Supporting Information

Table S1. Log Kiipw values, molecular descriptors and structures of all studied compounds

log Kiipiw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
Cl
1 630-20-6 | 2.85 | 290 | 2.93 165.891 | -0.022 cl Cl
Cl
Cl
2 71-55-6 2.66 | 281 | 2.68 2.49 131.930 | -0.018 CI+CI
Cl
32 79-34-5 246 | 203 | 2.19 2.39 165.891 | -0.024 Cl cl
Cl
Cl
4 79-00-5 209 | 197 | 2.01 1.89 131.930 | -0.027 cl
Cl
Cl
5 1717-00-6 | 1.34 | 248 | 2.37 115.960 | -0.025 Cl
F
6 75-34-3 174 | 1.85 | 1.76 1.79 97.969 -0.027 C|‘<
Cl
7 75-35-4 219 | 236 | 2.12 2.13 95.953 -0.016 C|‘(
Cl
82 526-73-8 | 3.32 | 3.84 | 3.63 3.66 120.094 | -0.036
F
9 367-23-7 | 2.67 | 263 | 2.59 2.52 132.019 | -0.028 /@
F F
102 95-63-6 3.43 | 3.84 | 3.63 3.63 120.094 | -0.035 /@i
1 106-93-4 | 1.67 | 161 | 2.01 1.96 185.868 | -0.037 Brv\Br
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
cl
12 95-50-1 | 3.71 | 3.35 | 3.28 | 3.43 | 145.969 | -0.030 CI@
132 | 107-06-2 | 1.60 | 1.83 | 1.83 | 1.48 97.969 | -0.038 C'V\m
14 78-87-5 | 1.99 | 223 | 225 | 198 | 111.985 | -0.041 CIJ\/CI
F
15 | 367-11-3 | 2.62 | 245 | 239 | 237 | 114.028 | -0.033 F@
F
162 | 372-38-3 | 2.93 | 269 | 2.59 132.019 | -0.020 F
F
17 | 108-67-8 | 3.49 | 384 | 3.63 | 3.42 | 120.094 | -0.035
18 | 541-73-1 | 3.84 | 345 | 328 | 353 | 145.969 | -0.017 /@\
Cl Cl
19 | 540-36-3 | 258 | 249 | 2.39 | 213 | 114.028 | -0.028 F@—F
202 | 107-04-0 | 2.07 | 1.72 | 1.92 141.918 | -0.038 Bra~¢
21 71-36-3 | 0.02 | 0.40 | 0.84 | 0.88 74073 | -0.089 HO™ "N
22 | 109-69-3 | 278 | 2.76 | 256 | 2.64 92.039 | -0.033 clm >N
23 | 543-59-9 | 348 | 326 | 3.05 | 2.73 | 106.055 | -0.033 cl T
24 | 540-54-5 | 222 | 227 | 2.07 | 204 78.024 | -0.032 Cla_
258 | 111-27-3 | 1.36 | 1.39 | 1.82 | 2.03 | 102.104 | -0.089 HO™ """
OH
26 | 107-98-2 | -153 | -1.19 | -0.49 90.068 | -0.084 /
o}
0
27 | 108-03-2 | 0.97 | 0.60 | 0.95 | 087 89.048 | -0.070 !
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
282 | 71-41-0 | 054 | 089 | 133 | 151 88.089 | -0.089 HO ™ "
20 | 71-23-8 |-048 | -0.10 | 0.35 | 0.25 60.058 | -0.088 HO _~_
30 | 540-84-1 | 4.64 | 465 | 4.09 114.141 | -0.005 )\X
Cl _ClI
31 | 306-83-2 | 1.81 | 215 | 217 151.941 | -0.014 F E
F
322 | 75-83-2 | 379 | 3.73 | 3.18 | 3.82 86.110 | -0.005 ><\
33 | 565-75-3 | 5.05 | 4.61 | 4.05 114.141 | -0.005
34 | 111762 |-0.21 | 011 | 057 | 083 | 118099 | -0.085 | "o >OH
358 | 75-29-6 | 2.03 | 2.17 | 2.00 | 1.90 78.024 | -0.033 CI4<
36 | 110-80-5 | -1.27 | -0.46 | -0.42 | -0.32 | 90.068 | -0.003 Ho O~
378 | 420-26-8 | 1.38 | 1.72 | 1.68 62.053 | -0.052 |:4<
38 | 110430 | 1.81 | 127 | 1.73 | 1.98 | 114.104 | -0.083 ‘<_\—\
e}
0
392 | 591-78-6 | 1.19 | 0.78 | 1.24 | 1.38 | 100.089 | -0.082 \/\)\
40 | 109-59-1 | -1.16 | -0.71 | 0.00 | 0.05 | 104.084 | -0.086 4( OH
o—/
41 | 109-86-4 | -1.67 | -1.67 | -091 | -0.77 | 76.052 | -0.092 o O~
422 | 78-83-1 | -006| 034 | 0.77 | 0.76 74073 | -0.085 HO\)\
43 75-65-0 | -0.73 | 027 | 0.73 | 0.35 74.073 | -0.088 4’~OH
442 | 107-83-5 | 3.99 | 3.77 | 3.21 86.110 | -0.005 /\)\
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Iog Kiipiw

