,Cl, 96.94 -122.5 31.6 78.4 86.2 0.09276 1.109
Vinylidene chloride
/‘\ — 4
165 0 95-47-6 CgHig 106.17 -25.2 144.5 132.0 140.4 0.07369 0.8052
0-Xylene
166 ] — o 108-38-3 CgH1o 106.17 -47.8 139.1 132.0 140.4 0.07369 0.8052
m-Xylene
167 Z)i?yi?; 106-42-3 CgH1o 106.17 13.2 138.3 132.0 140.4 0.07369 0.8052
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aNA, not available

Table C.2. Basic physicochemical properties of polychlorinated byphenyl (PCB) congeners at 298.2 K.
298.2 K T Z XA (PCB)ER L SR ERIEU MR
Py = I YT 7 =7
No. TSI CAS No. 7 Moﬁﬁ{rﬁv%ei ht e N IR }%_j Ei:\sfq Imgfﬁﬂgg’%gﬁ 7kqg'ﬁgj£f’%§i&
Chemical Molecular Formula 1 g Melting Point | Boiling Point Molecular Volume | Molar Volume in Alr in Water
(g mol*) °C) (°C) (cm® mol) E;a . Dy X 195
1| ZEUIEE ) o051.60-7 C1oHeCl o v
VIO : 12Hg 188.66 34.0 274 196.0 205.5 0.05883 0.5843
e
2| THEE | 2051618 C1oHeCl 188.66 25.1 284 196.0 205.5 0.05883 0.5843
e
3 4_,3;)%]“5?;?& o | 2051-62:9 C12HoCl 188.66 77.9 201 196.0 205.5 0.05883 0.5843
4| 5o DR 113020088 | CroHaCly 223.10 61.0 NA 214.7 226.4 0.05585 0.5305
5 iiﬁ.ﬁ?ﬁf 16605917 | CyoHgCly 223.10 NA NA 214.7 226.4 0.05585 0.5305
6| 5o DR | 25560806 | CroHaCly 223.10 NA NA 214.7 226.4 0.05585 0.5305
7 é’i‘_ﬁiﬁf 33284-50-3|  CyoHgCly 223.10 24.4 NA 214.7 226.4 0.05585 0.5305
=y
8 Zz‘ij_gii?fé‘ 34883-43-7|  CioHgCly 223.10 43.0 NA 214.7 226.4 0.05585 0.5305
9 Zziséi?ﬁf 34883-39-1|  CyoHgCly 223.10 25.1 NA 214.7 226.4 0.05585 0.5305
10 é%giﬁf 33146-45-1|  CaoHgCly 223.10 34.9 NA 214.7 226.4 0.05585 0.5305
11 ggéf‘hﬂl’éff 2050-67-1 C1oHeCly 223.10 29.0 322 214.7 226.4 0.05585 0.5305
e
12 %i‘_ai?ﬁi 2974-92-7 C12HgCly 223.10 49.0 NA 214.7 226.4 0.05585 0.5305
13 %jéﬁ?ﬁf 2974-90-5 C15HsCl 223.10 NA NA 214.7 226.4 0.05585 0.5305
14 %Zéiﬁif 34883415 |  CpHgCl 223.10 31.0 NA 214.7 226.4 0.05585 0.5305
15 ‘Zj,‘_ai?ff 2050-68-2 C1oHgCly 223.10 149.0 315 214.7 226.4 0.05585 0.5305
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— —_— —_—
o J— N i SRR Lw$%#ﬂ%ﬁ G Y
\o VE Y 42 T CAS No AT Molflflyrﬁﬁ' " M K= AR J%_g ézgi’ Diffusivity Diffusivity
’ Chemical ’ Molecular Formula 1 €19 Meltlr;g Point BO|I|nog Point Molecular Volume | Molar Volume in Air in Water
(g mol) °C) (°C) 3 mol 1 Da D,, x 10°
(cm® mol~) (cm? ) (em? 51
16| 223 =R IR | 50104 789 Cy,H-Cl =)
52 3 Trichloro -78- 12H7Cl3 257.55 28.0 NA 233.4 247.3 0.05332 0.4821
2,2, 4- =5
17 2.2 4-Trichloro 37680-66-3 CqoH7Cl3 257.55 NA NA 233.4 247.3 0.05332 0.4821
2,2,5- = E Rk
18 5 5 5-Trichloro 37680-65-2 CyoH/Clg 257.55 44.0 NA 233.4 247.3 0.05332 0.4821
2,2,6-= GUkH
19 5% Trichioro 38444-73-4 Cy,H/Clg 257.55 NA NA 233.4 247.3 0.05332 0.4821
2,3,3- =5 E
20 2.3 3Trichloro 38444-84-7 C12H/Cl3 257.55 NA NA 233.4 247.3 0.05332 0.4821
2,3,4- = S Bk
21 2.3,4-Trichloro 55702-46-0 CyoH7Cl3 257.55 102.0 NA 233.4 247.3 0.05332 0.4821
2,3,4'- = &R
22 2.3 4" Trichloro 38444-85-8 C1oH,/Cly 257.55 NA NA 233.4 247.3 0.05332 0.4821
2,3,5-=5BER
23 2.3.5-Trichloro 55720-44-0 Cy2H7Cl3 257.55 NA NA 233.4 247.3 0.05332 0.4821
2,3,6- =& A
24 2.3 6-Trichloro 58702-45-9 C12H-Cl3 257.55 NA NA 233.4 247.3 0.05332 0.4821
2,3 4-=5IBE
25 2.3'4-Trichloro 55712-37-3 C12H/Cl3 257.55 NA NA 233.4 247.3 0.05332 0.4821
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Table C.2. (&%)
—— —
s o it | ome | owa | e | RO | Doy
No. 15 B4 TR CAS No. A Molecular Weight | Melting Point | Boiling Point “ ” in Air in Water
Chemical Molecular Formula . Molecular Volume | Molar Volume 5
(g mol 1) (°C) (°C) (cm® mol}) D, Dy, x 10
(cm2 D) (cm?s™t
26 gigiiﬁéfg 38444-81-4 CyoH7Clg 257.55 405 NA 233.4 247.3 0.05332 0.4821
27| 23.6-=SEXK | 38444-76-7 Cy,H,Cl 257.55 NA NA 233.4 247.3 0.05332 0.4821
2,3',6-Trichloro 1207773
L=t =
28| 244 R 7012375 CioH-Cla 257.55 57.0 NA 233.4 2473 0.05332 0.4821
20| 245=SBEE |15862-07-4|  CpHiCly 257.55 78.0 NA 233.4 247.3 0.05332 0.4821
30 gjg:;ﬁ%ﬁ 35693-926|  CyoHiCls 257.55 62.5 NA 233.4 247.3 0.05332 0.4821
31 2;5;%%??%@* 16606-02-3 CyoH7Clg 257.55 67.0 NA 233.4 247.3 0.05332 0.4821
32| 246-=SEK  |38444-77-8 Cy,HCl 257.55 NA NA 233.4 247.3 0.05332 0.4821
2,4',6-Trichloro 128773
33 %%j n’j]ﬁl%fg 38444-86-9 C1oH7Clg 257.55 60.0 NA 233.4 247.3 0.05332 0.4821
34 %%% Zﬁlﬁfg 37680-68-5 C1oH,Clg 257.55 NA NA 233.4 247.3 0.05332 0.4821
35| 3,34-=8BKK  |37680-69-6 C1,H,Cl 257.55 87.0 NA 233.4 247.3 0.05332 0.4821
3,3',4-Trichloro 12877r-3
36| 3.3.5-=FEKK |38444-87-0 Cy,H,Cl 257.55 NA NA 233.4 247.3 0.05332 0.4821
3,3',5-Trichloro 128773
37| 344-=SECK  |38444-90-5 Cy,H,Cl 257.55 87.0 NA 233.4 247.3 0.05332 0.4821
3,4,4'-Trichloro 1207713
38| 345=SEXEK |53555.66-1 C,H-Cl 257.55 NA NA 233.4 247.3 0.05332 0.4821
3,4,5-Trichloro 128773
39| 345-=SEXK |38444-88-1 Cy,H,Cl 257.55 NA NA 233.4 247.3 0.05332 0.4821
3,4',5-Trichloro 128773
40 222, 533;?ng§§3§0 38444-93-8 Cy,H-Cly 291.99 121.0 NA 252.1 268.2 0.05113 0.4384
41 22’2 év%‘}réﬂtlr';ﬁhﬁgfo 52663-59-9 C1oH/Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
42 22 '3;344ng§§§0 36559-22-5 Cy,H,Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
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B A AR AT BCRE | KRB RS
oy JEE IR o 12 A R o Diffusivity Diffusivity
YL e 4 . A LA A S AG ;
No. SR CAS No. oy Molecular Weight | Melting Point | Boiling Point o PR Le Bas in Air in Water
Chemical Molecular Formula 1 o o Molecular Volume | Molar Volume D, D x 105
(g mol?) (°C) (°C) Ao X
(Cm mo ) (cm2 ) (cm2 S'l)
2,2 3,5- T &K -46- C,HCl
43 233 2 Tetrachioro 70362-46-8 12H7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,2'3,5- TG -30- C1,HCl
44 233 B Tetrachioro 41464-39-5 12H7Cly 291.99 47.0 NA 252.1 268.2 0.05113 0.4384
2,2',3,6-P0 &R -45- C1,HCl
45 5 & T etranbior 70362-45-7 12H7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,2',3,6-PUSIRE -47- C4,H;Cl
46 DB T et 41464-47-5 12H7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,2'4,4"-PUSERK -79- Cy,H,Cl 268.2 11 4384
47 2.2' 4 4'-Tetrachioro 2437-79-8 128774 291.99 83.0 NA 252.1 68. 0.05113 0.438
2,2'4,5-PUSEBRR -47- Cy,HCl 268.2 11 4384
48| 2o | |70862:47-9 12H7Cly 291.99 NA NA 252.1 68. 0.05113 0.438
2,2',4,5'-PUSERK -40- Cq,HCI
49| B2 45 TlmEsa  |41464-40-8 12H7Cly 291.99 64.0 NA 252.1 268.2 0.05113 0.4384
50| 22 4B TMAURE 6796 5.8 CyoH/Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384