log

Vs,min

No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
45 79-46-9 0.61 | 050 | 0.87 0.93 89.048 -0.071 ‘O—N:+
0
46 107-87-9 | 065 | 0.29 | 0.75 0.91 86.073 0.082 /\)Cj)\
472 67-63-0 | -0.82 | -0.18 | 0.28 0.05 60.058 -0.088 H04<
48 123-51-3 | 041 | 082 | 1.26 1.16 88.089 -0.088 4<_/OH
492 589-34-4 | 461 | 428 | 3.71 100.125 | -0.005 \)\)
50 96-14-0 407 | 3.77 | 3.21 3.60 86.110 -0.005 {
51 96-22-0 056 | 0.28 | 0.75 0.99 86.073 -0.082 O:<:
O
52 108-10-1 | 1.05 | 0.71 | 1.16 1.31 100.089 | -0.080 )\)}\
53 67-64-1 | -0.32 | -0.72 | -0.24 | -0.24 58.042 -0.082 ‘<
O
54 300-57-2 | 296 | 3.62 | 3.39 3.23 118.078 | -0.030
552 71-43-2 212 | 220 | 1.99 2.13 78.047 -0.029 @
56 74-97-5 149 | 135 | 143 1.41 127.903 | -0.022 Br~ >Cl
57 78-93-3 0.18 | -0.22 | 0.26 0.29 72.058 0.083 \)Oj\
582 106-97-8 | 3.03 | 2.86 | 2.31 2.89 58.078 -0.005 NN
59 123-86-4 | 159 | 133 | 1.85 1.78 116.084 | -0.092 \_\; >:O
o]
Cl
60 56-23-5 318 | 253 | 244 2.83 151.875 | -0.006 Cl Cl
Cl
F F
61 76-14-2 3.00 | 283 | 2.78 2.82 169.931 | -0.007 F F
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
F F
—F
62 377-36-6 | 250 | 1.98 | 2.28 202.003 | -0.021 F F
=
F F
F FF
63 680-00-2 | 149 | 144 | 161 152.006 | -0.022 FL
F F
F
64 359-35-3 | 0.92 | 0.86 | 0.94 102.009 | -0.028 F;giF
F
65 75-37-6 091 | 116 1.13 0.75 66.028 -0.041 F‘(
F
F Br
66 151-67-7 | 2.28 | 2.03 | 2.26 2.30 195.890 | -0.015 F"—<
F ClI
F
67 811-97-2 1.03 | 1.72 1.68 102.009 | -0.028 F
=9
RF
68 406-90-6 | 1.26 | 0.99 | 1.33 126.029 | -0.053 \/OQ(
F
F
692 75-73-0 112 | 141 1.19 1.18 87.994 -0.005 F+F
F
708 | 462-39-5 | 0.66 | 1.74 | 1.70 80.044 | -0.043 F7N""F
F F
13838-16- AN F
712 o 203 | 1.76 | 2.06 2.10 183.971 | -0.027 F (0) E
Cl
. F
26675-46- o. _F
72 199 | 105 | 151 2.06 183.971 | -0.036 Y
7 F
Cl F
. F
57041-67- o. F
73 1.88 | 0.80 1.20 168.001 | -0.032 Y
5 F Lol
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
F
28523-86- ko
742 187 | 121 | 175 200.007 | -0.040 F F
6P W
F == F
752 108-90-7 | 2.73 | 2.83 | 2.64 2.84 112.008 | -0.023 CI@
Br
762 | 124-48-1° | 2.12 | 1.34 | 1.70 2.16 205.813 | -0.014 CI—<
Br
77 75-00-3 158 | 176 | 158 1.43 64.008 -0.032 clI
Cl
78 67-66-3 202 | 157 | 152 1.97 117.914 | -0.014 CI4<
Cl
Cl Cl
79 156-59-2 | 159 | 211 | 198 1.86 95.953 -0.027 \__/
80 291-64-5 | 482 | 425 | 3.67 4.00 98.110 -0.004 O
812 110-82-7 | 4.05 | 3.75 | 3.18 3.44 84.094 -0.004 O
822 287-92-3 | 350 | 3.23 | 2.68 3.00 70.078 -0.005 Q
83 75-19-4 173 | 207 | 170 1.72 42.047 -0.025 A
84 124-18-5 | 6.39 | 586 | 5.25 5.01 142.172 | -0.005
Br
85 74-95-3 176 | 1.24 | 152 1.70 171.852 | -0.021 Br—<
Br
86° 75-09-2 128 | 146 | 134 1.25 83.953 -0.023 cl” >l
87 60-29-7 0.79 | 0.66 | 1.05 0.89 74.073 -0.087 o
88 75-10-5 053 | 0.78 | 0.71 0.20 52.012 -0.036 FOF
89 109-93-3 | 169 | 166 | 1.68 70.042 -0.055 207X
90 74-84-0 173 | 185 | 132 1.81 30.047 -0.004 —
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
91 64-17-5 | -1.14 | -0.60 | -0.14 | -0.31 46.042 -0.088 ~_-OH
922 74-85-1 0.84 | 158 | 1.27 1.13 28.031 -0.032 ==
O
932 141-78-6 | 0.46 | 0.31 | 0.86 0.73 88.052 -0.094
/\O)J\
94 637-92-3 | 137 | 154 | 1.92 102.104 | -0.085
/\OX
95 919-94-8 | 193 | 2.04 | 241 116.120 | -0.085 \>(J
(0]
96 100-41-4 | 3.14 | 3.25 | 3.03 3.15 106.078 | -0.031 \—Q
97 462-06-6 | 2.41 | 231 | 2.19 2.27 96.038 -0.032 F@
982 353-36-6 | 0.62 | 1.32 | 1.26 48.038 -0.051 N
992 593-70-4 | 0.77 | 1.09 | 1.03 0.51 67.983 -0.033 cl” F
100 142-82-5 | 4.71 | 436 | 3.78 4.66 100.125 | -0.004 SN
F F
101 392-56-3 | 2.45 | 3.21 | 3.20 2.55 185.990 | -0.011 F F
F F
102 110-54-3 | 4.11 | 3.86 | 3.29 3.90 86.110 -0.005 NN
O
103* | 110-19-0 | 1.60 | 1.33 | 1.77 1.78 116.084 | -0.081 YO*
o]
104 123-92-2 | 211 | 1.83 | 2.26 2.25 130.099 | -0.081 )\A )J\
(@)
O
105 108-21-4 | 1.02 | 0.72 | 1.28 102.068 | -0.095 )\ )J\
(@]
106 98-82-8 352 | 3.67 | 345 3.66 120.094 | -0.031 >—©
Cl
107 76-38-0 211 | 168 | 2.02 221 163.961 | -0.044 %\CI
F
F
1082 74-82-8 0.75 | 1.30 | 0.78 1.09 16.031 -0.004 CH,
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Iog Kiipiw