2,2'.4,6-Tetrachloro
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Table C.2. (4:3K).
i i A A AT RORE | KRR A
—— . 2 IR 15 1 s N ' Diffusivity Diffusivity
No. A TR CAS No. oy Molecular Weight | Melting Point | Boiling Point o TR Le Bas in Air in Water
Chemical Molecular Formula 1 o o Molecular Volume | Molar Volume 5
(g mol™) °C) (°C) 31 Da Dy, X 10
(cm™ mol™) (cm2 s (cmZsh
2,2',4,6' -DY &K
105 -04- C1,H-Cl
51 2 5.4 6-Tetrachloro 65194-04-7 12H7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,2,5,5-PY&UBEA
s -99- CqoH/Cl . . . . ) .
52 2 2.8 & Tetrachloro 35693-99-3 1oH7Cly 291.99 87.0 NA 252.1 268.2 0.05113 0.4384
2,2',5,6- @A c
£ -A1- H-ClI
53 258 6-Tetrachloro 41464-41-9 12H7Cly 291.99 104.0 NA 252.1 268.2 0.05113 0.4384
2,2',6,6- V0 @A c
459, -05- H-ClI
54 256 6-Tetrachloro 15968-05-5 12H7Cly 291.99 198.0 NA 252.1 268.2 0.05113 0.4384
2,3,3",4- U & Bk
1203 -24- C4,H-Cl
55 233 4-Tetrachioro 74338-24-2 1oH7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3,3'4'- Py R
s -43- C4,H-Cl . . i , )
56 233 4Tetrachloro 41464-43-1 1oH7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3,3'5- T &R
s -67- C1,H-Cl
57 23,3 5-Tetrachloro 70424-67-8 1oH7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3,3'5'-PY &R
> -49- C1,H-Cl
58 233 5 Tetrachloro 41464-49-7 12H7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3,3’,6-P &K
] _29_ H-ClI
59 233 6-Tetrachioro 74472-33-6 Cq,H/Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3,4,4"- VU S B E
19y A1 H-ClI
60 234 4 Tetrachioro 33025-41-1 C12H-Cly 291.99 142.0 NA 252.1 268.2 0.05113 0.4384
2,3,4,5- MY &R
S -53- C1,H-Cl
61 23,4 8- Tetrachioro 33284-53-6 1oH7Cly 291.99 92.0 NA 252.1 268.2 0.05113 0.4384
62| 2,3,4,6-Tetrachloro | 54230-23-7 Cq,H/Cl, 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3,3",4,6- TL&HEA
199, -1~ H-ClI
63 5'3.4'5 Tetrachloro 74472-35-8 Cq,H/Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3,4’,6-U G BEK
9%, -58- C1,H-Cl ) i i , )
64 2.3.4' 6-Tetrachioro 52663-58-8 1oH7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3,5,6,- VUGB
191,90, 54- C1,H-Cl
65 2 3.5 6-Tetrachloro 33284-54-7 1oH7Cly 291.99 79.0 NA 252.1 268.2 0.05113 0.4384
2,34, 4- TS BETE
S -10- C1,H-Cl
66 2.3 4 4 Tetrachloro 32598-10-0 12H7Cly 291.99 124.0 NA 252.1 268.2 0.05113 0.4384
n =R e
67| 2345 MREE | Jooe o0 g CyoH,Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384

2,3",4,5-Tetrachloro
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B R BRI | KT EREL
e IRRE ; JBE JRARAR VYRR WU LA
No. yg%%g% CAS No 7 Molftfla}rﬁﬁei ht | M It'%)ﬁl‘D i @%5 i TR Le Bas/ lequI_Vlty Dlﬁuswlty
Chemical - |Molecular Eormula ol g e |r;% oint Bomnog Point Molecular Volume | Molar Volume in Air in Water
g mol™) °C) (°C) 3 mol 1 Da D,, x 10°
(cm* mol™) (cm2 S'l) (cm2 sl
68| 23 ASIIRUIRE | 23575577 | CpHiCl )
25 4 B Tetrachior 52- 12H-Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3",4,6-TU SR
69| '3 4.6.Tetrachloro | 00233241 | C12HiCly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3,4,5- I Sk 2K ik
70| s Tewachioro | 32598111 CyH,Cly 291.99 104.0 NA 252.1 268.2 0.05113 0.4384
2,3,4',6- VU SR
71| S eretrachioro | 41464-46-4 CyoH,Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,4'5,5-J0 GBI
7 1 L 1 - -
2| St Terachiono | 41464420 CyoH:Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,3'5',6-PU S
7 ' 23-
3| o5 oo Tetrachiono | 74338231 C1oH7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,4,4' 5-IU SR
741 2 4.4 5-Tetrachloro | 52090930 C12H7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,4,4',6-IU S BER
75 32598-12-2 CyH,Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384

2,4,4' 6-Tetrachloro
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Table C.2. (&4:3K).
j FEEFY RS | KPR E RS
- R : g | IO EOR o A%
No. YE%%%% CAS No ol Mole%ﬁairﬁﬁei ht (M I'%ﬁ i @%ﬁ i o TR Lé Bai/ DIﬂUSI'VIty IZ_)|ffu5|V|ty
Chemical " | Molecular Formula 1 9 etlr;%Pomt BOI|Inog Point| \1olecular Volume | Molar Volume in Air in Water
(g mol™) °C) (°C) 31 Da D,, X 10°
(cm™ mol™) (cm?s?) (cm?s?)
\ = f
76| 23ASTURURE | 20065 450 CyoH,Cl 291.99
2'3.4,5-Tetrachloro 12H7Cl, . NA NA 252.1 268.2 0.05113 0.4384
3,3,4,4- VY&
77 3.3" 4.4"Tetrachloro 32598-13-3 C1oH/Cly 291.99 180.0 NA 252.1 268.2 0.05113 0.4384
3,3",4,5-MU SR
78 3.3'4.5-Tetrachloro 70362-49-1 C1oH,Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
3,3',4,5- UK
79 3.3' 4 5"-Tetrachloro 41464-48-6 C1oH,Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
3,3,5,5"- PO &
80 3.3'5 5"-Tetrachloro 33284-52-5 C1oH/Cly 291.99 164.0 NA 252.1 268.2 0.05113 0.4384
3,4,4'5-PU UK
811 34.4'5-Tetrachloro | /0362904 C12H7Cly 291.99 NA NA 252.1 268.2 0.05113 0.4384
2,2',3,3"4- HAEPH
82 22" 3.3 4-Pentachloro 52663-62-4 C1oHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
2,2',3,3',5- LA PH
83 2.2' 3.3'.5-Pentachloro 60145-20-2 C1oHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
2,2'3,3,6- K EER
84 2.2' 3.3'.6-Pentachloro 52663-60-2 C1oHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
2,2'3,4,4'- FL A B Tk
85 2.2'3.4.4Pentachloro 65510-45-4 C1oHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
2,2’,3,4,5- K&K
86 2.2' 3.4 5-Pentachloro 55312-69-1 C1oHsClg 326.44 100.0 NA 270.8 289.1 0.04921 0.3985
2,2'3,4,5 - BR
87 2.2' 3.4.5-Pentachloro 38380-02-8 C1oHsClg 326.44 114.0 NA 270.8 289.1 0.04921 0.3985
2,2',3,4,6- K E B
88 2.2' 3.4.6-Pentachloro 55215-17-3 C1oHsClg 326.44 100.0 NA 270.8 289.1 0.04921 0.3985
2,2',3,4,6"- HAHK
89 2.2' 3.4.6-Pentachloro 73575-57-2 C1oHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
2,2’ 3,4’ 5- R
90 2.2' 3.4' 5-Pentachloro 68194-07-0 C1oHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
2,2',3,4',6- 5 FUk A
91 2.2' 34", 6-Pentachloro 58194-05-8 C1oHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
2,2'3,5,5- [ E R
92 52663-61-3 C1oHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985