log

Vs,min

No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
109 67-56-1 | -1.95 | -1.11 | -0.63 | -0.77 32.026 -0.090 —OH
o]
110 79-20-9 | -0.02 | -0.08 | 0.37 0.18 74.037 -0.080
NS
111 74-87-3 0.80 | 1.27 | 1.09 0.91 49.992 -0.031 —Cl
112 96-37-7 400 | 3.65 | 3.10 3.37 84.094 -0.005 4@
F F
113 771-56-2 | 3.27 | 355 | 3.54 182.015 | -0.020 4@7F
F F
114 100-80-1 | 3.23 | 3.65 | 3.44 118.078 | -0.032 /@\/
115* | 108-38-3 | 3.16 | 3.30 | 3.09 3.20 106.078 | -0.034 Q\
116 111-84-2 | 582 | 536 | 4.76 5.65 128.157 | -0.004 | NN
117 95-47-6 312 | 3.30 | 3.09 3.12 106.078 | -0.034 4@
118* | 106-42-3 | 3.16 | 3.30 | 3.09 3.15 106.078 | -0.033 4@7
Cl Cl
1192 76-01-7 293 | 299 | 311 3.22 199.852 | -0.016 CI:PCI
Cl
F F
120 363-72-4 | 231 | 3.01 | 2.99 2.53 168.000 | -0.017 F@
F F
121 109-66-0 | 3.49 | 3.36 | 2.80 3.39 72.094 -0.005 P SN
@)
122 628-63-7 | 2.11 | 182 | 2.34 2.30 130.099 | -0.094 O:< _\—L
123* | 622-97-9 | 3.21 | 365 | 3.44 118.078 | -0.033 \\—Qf
124 74-98-6 235 | 235 | 181 2.36 44.063 -0.005 PN
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
O
125 109-60-4 | 1.02 | 0.82 | 1.36 1.24 102.068 | -0.094
\/\O)K
126 103-65-1 | 3.65 | 3.74 | 3.52 3.69 120.094 | -0.032 _\—Q
Cl
127 127-18-4 | 3,57 | 3.07 | 2.97 3.40 163.875 | -0.009 cl cl
Cl
128 108-88-3 | 2.67 | 2.74 | 254 2.73 92.063 -0.031 @
129 156-60-5 | 2.06 | 2.22 | 198 2.09 95.953 -0.014 C'\/\u
Cl
130 79-01-6 2.80 | 259 | 247 2.42 129.914 | -0.017 Clw
Cl
131 629-50-5 | 8.16 | 7.37 | 6.73 184.219 | -0.004 | ST
1323 | 121-44-8° | 1.04 | 095 | 1.51 1.45 101.120 | -0.099 l\>
/N
133 | 1120-21-4 | 7.03 | 6.36 | 5.74 156.188 | -0.004 | ST
1342 | 7785-26-4 | 458 | 4.48 | 4.27 448 136.125 | -0.039 f‘ﬁ
1352 | 110-71-4° | -0.33 | -0.81 | -0.21 | -0.21 90.068 -0.077 /O\/\O/
(@)
1362 | 123-91-1° | -0.24 | -0.95 | -0.32 | -0.27 88.052 -0.079 K/
o]
137 111-70-6 | 1.84 | 1.90 | 2.31 2.62 116.120 | -0.088 NS OH
138 109-06-8 | 0.61 | 0.77 | 1.35 1.11 93.058 -0.104 G
N
1392 | 108-99-6° | 0.84 | 0.76 | 1.35 1.20 93.058 -0.105 7\
—N
72
140 108-89-4 | 0.82 | 0.75 | 1.35 1.22 93.058 -0.107 N
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
HO
1412 | 100-51-6 | 0.12 | 0.60 | 1.08 | 1.10 | 108.058 | -0.077 \—Q
142 | 108-86-1 | 3.27 | 2.89 | 2.88 | 299 | 155957 | -0.023 Br@
143 | 592-84-7 | 1.46 | 0.83 | 1.30 102.068 | -0.084 N0 X
0
144 | 590-01-2 | 235 | 1.92 | 2.34 130.099 | -0.081 HKO/\/\
145 | 104-51-8 | 413 | 4.24 | 401 | 438 | 134110 | -0.031 \/\/@
F
146 | 359-10-4 | 1.63 | 1.74 | 1.60 97.973 | -0.016 Cle
F
F
147 | 75-88-7 | 1.34 | 2.06 | 1.99 117.980 | -0.021 Cl
=
F F
148 | 333-36-8 | 1.92 | 1.40 | 1.88 182.017 | -0.047 o)
F)(F\ /}F
149 | 110-83-8 | 333 | 313 | 296 | 286 | 82078 | -0.051 ©
150 | 120-92-3 | 0.39 | 0.16 | 063 | 0.38 | 84.058 | -0.081 O:O
cl
151 | 75456 | 072 | 095 | 0.89 | 1.08 | 85973 | -0.019 F4<
F
152 | 108-20-3 | 1.29 | 1.47 | 1.88 | 1.52 | 102.104 | -0.088 )\oj\
153 | 109-87-5 | 0.18 | -0.75 | -0.19 | 0.00 | 76.052 | -0.081 /O_\O_
154 | 115-10-6 | 0.13 | -0.33 | 0.07 | 0.10 | 46.042 | -0.084 PO
o)
1558 | 127-19-5° | -1.25 | -1.31 | -0.49 | -0.77 | 87.068 | -0.100 _N>
\
a _19_9b _ _ _ _ _ |
156° | 68-12-2° | -157 | -1.72 | -0.93 | -1.01 | 73.053 | -0.097 _N_O