2,2',3,5,5'-Pentachloro
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- AR A AT BRE | KT R
e L) 42 Bk N IR T 1 s o ' Diffusivity Diffusivity
No. R CAS No. Tk Molecular Weight | Melting Point | Boiling Point o IR Le Bas in Air in Water
Chemical Molecular Formula 1 o o Molecular Volume | Molar Volume 5
(g mol™) °C) (°C) (cm® mol) Da Dy, X 10
(cm?s™t (cm?s™?
) S = f
93 222"23'35‘%’?155?%@0 73575-56-1 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
’ ’ S, = L e
94 222',23'?;%’,%2?]?;‘3’&@0 73575-55-0 C1oHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
3 [} S f=r T e
95 222"23'3:5"56'-(5551@?&@0 38379-99-6 C1oHsClg 326.44 100.0 NA 270.8 289.1 0.04921 0.3985
s s e T e
96 222',23%%,‘15@‘&@0 73575-54-9 C1,HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
Y S s bk
97 222"23"34";?55?%;]10 41464-51-1 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
[ =R e
08 222"23"34{?53{%;%@0 60233-25-2 C12HsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
3 3 = L e
99 222"24"2%5'-5)53@?9&@0 38380-01-7 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
3 [} A
100l 22A4 6 AR | 30005 g1 C1oHsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985

2,2' 4,4'.6-Pentachloro
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Table C.2. (4:%).
No. 72?“52%3\ CAS No. Molecﬁaflfgrmula MolecularYYeight Melting Point | Boiling Point Molez:j\ul%aﬁi/(l)\lume Molﬁ\?&ime in Air in Wateg
(g mol™) (°C) (°C) (cm® mol}) D2a . Dwleq1
(cm<s™) (cm<s™)
101 Zé’,i:éé;iiiiﬁfm 37680-73-2 C1oHsCls 326.44 76.5 NA 270.8 289.1 0.04921 0.3985
102 2‘2"?;2%.?;§§2§§0 68194-06-9 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
103 2?&2%3??%}0 60145-21-3|  CyoHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
104 Zé’,yﬂf‘é%f_?iifﬁfm 56558-16-8|  CioHsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
105 zz‘é?;é?ﬁﬁ:i%;ﬁffo 32598-14-4 C12HsCls 326.44 105.0 NA 270.8 289.1 0.04921 0.3985
106 2%%341,12%@%?;0 70424-69-0|  CioHsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
107 2233334455P§§fﬁfm 70424-68-9 C12HsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
108 223234‘;5P§]§fﬁfm 70362-41-3 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
109 22312)34%%3??&@%0 74472-35-8 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
110 22234466P§§f’§§0 38380-039|  CiHsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
111 Zéissispiifﬁfm 39635-32-0 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
112 2‘23335566piifﬁ§0 74472-36-9 C15HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
113 22’;’%?5;2%??&%%0 68194-10-5 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
114 2%11%1&?&&0 74472-37-0|  CyoHsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
115 Zé'ii.%ﬁiifﬁfm 74472-38-1 C1oHsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
116 2,222’,%?§§§f§§0 18259-05-7 C12HsCls 326.44 124.0 NA 270.8 289.1 0.04921 0.3985
117|  23ASEAARE eg104.11.6 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985

2,3,4',5,6-Pentachloro
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— — —_—
B o , ‘ E | T R | KT MR
No.|  TIRIERE CAS No ol Molocuar Weight | Melter boint | Boiies bor ST N Diffusivity Diffusivity
Chemical | Molecular Formula |_1e|g Meltlr;%Pomt Boiling Point | 1o 1ecular Volume | Molar Volume in Air in Water
(g mol) ) (°C) 31 Da D,, x 10°
(cm? mol) 2% 1 Y
118] 2344 5-HAIH (cm=s™) (cm? s
2,3'4,4' 5-Pentachloro 31508-00-6 C12H5Cls 326.44 107.0 NA 270.8 289.1 0.04921 0.3985
2,3',4,4',6- L &bk
119 il 1 ’ _ _
2,3 44" 6-Pentachloro | 28179 C12HsCly 326.44 NA NA 270.8 289.1 0.04921 0.3985
2,3',4,5,5"- HERK
120] 534,55 Pentachioro |8194127|  C12HsCls 326.44 NA NA 2708 289.1 0.04921 03985
2,3'4,5',6- LA
121 5 34,5 6-Pentachioro | 028180 C12HsCly 326.44 NA NA 270.8 289.1 0.04921 03985
2',3,3",4,5- AR
122 ™y Ty ~ _
2',3,3',4,5-Pentachloro 76842-07-4 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
23,44 5- LEBHE
12 ' 4.
3| 23.4.4' 5-Pentachioro | 2510443 C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3085
2',3,4,5,5- H AWK
124 53,4555 Pentachioro | 0*2470-3|  C12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3085
2',3,4,5,6- H AWK
125 74472-39-2 CioHsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985

2'.3,4,5,6'-Pentachloro
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Table C.2. (4:5).
e ——
No. 15 A 4 7R CAS No. o7k Mole%ﬁirﬁv%ei ht | M It%)ﬁl‘3 i A R }EL(;?T\ éﬁiﬂ Im;f?giﬁ?&ﬁﬁ 7kq;?§jgi3%§\ﬁ
Chemical Molecular Formula (g molY) g € '(r;%) oint BoHlEL%;Domt Molecular Volume | Molar Volume 'nDA'r I'Swa{[gg
(cm?® mol 1) 2 sz -1
126 33 AASBIEIK g7 465 088  CpHsCl po. o
399 45 P tachion 28- 12HsCls 326.44 NA NA 270.8 289.1 0.04921 0.3985
R T
127 3‘?;;,,34“‘5’,55',?5(%31;@%@0 30635-33-1|  CioHsClg 326.44 NA NA 270.8 289.1 0.04921 0.3985
128 22223333;34H§if"fi 38380-07-3|  CioHaClg 360.88 150.0 NA 280.4 310.0 0.04751 0.3619
129 22"2?"’33,'3:?1';1‘25_;@?:%1’?2?0 55215-18-4|  CioHaClg 360.88 85.0 NA 280.4 310.0 0.04751 0.3619
T
130 2,221'23,334?,)4?5'%;&?5?@?0 52663-66-8|  CioHsClg 360.88 NA NA 289.4 310.0 0.04751 0.3619
ey
131 2,22'%3‘,,33;?52&(«3\5;3%?0 61798-70-7|  CioH4Clg 360.88 NA NA 289.4 310.0 0.04751 0.3619
132 222233334466H§X§f§2‘r0 38380-05-1|  CioHiClg 360.88 NA NA 289.4 310.0 0.04751 0.3619
e
133 22223335555H’e\fa‘fﬁ§70 35694-04-3|  CioHsCle 360.88 NA NA 289.4 310.0 0.04751 0.3619
s e
134 2,22'%3‘,,33;?5,56%/«3\5;3333?0 52704-70-8|  CioHsCle 360.88 100.0 NA 289.4 310.0 0.04751 0.3619
e
135 2,22'%é?é?é?é?r_|/e\x§ahfﬁ§o 52744-13-5|  CioH,Clg 360.88 NA NA 289.4 310.0 0.04751 0.3619
136 222233336666H§X§f§;*}0 38411-222|  CioHyCl 360.88 1122 NA 289.4 310.0 0.04751 0.3619
137 Z?éf;?dfti,‘gifjfﬁfm 35694-06-5|  CioH4Clg 360.88 NA NA 289.4 310.0 0.04751 0.3619
e
138 Z’Zéféif“i,“‘éf;'gxifﬁjjo 35065-28-2|  CioHaClo 360.88 80.0 NA 289.4 310.0 0.04751 0.3619
e
139 Z’Zégéiif“if,‘éi(e\jfﬁj‘ro 56030-56-9 C12H4Clg 360.88 NA NA 289.4 310.0 0.04751 0.3619
140 z’zzfﬁf“if,‘gff;?i\fiﬁo 59291-64-4 C12H4Clg 360.88 NA NA 289.4 310.0 0.04751 0.3619
141 222233445555H§X§f§§0 52712-04-6|  C1pH,Cl 360.88 NA NA 289.4 310.0 0.04751 0.3619
14| 22Z3AS6NEK 41410614 CpHACle 360.88 NA NA 289.4 310.0 0.04751 0.3619