S10




log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
157 | 142-96-1 | 3.14 | 269 | 3.01 | 321 | 130136 | -0.083 | "0 >N
158 | 112-40-3 | 7.59 | 6.86 | 6.23 | 6.0 | 170.203 | -0.005
1592 | 109-94-4 | 0.16 | -0.16 | 0.32 | 023 | 74.037 | -0.083 o” o7
0
160 | 105-37-3 | 1.13 | 0.92 | 1.36 | 1.21 | 102.068 | -0.081 /—/< /
o)
161 | 75-03-6 | 1.85 | 1.95 | 208 | 200 | 155940 | -0.024 17N
Cl
162 | 75-69-4 | 228 | 223 | 213 | 253 | 135905 | -0.009 C|+C|
F
1632 | 107-31-3 | -0.48 | -0.65 | -0.17 | 0.03 | 60.021 | -0.081 0.0
164 | 108-87-2 | 454 | 415 | 359 | 361 | 98110 | -0.004 —<:>
‘.?
165 | 79-24-3 | 045 | 0.08 | 045 | 018 | 75032 | -0.071
~ N
VA
166 | 75-52-5 |-0.02 | -041 | -0.04 | -0.35 | 61.016 | -0.069 O-N
o)
\
167¢ | 121-69-7 | 229 | 2.09 | 217 | 231 | 121.089 | -0.041 /N
1682 | 629-62-9° | 9.31 | 837 | 7.71 212.250 | -0.005
169 | 110-89-4 | 1.01 | 056 | 1.19 | 084 | 85089 | -0.112 O\IH
170 | 106-94-5 | 2.47 | 217 | 216 | 210 | 121.973 | -0.029 Bra_
171 | 110-74-7 | 087 | 034 | 081 | 083 | 88052 | -0.083 N0 X
Z N
172 | 110-86-1 | 0.15 | 021 | 0.80 | 065 | 79.042 | -0.103 |
173 | 629-59-4® | 874 | 787 | 7.22 | 7.20 | 198.235 | -0.005
0
1742 | 109-99-9 | 062 | 053 | 094 | 046 | 72.058 | -0.088 Q
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)

B NF

175 | 679-84-5 | 291 | 214 | 2.44 193.935 | -0.028 rQ&F
F
176 | 292-64-8 | 534 | 475 | 416 | 445 | 112.125 | -0.004 O
1778 | 111-87-5 | 246 | 240 | 2.81 | 3.00 | 130.136 | -0.089 | HO™ " TN
178 | 143-08-8 | 3.01 | 290 | 330 | 3.77 | 144151 | -0.089 | HO™ >
179 | 66-25-1 | 1.92 | 1.47 | 1.80 | 1.78 | 100.089 | -0.077 o A R R
180° | 111-71-7 | 2.46 | 1.97 | 2.29 114.104 | -0.077 A~~~ 0
181 | 124-13-0 | 3.01 | 2.47 | 2.78 128120 | -0.078 | P > N
182 | 124-19-6 | 342 | 297 | 3.27 142.136 | -0.077 | o7 > >
1832 | 629-06-1 | 4.37 | 4.26 | 4.03 | 4.15 | 134.086 | -0.033 | _~_~_~_7Cl
1842 | 111-85-3 | 4.95 | 4.76 | 452 148.102 | -0.033 | c|” >N
185 | 592-41-6 | 351 | 3.46 | 3.15 | 3.39 84.094 | -0.035 NN
186 | 592-76-7 | 4.04 | 396 | 3.64 | 3.99 98.110 | -0.035 2 SN
187 | 111-66-0 | 4.60 | 4.46 | 413 | 457 | 112.125 | -0.035 NSNS
188 | 124-11-8 | 515 | 496 | 462 | 515 | 126141 | -0.035 | >N
1892 | 872-05-9* | 564 | 547 | 512 | 570 | 140.157 | -0.035 | TN
cl

190 | 120-82-1 | 4.17 | 3.99 | 393 | 4.02 | 179.930 | -0.023 /@i

cl Cl
191 | 111-43-3 | 2.06 | 1.69 | 2.03 | 2.03 | 102.104 | -0.082 PN
192 | 693-65-2 | 4.16 | 3.70 | 4.00 158.167 | -0.083 | _~_-~_O~_~_"
193 | 111-13-7 | 231 | 1.80 | 222 | 2.37 | 128.120 | -0.080 ﬁ