2,2',3,4,5,6-Hexachloro
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- B AR A TAEFRIY RS | KPP ECR S
= I e 4 IRJFL W W . 4 Diffusivity Diffusivity
No. (z?:%.g'%' CAS No. T Molecular Weight | Melting Point | Boiling Point o IR Le Bas in Air in Water
emical Molecular Formula 1 o o Molecular Volume | Molar Volume D D x 105
(g mot) C) C) i a X
(cm?s™? (cm?s™t
2,2',3,4,5,6'- /N FUE A
/21345, -15- C1oHACl
193] L e b rerachioro | 68194150 12H4Cls 360.88 NA NA 289.4 310.0 0.04751 0.3619
2,2',3,4,5',6- /N ALK
] I BN ] i) _ _ C H Cl
L4l e rorachioro | 68194-14-0 12H4Cls 360.88 NA NA 289.4 310.0 0.04751 0.3619
2,2,3,4,6,6- 7N ALK c
L 1 ) 1 1 - - H CI
145] 5 23,4,6,6-Hexachloro | /4472405 127416 360.88 NA NA 289.4 310.0 0.04751 0.3619
2,2',3,4',5,5'- N ALK
i) "™~y ™~y _ - C H CI
146| ; 2 3.4 5 5"Hexachloro | 1908168 127416 360.88 NA NA 289.4 310.0 0.04751 0.3619
2,2',3,4',5,6-7 FUE A
y "™y g ] _ - C H Cl . . ) ) ]
147 5.2 3.4'5 6-Hexachloro |°8194138 12HaCle 360.88 NA NA 289.4 310.0 0.04751 0.3619
2,2',3,4',5,6'- 7S AR
1 L 1 ) ) - - C H Cl . . ) ) )
148) 5 23,4'5,6"-Hexachloro | +4724%7 12HaCle 360.88 NA NA 289.4 310.0 0.04751 0.3619
2,2',3,4'5",6- /N AR c
1 L 1 L 1 - - H CI
1491 3 234 5',6-Hexachloro | 0580040 12HCle 360.88 NA NA 289.4 310.0 0.04751 0.3619
150| 22,3466 NHIKK eg19408.1|  C1H,Cle 360.88 NA NA 289.4 310.0 0.04751 0.3619

2,2',3,4',6,6'-Hexachloro
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Table C.2.

(5:3%).
[P i - S ?%zigff%& 7J¢F‘E’£fﬁ&%

No. Ep SR CAS No. Mf)j\le%ciltar Molecular Meli.i“r‘lg Boilii‘ﬁ‘g I\é/ljtal%eﬁlir Le Bas Diffusivity Diffusivity

Chemical Formula Welgljt Point Point Volume Molar Vqu_me in Air in Wateg
(g molt) (°C) (°C) (cm3 molL) Da Dy X 10

(cm2s?) (cm2s
151 222233555566H§jf§§0 52663-63-5 | C1HaCls | 360.88 NA NA 289.4 310.0 0.04751 0.3619
152 2,22’%?5’,56',6é$§§f§§o 68194-09-2 | CiHaCls | 360.88 NA NA 289.4 310.0 0.04751 0.3619
153 Zyzz’f;ifllif'ls‘?s‘?fﬁffiﬁo 35065-27-1 | Ci2HsClg | 360.88 103.0 NA 289.4 310.0 0.04751 0.3619
154 Z’Zéflifldlfg?é?;fxffiﬁo 60145-22-4 | Cy1pH4Cls | 360.88 NA NA 289.4 310.0 0.04751 0.3619
155 2?;;2.‘};%?;?5%? , | 33979032 | CiHiCle | 36088 | 114.0 NA 289.4 310.0 0.04751 0.3619
156 223333444455@?5?3?0 38380-08-4 | CyH4Clg | 360.88 NA NA 289.4 310.0 0.04751 0.3619
157 223333444455@5%?0 69782-90-7 | CyH4Clg | 360.88 NA NA 289.4 310.0 0.04751 0.3619
158 2,23;?3;?;3.‘2?;@5?;’3;%0 74472-42-7 | C1oHyCls | 360.88 NA NA 289.4 310.0 0.04751 0.3619
159 223333445555@5?&2’1 39635-35-3 | C1oHsClg | 360.88 NA NA 289.4 310.0 0.04751 0.3619
160 2?é?é?fé?éﬁ?§fifo 41411-62-5 | CioHsCls | 360.88 NA NA 289.4 310.0 0.04751 0.3619
161 223333445566H§x§f§?r0 74472-43-8 | CyH4Clg | 360.88 NA NA 289.4 310.0 0.04751 0.3619
162 223333445555,4@?%??0 39635-34-2 | CioH4Clg | 360.88 NA NA 289.4 310.0 0.04751 0.3619
163 223333445566H§§f§f0 74472-44-9 | CyH,Cls | 360.88 NA NA 289.4 310.0 0.04751 0.3619
164 22”3?’3%;1‘.1:’5?'2;2(?%?0 74472-45-0 | C1oH4Clg | 360.88 NA NA 289.4 310.0 0.04751 0.3619
165 Z’Zé?’g'fgf’éfgfaifﬁi 74472-46-1 | CioHCls | 360.88 NA NA 289.4 310.0 0.04751 0.3619
166 Z’Zéiﬁgtséﬁﬁfﬁﬁo 41411-63-6 | CioHsCls | 360.88 NA NA 289.4 310.0 0.04751 0.3619
167 2,3,4,4',5,5' /5 G 52663-72-6 | C1,HiCls | 360.88 NA NA 289.4 310.0 0.04751 0.3619
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R el ?’ﬁ’;‘iﬁffﬁ& 7J<£F'E"J£fﬁ5lf%
IR B 15 R bR ~ EIRARAR 7% %
N 15 R AR CAS N Mﬁj\l%flc Molecular | Melting | Boiling I\]/Ij l%ﬁsl,tl Le Bas Diffusivity Diffusivity
0. Chemical 0. F%ren?ljlzr Weight Point Point \?Oﬁfnli:r Molar Volume in Air in Water
(g mol'h) (°C) (°C) (cm3 molL) D, D,, x 10°
(cm? s (cm? s
2,3',4,4'5,5'-Hexachloro
| T
168 223',3 444'45"563;; \i‘fﬁﬁo 59291-65-5 | Ci,H.Cls | 360.88 NA NA 289.4 310.0 0.04751 0.3619
[ [ D Yy s Y o
169 339;?’44445’55’?{4;\@?%?0 32774-16-6 | CiHiClg | 360.88 | 202.0 NA 289.4 310.0 0.04751 0.3619
= L
70| ;,ég:iﬁ,“gii‘aﬂfhﬁm 35065-30-6 | CroHsCl, | 39533 | 1355 NA 308.1 330.9 0.04597 0.3281
' | ' = T
T 222'-23433;?’444%?;;3{?%?0 52663-71-5 | CipHsCl; | 39533 | 122.4 NA 308.1 330.9 0.04597 0.3281
[ [ 1 f= R e
72| 5253 445’55?;;3?5?32‘:0 52663-74-8 | CiHsCl, | 395.33 NA NA 308.1 330.9 0.04597 0.3281
73| 2238 445'55"4':;?%;'?0 68194-16-1 | CioHaCl, | 395.33 NA NA 308.1 330.9 0.04597 0.3281
' B ' YT
174 222',2:;33;,3 ﬂ%fgggi‘fﬁﬁo 38411-25-5 | CiHsCl, | 395.33 NA NA 308.1 330.9 0.04597 0.3281
' B ' YT
175 | 2233456 LIURAE | 45185 707 | CpHCl | 395.33 NA NA 308.1 330.9 0.04597 0.3281

2,2',3,3',4,5',6-Heptachloro
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Table C.2. (4.

| ERER | oms | B | mmamo | 0T | FREE

No. %ﬁé%%ﬁ\ CAS No. Mf)j\le%ciltar Mole_c ular Melt.ing Boilling I\ﬁ/lj\ol%eﬁfgr Ll\joBI:f Diffusi_vity I_Diffusivity

emical Formula Welgr_lI Pé)mt P(())lnt Volume Volume in Air in Wateg

(g mol™~) (°C) (°C) (cm? mold) E;a . Dy leql

(cm<s™) (cm<s™)
176 22223234‘;;%6H;%§Eﬁfm 52663-65-7 | CioHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
177 2222323445566H2%§2ﬁ§0 52663-70-4 | CioHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
178 222232352566H;§5ﬁ§0 52663-67-0 | CioHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
179 222232352566H;§5ﬁ§0 52663-64-6 | CioHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
180 22223132556H;%§5ﬁ§0 35065-29-3 | CioHsCl; | 39533 | 110.0 NA 308.1 330.9 0.04597 0.3281
181 Zzzzsii‘;i;?';fffﬁo 74472-47-2 | CpHaCl, | 395.33 NA NA 308.1 330.9 0.04597 0.3281
182 2222313‘;%6H;%§§ﬁ§0 60145-23-5 | CioHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
183 2222313;‘;566H;%§Eﬁ§0 52663-69-1 | CioHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
184 22223:232566H;{:p)§§ﬁ%r0 74472-48-3 | CiHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
185 2;’,’23;',3’2':;"2'_’Géfiiifm 52712-05-7 | CioHsCl; | 39533 | 149.0 NA 308.1 330.9 0.04597 0.3281
186 ;ffféfgziefiﬂrﬁfo 74472-49-4 | CyHsCl, | 395.33 NA NA 308.1 330.9 0.04597 0.3281
187 22223343545566H;f‘f§§0 52663-68-0 | CoHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
188 222314556%6H;%i§ﬁ§0 74487-85-7 | CyHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
189 223;34145555H;%§§ﬁ§0 39635-31-9 | CioHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
190 223;34145566H;§§§§0 41411-64-7 | CiHeCl; | 39533 | NA NA 308.1 330.9 0.04597 0.3281
101 222)34145566H§§§ﬁfm 74472-50-7 | CiHsCl; | 395.33 NA NA 308.1 330.9 0.04597 0.3281
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. FRER | Sglhd | KR
3 7N ﬁﬁ %/ﬁ\ 7\%"/@\ * B. %5 7%
N SR BIR A Molecular | Melting | Boiling AR Le Bas Diffusivity Diffusivity
o. : CAS No. Molecular ) : ; Molecular Molar L ;
Chemical Weight Point Point in Air in Water
Formula 1 o o Volume Volume 5
(g molt) (°C) (°C) 3 1 D, D, x 10
(em* mol) (cm? s (cm? s
192 2é’3;'34’45’55,'56]-6|—-|;it§ﬁa§fﬂ2§r0 74472-51-8 | CioHsCl, | 395.33 NA NA 308.1 330.9 0.04597 0.3281
193 2é’%,34’,45'Z’Z’iéﬁiﬁﬁo 69782-91-8 | CioHsCl, | 395.33 NA NA 308.1 330.9 0.04597 0.3281
194 225-25,3;21421"1555- gc\iﬁofo 35694-08-7 | CiHoClg | 42077 | 159.0 NA 326.8 351.8 0.04457 0.2967
105 zzé-zésé-gfféséé-o/c\tiﬁjfo 52663-78-2 | CioH,Clg | 429.77 NA NA 326.8 351.8 0.04457 0.2967
196 2252535 fffé.@_ggiﬂjjfo 42740-50-1 | CyoHoClg | 429.77 NA NA 326.8 351.8 0.04457 0.2967
197 225'255 fffg?_gc\iﬁ;fo 33091-17-7 | CioHoClg | 429.77 NA NA 326.8 351.8 0.04457 0.2967
198 22; fé?’ 4,14é5;, éf_‘gc\t‘iﬁofo 68194-17-2 | CiH,Clg | 429.77 NA NA 326.8 351.8 0.04457 0.2967
199 222'2 éség “14%55 é?ééiﬁfm 52663-75-9 | CioH,Clg | 429.77 NA NA 326.8 351.8 0.04457 0.2967
200 | 22384566 NRER | goeea 757 | CouHCly | 42977 NA NA 326.8 351.8 0.04457 0.2967

2,2'3,3',4,5,6,6'-Octachloro
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Table C.2. (££3%).

- B fRAATR é@gg’;?ﬁ KRBT B
. RRE gy = - * AR E
— o 1 Le Bas A 718 =2 N
No VR 27 B CAS No Mf)j\le%catar Molecular | Melting Boiling I\ﬁ/lj\ol%eﬁfér Molar Diffusivity Diffusivity
: Chemical ) Weight Point Point in Air in Water
Formula i Volume Volume 5
(g molY) (°C) (°C) . Da D, X 10
9 (cm3 mol'})
(cm? s (cm? s
201 | 2,2',3,3,4,5,6,6-/\G B E 40186-71-8 | Cy,H.Clg | 429.77 NA NA 326.8 351.8 0.04457 0.2967
2,2'.3,3',4,5'6,6'-Octachloro
202 | 2,2',3,3'5,5',6,6-/\S K 2136-99-4 C1oH,Clg 429.77 162.0 NA 326.8 351.8 0.04457 0.2967
2,2',3,3',5,5'6,6'-Octachloro
203 | 2,2',3,4,4'5,5',6-/\SEEEK 52663-76-0 C1oH,Clg 429.77 NA NA 326.8 351.8 0.04457 0.2967
2,2'3,4,4'5,5',6-Octachloro
204 | 2,2'3,4,4'5,6,6'-/\SEEXK 74472-52-9 C1oH,Clg 429.77 NA NA 326.8 351.8 0.04457 0.2967
2,2',3,4,4'5,6,6'-Octachloro
205 | 2,3,3',4,4'5,5',6-/\SEEEK 74472-53-0 C1oH,Clg 429.77 NA NA 326.8 351.8 0.04457 0.2967
2,3,3'4,4'5,5',6-Octachloro
206 |2,2',3,3',4,4'55 6- L5 BEK 40186-72-9 C1,HClg 464.22 206.0 NA 345.5 372.7 0.04329 0.2674
2,2',3,3',4,4'5,5',6-Nonachloro
207 | 2,2',3,3',4,4'5,6,6'- LS B K 52663-79-3 C1,HClg 464.22 NA NA 345.5 372.7 0.04329 0.2674
2,2'3,3',4,4',5,6,6'-Nonachloro
208 |2,2',3,3',4,5,5',6,6- LS BE 52663-77-1 C1oHClg 464.22 182.8 NA 345.5 372.7 0.04329 0.2674
2,2'3,3',4,5,5',6,6'-Nonachloro
209 | 2,2',3,3',4,4'5,5',6,6'- LB % | 2051-24-3 C12Clyg 498.66 305.9 NA 364.2 393.6 0.04212 0.2401
2,2'3,3,4,4'55'6,6'-
Decachloro

aNA, not available
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Table C.3. Basic hysicochemical properties of polychlorinated byphenyls (PCBs) at 298.2 K — aroclor mixtures.
T &R a—AESZRELR(PCBS)fE 298.2 K (I E AY B MR,
o . JEE IR AR AR
ye JE 7R It 15 55 Wb
15 G 44 TR 7Tk - pre g I TR Le Bas
No. Chemical CAS No. Molecular Formula Molecular \_/Yelght Meltlr(l)g Point Bomr:)g Point Molecular Volume Molar Volume
(g molt) (°C) (°C) 3
(cm° mol™)
WA R (2RI
-11- H-Cl
1 Aroclor 1016 12674-11-2 C12H7Cly 257.55 233.4 247.3 0.05332 0.4821
WK (2RI
2 Aroclor 1221 111-042-82 C12Hg85Cl115 193.83 198.8 208.6 0.05835 0.5759
TR (2 o
3 Aroclor 1232 111-411-65 C12H7.96C12.04 224.48 215.4 227.2 0.05574 0.5285
Tk IR (ZEEE
-692- Hg oCl
4 Aroclor 1242 534-692-19 Ci2HsoCl3 1 260.99 235.2 249.4 0.05309 0.4476
Tk IR (BB
-722- Hg 1Cl
5 Aroclor 1248 126-722-96 C12He.1Clz g 288.55 250.2 266.1 0.05134 0.4426
WA R (BRI
6 Aroclor 1254 110-976-91 C12H5,04Cl4.96 325.06 270.0 288.3 0.04929 0.4000
Fr = L i
7 DIEAVIMEZN IS ) 110-968-25 Ci12H3 7Clg 3 371.22 295.0 316.3 0.04703 0.3514

Aroclor 1260
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Table C.4. Basic physicochemical properties of dioxins at 298.2 K.

298.2 K By —MEF A B ATE(L MR

- R A R IY R KPR
et | BERER | g B | e | LeBas % i
No TG4 R CAS No Mglecjlar Molecular Melting | Boiling I\]/Ijoleculgr Molar Diffusivity Diffusivity
) Chemical : Weight Point Point in Air in Water
Formula 1 o o Volume Volume D Do x 105
(g mol'l) (°C) (°C) (cm? molY) a w X
cm?s” cm? s”
( 2 1) ( 2 1)
EE T
1 fl':%c *f . '“% 262-23-4 C12HgO- 184.20 123.0 283.5 166.6 184.2 0.06340 0.6463
Dibenzo-p-dioxin
S — 3 — e
A RIE-X - c
-53- H,0,ClI
2 1-Chlorodibenzo-p-dioin 39227-53-7 12H702 218.65 105.5 315.5 185.3 205.1 0.05979 0.5854
25 = -~ c
-54- H,0,ClI
3 2-Chlorodibenzo-p-dioxin 39227-54-8 1oH70, 218.65 89.0 316.0 185.3 205.1 0.05979 0.5854
2,3- R TR -
) -15-9 | C1,HgO,ClI
4 2.3-Dichlorodibenzo-p-dioxin 29446-15-9 | C1,HgO,Cly 253.09 164.0 358.0 204.0 226.0 0.05678 0.5315
2,7- S R -
' -26-0 | C1,HgO,CI . ) . . . . .
5 2.7-Dichlorodibenzo-p-dioxin 33857-26-0 | C1,HgO,Cl, 253.09 210.0 373.5 204.0 226.0 0.05678 0.5315
6 2,8- 5B 38964-22-6 | C1oHg0,Cly | 253.09 151.0 NA2 204.0 226.0 0.05678 0.5315
2,8-Dichlorodibenzo-p-dioxin
1,2,4- =5 R -0 -
Ly -58-2 | C1,H:0,CI
7 1,2.4-Trichlorodibenzo-p-dioxin 39227-58-2 12H505Cl3 287.54 129.0 375.0 222.7 246.9 0.05420 0.4830
1,2,4- =5 R -0
Ly -58-8 | C1,H40,CI
8 1,2,3.4-Tetrachlorodibenzo-p-dioxin 30756-58-8 12H405Cly 321.98 190.0 419.0 241.4 267.8 0.05196 0.4392
1,2,3,7-ME 2R FF[1,4] =%
9 : -18-6 | C1oH40,Cl
9 1,2.3,7-Tetrachlorodibenzo-p-dioxin 67028-18-6 12H405Cly 321.98 172.0 438.3 241.4 267.8 0.05196 0.4392
1,2,3,4- D& — K H--
s -58-8 | C1,H40,Cl . . . . . . .
10 1,3.6,8-Tetrachlorodibenzo-p-dioxin 30746-58-8 | C12H40,Cly 321.98 219.0 438.3 241.4 267.8 0.05196 0.4392
2,3,7,8-MU5 I xf- s
e -01-6 | C1,H40,ClI . ) . . . . .
11 2.3.7.8-Tetrachlorodibenzo-p-dioxin 1746-01-6 | C1oH40,Cl, | 321.98 305.0 446.5 241.4 267.8 0.05196 0.4392
1,2,3,4,7-H & K- - %
O -61-7 | C1oH30,Cl
12 1,2.3,4,7-Pentachlorodibenzo-p-dioxin 39227-61-7 12H305Clg 356.43 195.0 464.7 260.1 288.7 0.04998 0.3993
13 1,2,3,4,7,8-Hexachlorodibenzo-p-dioxin 39227-26-8 | C1oH,0,Clg 390.87 273.0 487.7 278.7 309.6 0.04822 0.3626
1,2,3,4,6,7,8- L& _FIH-XF- WK
14 1,2,3,4,6,7,8-L& R IF-4F- KL 35822-46-9 | C1,HO,Cl, 425.32 265.0 507.2 297.4 330.5 0.04663 0.3287
1,2,3,4,6,7,8-Heptachlorodibenzo-p-dioxin
A — R —
15 1,2,3,4,6,7,8,9-/\S—AIF-H -5 3268-87-9 | C1,0,Clg | 45976 3220 | 5100 316.1 351.4 0.04519 0.2973
Octachlorodibenzo-p-dioxin
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aNA, not available