o}
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
o
194 | 821-55-6 | 279 | 230 | 271 | 314 | 142.136 | -0.080 \/\/\j/
1950 | 627-05-4 | 153 | 1.09 | 144 | 147 | 103.063 | -0.071 \/\/('N?+
0
196 | 646-14-0 | 258 | 210 | 242 | 270 | 131.095 | -0.070 'O-NE_\—L
o
Q
197 | 536-75-4 | 114 | 125 | 184 | 165 | 107.074 | -0.106 7
0
198 | 100-00-5 | 2.38 | 2.06 | 246 | 239 | 156.993 | -0.064 /N*@CI
O/
0
199 | 98-95-3 | 1.92 | 144 | 181 | 185 | 123.032 | -0.069 /N*—@
O/
0
200° | 88-722 | 2.40 | 2.00 | 236 | 230 | 137.048 | -0.070 d,,\ia
\C)_
201% | 606-20-2 | 1.94 | 168 | 218 | 210 | 182033 | -0.056 O\NJi;\N@
Il Il
o) o)
Q /
2022 | 100-17-4 | 232 | 134 | 189 | 203 | 153.043 | -0.074 N g
O/
\
203* | 150-78-7 | 212 | 1.78 | 215 | 204 | 138.068 | -0.066 o o
204% | 106-48-9 | 151 | 1.93 | 216 | 239 | 128.003 | -0.056 HOO—Cl
o/
205 | 93-89-0 | 259 | 1.84 | 232 | 264 | 150.068 | -0.075 ©_§
o
74
206 | 120-72-9 | 1.99 | 1.98 | 205 | 214 | 117.058 | -0.040 .
H
207 | 104-76-7 | 2.04 | 233 | 2.73 130.136 | -0.087 /_2_/,
HO
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
2082 | 597-76-2 | 1.70 | 2.26 | 2.69 130.136 | -0.089 /—EO/H
19780-44- HO
209 0 192 | 224 | 2.66 130.136 | -0.087
HO
210 597-49-9 | 1.13 | 1.79 | 2.20 116.120 | -0.086 /_C
211 121-14-2 | 234 | 165 | 2.18 1.98 182.033 | -0.059 -O\N+/©\/N+’O-
11 1l
(0] 0]
F
2122 | 430-55-7 | 0.98 | 1.98 | 1.94 96.014 -0.037
Cl
Cl——CCl
213 67-72-1 3.71 | 3.95 | 4.03 414 233.813 | -0.009 cl——ci
Cl
2142 92-52-4 414 | 3.89 | 3.76 4.01 154.078 | -0.027
215 | 544-76-3" | 9.88 | 8.87 | 8.20 226.266 | -0.005
216 75-26-3 228 | 2.07 | 2.08 2.14 121.973 | -0.030 Br4<
217 127-91-3 | 411 | 458 | 4.35 4.16 136.125 | -0.038 ﬂﬁ
218 | 5989-27-5 | 4.17 | 515 | 4.83 457 136.125 | -0.036 %@7
2192 | 593-53-3 | 0.00 | 0.83 | 0.77 0.51 34.022 -0.049 —F
220 | 2825-83-4 | 4.62 | 3.92 | 359 136.125 | -0.009 ©i>
(@)
2212 | 1634-04-4 | 0.89 | 1.03 | 143 0.94 88.089 -0.086 >< ~
222 75-01-4 158 | 190 | 1.62 61.992 -0.022 I
223 67-68-5 | -2.66 | -2.21 | -1.22 | -1.35 78.014 -0.113 —s/’
\
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
2242 | 64-18-6 | -1.69 | -0.84 | -0.46 | -0.54 | 46.005 | -0.072 HO X0
13466-78-
225 ; 471 | 489 | 461 | 438 | 136.125 | -0.036
226 | 593-60-2 | 1.34 | 157 | 1.52 | 157 | 105942 | -0.021 Br X
227 | 106-47-8 | 1.62 | 1.35 | 1.72 | 1.83 | 127.019 | -0.064 HZNO—Cl
228 | 107-05-1 | 1.84 | 2.09 | 1.93 76.008 | -0.034 Clhox
229 | 100-42-5 | 2.68 | 3.10 | 2.89 | 295 | 104.063 | -0.031 \\—Q
230 | 111-65-9 | 527 | 4.86 | 4.27 | 518 | 114.141 | -0.005 NN
2312 | 108-43-0 | 1.66 | 1.93 | 2.16 | 250 | 128.003 | -0.055 /@\
Cl OH
o)
2322 | 140-11-4 | 1.70 | 1.46 | 2.08 | 1.96 | 150.068 | -0.088 >‘O\_©
OH
233 90-15-3 | 2.19 | 248 | 2.69 | 285 | 144.058 | -0.054
234 | 106-41-2 | 161 | 200 | 240 | 259 | 171.952 | -0.054 HO@— Br
235 | 540-37-4 | 219 | 154 | 2.24 | 234 | 218.950 | -0.059 H2N©—|
N\
236 | 91-66-7 | 3.17 | 3.03 | 3.15 | 331 | 149.120 | -0.049 N
_/

237 | 645-56-7 | 2.19 | 2.83 | 3.04 | 320 | 136.089 | -0.065 _\—QOH
2382 | 540-38-5° | 2.29 | 2.08 | 268 | 291 | 219.934 | -0.054 HO@—l
239 | 99-65-0 | 1.42 | 1.11 | 1.63 | 149 | 168.017 | -0.056 ‘O\N+©\ N+