Table C.5. Basic physicochemical properties of dibenzofurans at 298.2 K.
298.2 K if A F XM Kb &I EARIE MR
. R | pdil | KTRTE
< RRE = i} R ey
SR EBIR A Molecular | Melting | Boiling I AR Le Bas Diffusivity Diffusivity
No. : CAS No. Molecular : . . Molecular Molar S ;
Chemical Weight Point Point in Air in Water
Formula 1 o o Volume Volume 5
(g molt) (°C) (°C) (cm? molY) D, D, x 10
(cm? s (cm? s}
1 .:7'5#”%% 132-64-9 C1oHgO 168.20 86.5 287.0 160.5 176.7 0.06488 0.6702
Dibenzofuran
2 28-—R_EHHEM | 5109836 CH0C | 20264 | 1840 | 3750 | 1792 197.6 0.06099 0.6064
2,8-Dichlorodibenzofuran
2,4,7 8-SR K FFIL T
3 2,3,7,8- 51207-31-9 Cy,H40OCly 305.98 227.0 438.3 235.3 260.3 0.05269 0.4544
Tetrachlorodibenzofuran
2,4,7,8-TU& — K F kIR
4 2,3,4,7,8- 51207-31-4 C1,H30Clg 340.42 196.0 464.7 253.9 281.2 0.05063 0.4132
Pentachlorodibenzofuran
1,2,3,4,7,8-N& K Ik
5 > 3”? 28 70658-26-9 C1,H,0Clg 374.87 225.5 487.7 272.6 302.1 0.04880 0.3754
Hexachlior’oéiil;)énzofuran
1,2,3,6,7,8- X8| - #FFFk
6 1o 3”% . 57117-44-9 C4,H,0Clg 374.87 232.0 487.7 272.6 302.1 0.04880 0.3754
Hexachlyor’oait’)eynzofuran
1,2,3,4,6,7,8-tR %3
7 ki 1,2,3,4,6,7,8- 67462-39-4 C1,HOCI; 409.31 236.0 507.2 291.3 323.0 0.04715 0.3406
Heptachlorodibenzofuran
1,2,3,6,7,89-t& %3
8 12 ;ﬁﬂf;ﬁ 8.9 55673-89-7 C,,HOCI; 409.31 221.0 507.2 291.3 323.0 0.04715 0.3406
Heptachlc’)ré)d’ibyeﬁzofuran
9 IR AT IRT 39001-02-0 C1,0Clg 443.76 258.0 537.0 310.0 343.9 0.04566 0.3083

Octachlorodibenzofuran
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Table C.6. Basic physicochemical properties of polycyclic organic matter (POM) at 298.2 K.
298.2 K T Z AN (POM)RIE AR

- e T T
- SFR g’fﬁl@ R HR | s zam Le Bas ﬁfﬁ‘?ﬁ f#‘
NoO ,gs,’é%gf,’y\ CAS No Molecular Mo ecular Melt.mg BO|I.|ng Molecular Molar D|_ usivity [_)l usivity
’ Chemical ’ Weight Point Point in Air in Water
Formula 1 o o Volume Volume 5
(g mol™) °C) (°C) (cm® mol) Da D, x 10
(cm? s (cm? s}
1 —&{kEf Indan 496-11-7 CgHig 118.18 -51.0 178.0 129.6 143.7 0.07347 0.7913
2 i 91-20-3 CioHsg 128.18 80.2 217.9 140.9 147.6 0.07029 0.7754
Naphthalene
3 L-AESR 90-12-0 Ci1H10 142.20 -22.0 244.6 161.4 169.8 0.06559 0.6932
1-Methylnaphthalene
4 2-FRER 91-57-6 Ci1H10 142.20 34.6 241.9 161.4 169.8 0.06559 0.6932
2-Methylnaphthalene
12-"HREE
’ -98- CyoH . -1. . . . . .
5 1,2-Dimethylnaphthalene 573-98-8 12H12 156.23 1.0 267.0 181.9 192.0 0.06169 0.6227
6 1,3-— R &5 575-41-7 CioH1o 156.23 NA2 265.0 181.9 192.0 0.06169 0.6227
1,3-Dimethylnaphthalene
14-—HREZE
7 ’ 71-58-4 CyoH 156.2 7.7 262. 181. 192. .061 .6227
1,4-Dimethylnaphthalene 571-58 127712 56.23 62.0 81.9 92.0 0.06169 0.6
15-Z“REXR
8 . 571-61-9 CioH1o 156.23 81.0 249.0 181.9 192.0 0.06169 0.6227
1,5-Dimethylnaphthalene
9 2,3-— FE5 581-40-8 CioHypo 156.23 105.0 269.0 181.9 192.0 0.06169 0.6227
2,3-Dimethylnaphthalene
10 2,6-— R E5 581-40-2 CioHypo 156.23 108.0 262.0 181.9 192.0 0.06169 0.6227
2,6-Dimethylnaphthalene
11 LZE% 1127-76-0 CioHyo 156.23 -13.8 258.7 181.9 192.0 0.06169 0.6227
1-Ethylnaphthalene
12 Rl 939-27-5 CioH1o 156.23 -70.0 252.0 181.9 192.0 0.06169 0.6227
2-Ethylnaphthalene
=REE
13 1,4,5- 2131-41-1 CisHig 170.26 64.0 185.0 202.4 214.2 0.05839 0.5611
Trimethylnaphthalene
14 Biﬁ;yl 92-52-4 CioHpp 154.21 71.0 256.0 177.3 184.6 0.06247 0.6451
A-REBPR
-08- CysH . . . . . . .
15 4-Methylbiphenyl 644-08-6 13H12 168.24 45.5 268.0 197.8 206.8 0.05906 0.5808
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o R | Sprh | ATETE
. TRE =y 3= t AR
TSR AT T Molecular | Melting Boiling AR Le Bas Diffusivity Diffusivity
No. ; CAS No. Molecular : - : Molecular Molar S ;
Chemical Weight Point Point in Air in Water
Formula 1 o o Volume Volume 5
(g mol™) (°C) (°C) (cm? mold) Da Dy X 10
(cm? s (cm? s
4,4-"REREK
-33- Cq3H . . i ) . . .
16 4,4Dimethylbiphenyl 613-33-2 13H14 170.26 119.0 295.0 202.4 214.2 0.05839 0.5611
17 ) —HHL 101-81-5 Ci3H1p» 168.24 25.0 264.3 197.8 206.8 0.05906 0.5808
Diphenylmethane
18 1’?3-ige2:z§‘lﬁ 103-29-7 Ci4H14 182.27 52.2 285.0 218.3 229.0 0.05613 0.5242
19 RA-1.2 :.ZKZ’*% 103-30-0 CiqH1o 180.25 124.0 NA 213.7 221.6 0.05672 0.5423
trans-Stilbene
E
2 -32- CqoH 154.21 2 277. 159. 173.1 . .6821
0 Acenaphthene 83-32-9 12H10 5 96 5 59.0 3 0.06559 0.68
21 &% Acenaphthylene 208-96-8 CyoHg 152.20 92.0 270.0 154.4 165.7 0.06652 0.7074
22 % 86-73-7 Cy3H1o 166.22 116.0 295.0 174.9 187.9 0.06249 0.6350
Fluorene
1-HEG
23 1730-37-6 Ci4H1o 180.25 85.0 NA 195.4 210.1 0.05909 0.5719
1-Methylfluorene
24 3 85-01-8 Ci4H10 178.24 101.0 339.0 190.8 196.7 0.05978 0.6090
Phenanthrene
25 L-FESE 832-69-6 CisHio 192.26 123.0 359.0 211.3 218.9 0.05677 0.5491
1-Methylphenanthrene
26 = 120-12-7 CiqH1o 178.24 216.2 340.0 190.8 196.7 0.05978 0.6090
Anthracene
9-FEE
27 779-02-2 CigHyo 192.26 815 355.0 211.3 218.9 0.05677 0.5491

9-Methylanthracene
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Table C.6.

(Cont.).
S 781D % '}f‘g‘,‘_\l—:—'\ \;#—‘)ﬁ N t B /\” /\”
EE L BN T Molecular | Melting Boiling AR Le Bas Diffusivity Diffusivity
No. ; CAS No. Molecular : - : Molecular Molar L ;
Chemical Weight Point Point in Air in Water
Formula 1 o o Volume Volume D D x 105
(g m0| ) ( C) ( C) (Cm3 mol-_‘]_) a WX
(cm?s™t (cm?s™t
28 2-FE- 613-12-7 CisH1p 192.26 209.0 359.0 211.3 218.9 0.05677 0.5491
2-Methylanthracene ° ) ) ' ' ) ' )
9,10-“HER
; ~ -43- Cq6H . . . . . .
29 9,10-Dimethylanthracene 781-43-1 16H14 206.29 182.0 NA 231.8 2411 0.05416 0.4960
30 nyzne 129-00-0 Ci6H10 202.26 151.2 404.0 204.3 213.8 0.05747 0.5622
31 KR 206-44-0 Ci6H10 202.26 107.8 384.0 204.3 217.3 0.05747 0.5532
Fluoranthene
32 L2-%3% 238-84-6 Ci7H12 216.29 189.5 405.0 224.8 239.5 0.05477 0.4996
Benzo[a]fluorene
33 i 243-17-4 Ci7H12 216.29 212.0 402.0 224.8 239.5 0.05477 0.4996
Benzo[b]fluorene
34 & 218-01-9 CqigH1o 228.30 252.2 448.0 240.7 250.8 0.05290 0.4745
Chrysene
35 9’_10_$#3E 217-59-4 CigH12 228.30 199.0 425.0 240.7 250.8 0.05290 0.4745
Triphenylene
36 H=BER 92-94-4 CigHig 230.31 213.0 389.0 263.6 273.2 0.05068 0.4286
p-Terphenyl
37 X 92-24-0 CigH1» 228.30 357.0 sublimes 240.7 250.8 0.05290 0.4745
Naphthacene
e B
38 At 56-55-3 CigH1o 228.30 158.0 437.6 240.7 250.8 0.05290 0.4745
Benz[a]anthracene
S —’o,i"——[%—
39 A7 (bl 205-99-2 CyoH12 252.32 164.0 NA 254.2 268.9 0.05130 0.4370
Benzo[b]fluoranthene
40 AIFRE 205-82-2 CaoH1z 25232 | 166.0 480.0 254.2 268.9 0.05130 0.4370
Benzo[j]fluoranthene
41 AR 207-08-9 CaoH12 25232 | 217.0 480.0 254.2 268.9 0.05130 0.4370
Benzo[k]fluoranthene
A Ft[alte
42 50-32-8 CooH12 252.32 176.5 495.0 254.2 265.4 0.05130 0.4440
Benzo[a]pyrene
A IFleltt
43 192-97-2 CooH1o 252.32 177.5 311.0 254.2 265.4 0.05130 0.4440
Benzo[e]pyrene
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o i | Egr iy | KRR
. RRE 1A = b =) t E Y
TSR AT T Molecular | Melting Boiling AR Le Bas Diffusivity Diffusivity
No. ; CAS No. Molecular : - : Molecular Molar S ;
Chemical Weight Point Point in Air in Water
Formula 1 o o Volume Volume D D. x 105
(g mol ) ( C) ( C) (Cm3 m0|-l) a w X
(cm? s (cm? s
44 e 198-55-0 CooH12 252.32 274.0 495.0 254.2 265.4 0.05130 0.4440
Perylene
7,12-ZHEXHF[a&E
45 7,12-Dimethylbenz[a] 57-97-6 CooH1e 256.35 1225 NA 281.8 295.2 0.04883 0.3875
anthracene
9,10-“ R EFRKH[a]&
46 9,10-Dimethylbenz[a] 56-56-4 CyoH1s 256.35 122.0 NA 281.8 295.2 0.04883 0.3875
anthracene
3-HEMERE 280.0
47 -49- CyH 268. 179. 279.4 298. .04892 .3817
3-Methylcholanthrene 56-49-5 217716 68.36 9.0 (80 mm Hg) 9 98.5 0.0489 038
48 A3t [ghile 191-24-2 CatHie 268.36 278.0 NA 261.1 280.0 0.05050 0.4155
Benzo[ghi]perylene
49 AR 135-48-8 CyoHia 278.36 257.0 NA 290.6 302.4 0.04793 0.3749
Pentacene
. _— e
50 . 1,2:34-Z R 215-58-7 CooHyy 278.36 206.0 518.0 290.6 302.4 0.04793 0.3749
Dibenz[a,c]anthracene
—&EIH[a,h]E
1 -70- CooH 278. 269. 24. 290. 2.4 .047 374
5 Dibenz[a,hlanthracene 53-70-3 2oH14 8.36 69.5 524.0 90.6 30 0.04793 0.3749
52 L 58-70-3 CaoHis 278.36 196.0 NA 290.6 302.4 0.04793 0.3749
Dibenz[a,j]Janthracene
53 = Coronene 191-07-1 CosHqo 300.36 437.3 525.0 281.2 294.6 0.04852 0.3886

aNA, not available
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Table C.7. Basic physicochemical properties of coke oven emissions at 298.2 K — monoaromatic and phenolic compounds.
298.2 K £ HEMMB A MR- FEBNM XL EY.
i B AR IAAR E@%’fﬁ KHEIY B
g 7N ﬁﬁ ﬁ?éq'/'ﬁ\ 5%/'\5\ * B £ 7%
TSR AT T Molecular | Melting Boiling I AR Le Bas Diffusivity Diffusivity
No. : CAS No. Molecular : - . Molecular Molar S ;
Chemical Weight Point Point in Air in Water
Formula 1 o o Volume Volume 5
(g molt) (°C) (°C) (cm3 molY) D, Dy, x 10
(cm? s (cm? s
1 Ethy%jszene 100-41-4 CgH1g 106.17 -95.0 136.2 132.0 140.4 0.07369 0.8052
123-=RXE
2 | 1, 3 Trimethylbenzene 526-73-8 CgH12 120.20 -25.4 176.1 152.5 162.6 0.06829 0.7184
3| 15 4_T:fn§tfyzl';enzene 95-63-6 CoH1z 120.20 -43.8 169.4 152.5 162.6 0.06829 0.7184
1,35-=8X%
4| 4 5 Trimethylbenzene 108-67-8 CoH1z 120.20 -44.7 164.7 152.5 162.6 0.06829 0.7184
5 n_PrOTy%;Zene 103-65-1 CgHy 120.20 -101.6 159.2 152.5 162.6 0.06829 0.7184
= =
6 Isoprg;ﬁfnzene 98-82-8 CgH1 120.20 -96.6 154.2 152.5 162.6 0.06829 0.7184
7 1_Ethyf2'§fn§$ fgenzene 611-14-3 CgH12 120.20 -80.8 165.2 152.5 162.6 0.06829 0.7184
8 1_Ethy|_3:;_zr'nﬁ$ Tgenzene 620-14-4 CoH1z 120.20 -95.5 161.5 152.5 162.6 0.06829 0.7184
9 1-Ethylj-zr'n§;;i|/ Tgenzene 622-96-8 CgH1 120.20 -62.3 162.0 152.5 162.6 0.06829 0.7184
-RAERX
10 1-Isopropyl-4- 99-87-6 CioH14 134.22 -67.9 177.1 173.0 184.8 0.06391 0.6444
methylbenzene
11 n_But;:gnzene 104-51-8 CioH14 134.22 -88.0 183.0 173.0 184.8 0.06391 0.6444
= =l
12 Isobﬁ;tf;‘zene 538-93-2 CioH14 134.22 -51.0 170.0 173.0 184.8 0.06391 0.6444
13 Sec_étgifzene 135-98-8 CioH14 134.22 -75.5 173.0 173.0 184.8 0.06391 0.6444
14 tert_gglifzene 98-06-6 CioH14 134.22 -57.8 169.0 173.0 184.8 0.06391 0.6444
15 1’?2;:18'“'?'55@“12’8262'4' 48-23-3 CioH14 134.22 -6.25 205.0 173.0 184.8 0.06391 0.6444
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o R | Sprh | ATETH
S RIE ﬁ?éq'/'ﬁ\ 5%/'\5\ t B R A%
TSR AT T Molecular | Melting Boiling AR Le Bas Diffusivity Diffusivity
No. : CAS No. Molecular : : ] Molecular Molar L ;
Chemical Weight Point Point in Air in Water
Formula 1 o o Volume Volume 5
(g mol™) (°C) (°C) T Da Dy X 10
(cm® mol) (cm2s) (cm2s
1,235-mEEX
16 1,2,3,5- 527-53-7 CioH1a 134.22 -23.68 198.0 173.0 184.8 0.06391 0.6444
Tetramethylbenzene
1,2,45-[MAEX
17 1,2,4,5- 95-93-2 CioH14 134.22 -79.2 196.8 173.0 184.8 0.06391 0.6444
Tetramethylbenzene
18 RER 538-68-1 CiiHie 148.25 -75.0 205.4 193.6 207.0 0.06022 0.5803
n-Pentylbenzene
19 BFARER 538-61-1 Ci1H16 148.25 54.5 231.0 193.6 207.0 0.06022 0.5803
Pentamethylbenzene
20 CREXE 1077-16-3 CioHig 162.28 -61.0 226.0 214.1 229.2 0.05711 0.5237
n-Hexylbenzene
21 ANREX 87-85-4 CyoHig 162.28 166.7 265.0 214.1 229.2 0.05711 0.5237
Hexamethylbenzene
22 2,3-— FAR} 526-75-0 CgH100 122.17 75.0 218.0 138.1 147.8 0.07124 0.7746
2,3-Dimethylphenol
2,4-—REXEH
2 ' 105-67- CgH100 122.17 26. 211. 138.1 147. .07124 774
3 2,4-Dimethylphenol 05-67-9 gH10 6.0 5 38 8 0.0 0 6
24 2.4-_—3352535} 105-67-9 CgH100 122.17 75.0 212.0 138.1 147.8 0.07124 0.7746
2,5-Dimethylphenol
25 2,6-__EF'§2(:Eﬁ 576-26-1 CgH100 122.17 49.0 203.0 138.1 147.8 0.07124 0.7746
2,6-Dimethylphenol
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Table C.7.