1l 1l

o) o)
240 | 120-12-7 | 4.83 | 446 | 435 | 4.45 | 178.078 | -0.027 OOO

S15




log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)

2412 | 85-01-8 | 480 | 4.46 | 435 | 446 | 178.078 | -0.027 OCO

242 | 206-44-0 | 518 | 500 | 493 | 516 | 202.078 | -0.028 O'/g

2432 | 129-00-0 | 526 | 5.02 | 493 | 488 | 202.078 | -0.026 ?‘OO

244 | 86-73-7 | 439 | 411 | 402 | 418 | 166.078 | -0.029 Q.O

245 83-32-9 | 397 | 431 | 415 | 3.92 | 154.078 | -0.031 OO

246 | 108-95-2 | -0.16 151 | 1.46 94.042 | -0.063 HO@

2472 | 75-15-0 | 2.46 | 235 | 194 | 1.94 75.944 | -0.003 s=c=s

248 74-86-2 | -063 | 068 | 050 | 0.37 26.016 | -0.034 =

249 50-00-0 | -0.41 | 022 | 035 | 0.35 30.011 | -0.067 =0

250 | 107-03-9 | 193 | 1.76 | 1.76 | 1.81 76.035 | -0.050 HS -~

2512 | 109-79-5 | 253 | 226 | 225 | 2.28 90.050 | -0.051 HS™ >N

252 | 110-66-7 | 3.28 | 2.76 | 2.74 104.066 | -0.051 HS™ """

253 | 111-31-9 | 4.02 | 3.26 | 3.23 118.082 | -0.051 HS™ "N

254 | 6032-29-7 | 0.30 | 0.83 | 1.26 | 1.19 88.089 0.087 /\)Oi

OH

255 | 626-93-7 | 091 | 1.33 | 1.75 | 1.76 | 102.104 | -0.087 \/\)\
OH

256 | 623-37-0 | 048 | 1.33 | 1.75 | 1.65 | 102.104 | -0.087 \)\)

257 | 543-49-7 | 152 | 1.80 | 2.24 | 231 | 116.120 | -0.090 4(_\—\

OH
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
OH
258 589-55-9 | 1.67 | 1.83 | 2.24 2.22 116.120 | -0.086 /\)\/\
OH
259 589-62-8 | 2.42 | 235 | 2.73 2.68 130.136 | -0.084
F
260 75-89-8 | -0.55 | -0.22 | 0.27 0.41 100.014 | -0.067 OH
=
HO
261 374-01-6 | -0.05 | 0.17 | 0.69 0.71 114.029 | -0.070 FIF
F
F\/F
262 76-37-9 | -0.10 | 0.00 | 0.63 132.020 | -0.071 F——F
“oH
F
F—1—F
263* | 422-059 | 0.34 | 066 | 1.24 1.23 150.010 | -0.066 F——F
“oH
= F
264 | 920-66-1 | 0.76 | 054 | 1.11 1.66 168.001 | -0.051 HO{?E
FE
HO
265 | 1515-14-6 | 1.10 | 0.96 | 1.56 182.017 | -0.056 FAF
F
F OH
2662 | 382-31-0° | 0.66 | 0.89 | 1.60 182.017 | -0.070
F-%Y g F
F. F
OH
267 375-01-9 | 117 | 119 | 191 1.94 200.007 | -0.066 F
F
F FF
268 78-92-2 0.28 | 0.33 | 0.77 0.61 74.073 0.087 \)Oj
o )
269 78-40-0 0.22 | -0.23 | 0.87 0.80 182.071 | -0.103 o~ \\P/O
0y
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
HO
270 120-80-9 | 0.79 | 051 | 1.03 0.88 110.037 | -0.079 HO@
Cl
271 | 7012-37-5 | 5.83 | 5.66 | 5.69 5.62 255.961 | -0.022 CICI
Cl
16606-02-
272 3 583 | 5.66 | 5.69 5.69 255.961 | -0.023 Cl
Cl
Cl
41464-39- Cl
273 : 6.01 | 6.22 | 6.34 5.81 289.922 | -0.026 Cl
L
Cl
41464-40-
2742 gb 6.03 | 6.27 | 6.34 6.22 289.922 | -0.020 Cl
Cl Cl
Cl
35693-99- cl O
275 3 6.04 | 6.27 | 6.34 6.09 289.922 | -0.020 O cl
Cl
Cl
38380-01-
276 ; 6.52 | 6.83 | 6.98 7.21 323.883 | -0.022 | CI Cl
Cl Cl
Cl Cl
37680-73-
277 ) 6.52 | 6.83 | 6.98 6.80 323.883 | -0.022 Cl
Cl Cl
Cl
32598-14-
2782 I 6.82 | 6.80 | 6.98 6.79 323.883 | -0.025 | CI Cl
Cl Cl
Cl
38380-03- O cl
279 9 6.53 | 6.78 | 6.98 6.22 323.883 | -0.027 Cl O
Cl
Cl
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
Cl Cl
31508-00-
280 6 6.81 | 6.81 | 6.98 7.12 323.883 | -0.024 CICI
Cl
Cl Cl
38380-07-
281 3 6.97 | 741 | 7.62 7.31 357.844 | -0.021 | CI Cl
Cl Cl
Cl
35065-28-
2822 b 7.00 | 741 | 7.62 7.44 357.844 | -0.020 | CI Cl
Cl Cl Cl
Cl Cl Cl
38380-04-
283 0 6.83 | 7.40 | 7.62 7.28 357.844 | -0.022 Cl
Cl Cl
Cl
Cl
Cl
52663-63-
2842 &b 6.77 | 742 | 7.62 357.844 | -0.020 cl
Cl
Cl
Cl Cl
35065-27-
285 L 7.03 | 742 | 7.62 7.75 357.844 | -0.019 | ClI Cl
Cl Cl
Cl Cl
38380-08-
2862 2 734 | 7.39 | 7.62 7.60 357.844 | -0.023 | ClI Cl
Cl Cl
Cl Cl Cl
35065-30-
2872 & 745 | 8.01 | 8.27 391.805 | -0.019 | CI Cl
Cl Cl
Cl Cl Cl
35065-29-
288 3 749 | 8.02 | 8.27 391.805 | -0.018 | CI Cl