(Cont.).
U B ARIAAR E@gg’;# K Ei;@ﬁﬁé&
N 7IND % '}’gf\l—:—'\ \;#—',ﬁ : * B /\” ,\”
EE L BN T Molecular | Melting Boiling AR Le Bas Diffusivity Diffusivity
No. : CAS No. Molecular h - - Molecular Molar L -
Chemical Weight Point Point in Air in Water
Formula 1 o o Volume Volume D Do x 105
(g m0| ) ( C) ( C) (Cm3 mol-_‘]_) a WX
(cm?s™t (cm?s™t
26 3 flé}ﬂﬁﬁﬁo. 95-65-8 CgH100 122.17 67.0 225.0 138.1 147.8 0.07124 0.7746
27 3 S’jg}ﬂhﬁ;ﬁo, 108-68-9 CgH100 122.17 68.0 219.5 138.1 147.8 0.07124 0.7746
2| ;ﬁ%;i%ﬁ?nol 697-82-5 CoH120 136.20 93.0 NA 158.6 170.0 0.06635 0.6925
291, 32 ﬁf;;;'fﬁ;‘;?ml 2416-94-6 CoH120 136.20 63.0 NA 158.6 170.0 0.06635 0.6925
2,4 5-= R}
80| 5 4 5-Trimethylphenol | #6786 CoH120 136.20 72.0 NA 158.6 170.0 0.06635 0.6925
2,4,6-=HE
L 5, 6-Trimethylphenol 527-60-6 CoH120 136.20 72.0 NA 158.6 170.0 0.06635 0.6925
321 4 43 ;?;;jrﬁﬁl?nol 527-54-8 CoH120 136.20 108.0 NA 158.6 170.0 0.06635 0.6925
33 ;iﬁgif@?ﬂil NA CoH120 136.20 NA NA 158.6 170.0 0.06635 0.6925
34 | #8Z%® 2-Ethylphenol | 90-00-6 CgH100 122.17 NA NA 138.1 147.8 0.07124 0.7746
35 3_3,étzh'iff£0| 620-17-7 CgH100 122.17 NA NA 138.1 147.8 0.07124 0.7746
36 ﬁétzh'ifffm 123-07-9 CgH100 122.17 44.0 NA 138.1 147.8 0.07124 0.7746
37 2?,;{%@%@% 644-35-0 CoH120 136.20 NA NA 158.6 170.0 0.06635 0.6925
38 4_;_1;,_'2%?2”0' 645-56-7 CoH1,0 136.20 NA NA 158.6 170.0 0.06635 0.6925
= Py
39 2_|507;f§$?n0| 88-69-7 CoH1,0 136.20 NA NA 158.6 170.0 0.06635 0.6925
N = B
40 4_§07;f§§;§iol 99-89-8 CoH1,0 136.20 60.0 NA 158.6 170.0 0.06635 0.6925
41 4_:__;§$?nol 1638-22-8 C10H140 150.22 NA NA 179.2 192.2 0.06230 0.6221
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42 2AF TEXH 89-72-5 C10H140 150.22 NA NA 179.2 192.2 0.06230 0.6221
2-sec-Butylphenol
ARE =g
43 BT BAE 88-18-6 CqoH140 150.22 NA NA 179.2 192.2 0.06230 0.6221
2-tert-Butylphenol
_J: Py
44 3L T REAR) 585-34-2 Cq0H140 150.22 41.0 NA 179.2 192.2 0.06230 0.6221
3-tert-Butylphenol
45 ST ERR) 99-71-8 CqoH140 150.22 61.0 241.0 179.2 192.2 0.06230 0.6221
4-sec-Butylphenol
e 3
46 AR TERE) 98-54-4 Cq0H140 150.22 99.0 239.5 179.2 192.2 0.06230 0.6221
4-tert-Butylphenol
5-f T &-2-FEEXR
47 2-Methyl-5-tert- NA C11H160 164.25 NA NA 199.7 214.4 0.05891 0.5606
Butylphenol
2,6-— T BEXE
-30- Cq14H2,0 . . . . .
48 2.,6-Di-sec-Butylphenol 128-39-2 14H22 206.33 NA NA 261.2 281.0 0.05122 0.4136
3,5- TR T BEXE
4 : 1138-52- Cq4H2,0 206. NA NA 261.2 281. .05122 41
9 3,5-Di-tert-Butylphenol 38-52-9 14H22 06.33 6 81.0 0.05 0.4136
2,6- " T E-A-REEXE
50 2,6-Di-t-butyl-4- 128-37-0 Cy5H,40 220.36 71.0 NA 281.8 303.2 0.04923 0.3735
Methylphenol
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Table C.7. (Cont.).
- B SR %;gg’f}“ 7J<¢$’§f§i
. RRE &= BB N AR %%
EE L BN T Molecular | Melting Boiling AR Le Bas Diffusivity Diffusivity
No. . CAS No. Molecular : - - Molecular Molar L -
Chemical Weight Point Point in Air in Water
Formula 1 o o Volume Volume 5
(g mol™) (°C) (°C) (cm® mol} Da Dy, x 10
(cm?s™t (cm?s™t
51 s-z?r?t%pz'ghzﬁiol NA C11H160 164.25 NA NA 199.7 214.4 0.05891 0.5606
52 4_A;S(ifgﬁ o 2446-69-7 C1oH180 178.28 32.0 NA 220.2 236.6 0.05599 0.5063
53 z_aﬁﬁﬁﬁol NA C13Hp00 192.30 NA NA 240.7 258.8 0.05346 0.4576
54 4_;%5;?20' 1987-50-4 C13H200 192.30 NA NA 240.7 258.8 0.05346 0.4576
55 4_éé?§§hafno| 1806-26-4 C14H2,0 206.33 41.0 NA 261.2 281.0 0.05122 0.4136
o6 4_522?(;?2%@20' 140-66-9 C14H2,0 206.33 81.0 NA 261.2 281.0 0.05122 0.4136
57 N Sgi%ﬁnol 104-40-5 C15H240 220.36 96.0 NA 281.8 303.2 0.04923 0.3735
o8 1_,%,;‘??%10' 90-15-3 C10HgO 144.17 96.0 282.5 147.0 155.0 0.06828 0.7464
9 z_ﬁihmm 135-19-3 C10HgO 144.17 122.0 NA 147.0 155.0 0.06828 0.7464
/‘\ - =
60 Z_Sifn%;’i@]ol 90-43-7 C1oH100 170.21 56.0 NA 183.4 192.0 0.06107 0.6227
61 3_&?5?}?}2 o 588-51-8 C12H100 170.21 77.0 NA 183.4 192.0 0.06107 0.6227
62 . éq; i?n%ﬁfn o 92-69-3 C1oH100 170.21 164.0 NA 183.4 192.0 0.06107 0.6227
63 Z?ﬁ,?ghgeﬂl 1745-81-9 CoH100 134.18 -6.0 220.0 154.0 162.6 0.06731 0.7184

aNA, not available
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