a
a
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
Cl Cl Cl
52663-68-
289 o 727 | 798 | 8.27 391.805 | -0.023 Cl
Cl Cl CI
Cl Cl i
74487-85-
290 7b 7.03 | 8.02 | 8.27 391.805 | -0.018 Cl
cl ci Cl
Cl Cl Cl
35694-08-

291 b 8.01 | 861 | 8.91 8.68 425.766 | -0.015 | ClI Cl
Cl Cl Cl
cl Cl Cl ¢

292 | 2051-24-3 | 8.26 10.20 | 8.27 493.689 | -0.013 CICI
Cl ¢ clt Ci

2932 91-20-3 361 | 557 | 3.17 3.30 128.063 | -0.027

2942 56-55-3 6.26 | 557 | 5.52 5.76 228.094 | -0.026 OCCO

295 218-01-9 | 6.25 | 6.14 | 552 5.81 228.094 | -0.026 COCO

296 50-32-8 6.79 | 6.13 | 6.11 6.13 252.094 | -0.026 QgQO

297 207-08-9 | 6.84 | 145 | 6.11 6.11 252.094 | -0.027 OO'/g

F Br

2982 | 124-72-1° | 1.80 | 3.33 | 1.95 239.840 | -0.015 = =

F
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log Kiipw log Vs min
No. CAS Exp Mw (a.u.) Structures
Exp. | Pred. | Kow (eV)
e F
56885-28- o. _F
299 2.15 0.96 183.971 | -0.027 Y
0 F
F CI
F F
75995-72- F F
3002 244 | 268 | 2.87 202.003 | -0.019
1 F F
F F
F K FF
3012 | 375-17-7° | 2.82 | 2.63 | 2.89 219.993 | -0.016 FWF
F
P E
FF
302 | 2551-62-4 | 1.85 | 1.40 | 1.64 1.68 145.962 | -0.034 F—S—F
F F
F
33018-78- F F
3032 273 | 196 | 2.25 183.971 | -0.030 o
9 F Cl
Cl
304 95-77-2 242 | 294 | 2.80 3.33 161.964 | -0.002 j@\
Cl OH
O\\N"'O
305 86-57-7 345 | 256 | 2.99 3.13 173.048 | -0.069

a: The chemicals are used in test set.

b: The h; value of the compound is larger than the h* value
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h* =0.0393

Fig. S1. Williams plot for Model (1)

— mean value =-0.036
standard deviation = 0.442
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Fig. S2. Normal distribution plot for Model (2)

If the predictive log Kow values used in model (2) were replaced by experimental log Kow values, a new
model was yielded:
log Kjipw = 1.115l0g Koy, - 0.003M,, + 6.654V i, + 0.307 (SY)

For the model (S1), R? = 0.979 and RMSE = 0.452.
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