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TABLE S-I. List of studied compounds: PCB code, Formulae, observed and prediction values
of log Kqc.

N° Compounds Formulae log Ky exp log K, pred

1 PCB-000 Cj,Hy 42 4.0244
2 PCB-006 C;HCl, 483 48731
3 PCB-007 C;HCl, 483 48719
4 PCB-013 CpHeCl, 4.9 4.8944
5  PCB-014 Cp,HCl, 49 4.9257
6*  PCB-017 C,H,Cl 52 5.2793
7% PCB-018 C,H,Cl 52 5.2789
8  PCB-019 Cp,H,Cl; 528 5.3011
9  PCB-020 C;,H,Cl; 523 5.2662
10  PCB-021 CpH,Cl;  5.19 5.2195
11*  PCB-022 CpH,Cl; 5.4 5.2511
12 PCB-023 CpH,Cl; 523 5.2823
13 PCB-024 CpH,Cl;  5.16 5.2409
14*  PCB-025 Cp,H,Cl; 531 5.316
15* PCB-026 Cp,H,Cl; 531 5.3154
16 PCB-027 CpH,Cl; 531 5.2809
17 PCB-029 C,H,Cl; 5.6 5.2789
18  PCB-031 CpH,.Cl; 531 5.2996
19%  PCB-032 Cp,H,Cl; 523 5.2655
20  PCB-033 CpH,Cl; 531 5.2695
21  PCB-034 Cp,H,Cl; 531 5.3316
22 PCB-035 C,H,Cl; 533 5.3036
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N° Compounds Formulae log K, exp log K, pred
23 PCB-036 C,H,Cl; 5.37 5.3677
24 PCB-037 C,H,;Cl; 5.33 5.2874
25  PCB-038 C,H,;Cl; 5.28 5.2775
26  PCB-039 C,H,Cl; 5.38 5.3522
27 PCB-040 C,H¢Cly 5.57 5.6343
28%  PCB-041 C,H(Cly 5.59 5.6773
29*  PCB-042 C,H4Cly 5.64 5.6773
30¥  PCB-043 Cy,HeCly 5.64 5.6922
31  PCB-044 C,H¢Cly 5.64 5.6762
32 PCB-046 C,H¢Cly 5.68 5.7182
33*  PCB-047 Cy,HeCly 5.72 5.722
34%  PCB-048 C,H4Cly 5.66 5.6931
35*  PCB-049 Cy,HeCly 5.71 5.7215
36  PCB-050 C,HCly 5.76 5.7606
37*  PCB-051 Cy,HeCly 5.76 5.7443
38  PCB-052 C,H¢Cly 5.83 5.7213
39  PCB-053 C,H¢Cly 5.76 5.7415
40 PCB-054 C,H(Cly 5.63 5.6795
41  PCB-055 Cy,HeCly 5.66 5.6624
42*  PCB-056 C,H4Cly 5.66 5.6613
43 PCB-057 Cy,HeCly 5.71 5.7238
44*  PCB-058 C,H4Cly 5.71 5.7229
45  PCB-059 Cy,HeCly 5.64 5.6829
46  PCB-060 C;,H¢Cly 5.67 5.6462
47  PCB-061 Cy,HeCly 5.61 5.6373
48*  PCB-062 C,H4Cly 5.59 5.6523
49  PCB-063 Cy,HeCly 5.71 5.7092
50  PCB-064 C;,H4Cly 5.64 5.6677
51  PCB-065 C;,H4Cly 5.57 5.6631
52 PCB-066 C,H(Cly 5.74 5.7107
53 PCB-068 C,H4Cly 5.79 5.7736
54 PCB-069 C,H4(Cly 5.71 5.7393
55  PCB-070 C,H4Cl4 5.73 5.7106
56¥  PCB-071 Cy,HeCly 5.66 5.6783
57  PCB-072 C,H4Cly 5.78 5.7733
58  PCB-073 C,H(Cly 5.71 5.738
59* PCB-074 C,HCl,  5.74 5.7105
60  PCB-075 C,H¢Cly 5.72 5.7239
61*  PCB-076 C;,H¢Cly 5.68 5.6875
62  PCB-077 C,H¢Cly 5.75 5.6967
63* PCB-078 Cy,HeCly 5.75 5.7198
64  PCB-079 C;,HcCly 5.8 5.7612
65  PCB-080 C,HCly 5.85 5.8256
66  PCB-081 C,H¢Cly 5.76 5.7034
67  PCB-082 C,H;Cls 6 6.0294
68  PCB-083 C,H;Cls 6.04 6.0914
69*  PCB-084 C,H;sCls 6.09 6.134
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70  PCB-085 C;,H;Cls 6.07 6.0715
71  PCB-086 C;,H;Cls 6.02 6.0489
72 PCB-087 C,H;sCl;s 6.07 6.0704
73 PCB-088 C;,H;Cls 6.11 6.1232
74 PCB-089 C;,H;Cls 6.11 6.1068
75  PCB-090 C;,HsCl; 6.12 6.1353
76*  PCB-091 C,H;Cls 6.11 6.1598
77  PCB-092 C,H;Cl;s 6.11 6.1345
78*  PCB-093 C,H;Cls 6.09 6.1494
79  PCB-094 C,H;Cls 6.16 6.1741
80*  PCB-095 C,H;Cls 5.55 6.157
81  PCB-096 C;,H;Cls 6.13 6.0979
82*  PCB-097 C,H;Cls 6.07 6.0905
83  PCB-098 C,H;sCl;s 6.16 6.1778
84*  PCB-099 C,,H;Cls 6.14 6.1358
85  PCB-100 C;,H;sCl;s 6.24 6.2037
86* PCB-102 Cy,H;Cls 6.19 6.1629
87  PCB-103 C;,H;Cls 6.24 6.2011
88  PCB-104 C,HsCl;s 6.2 6.1384
89  PCB-105 C,HsCl;s 6.09 6.0569
90  PCB-106 C;,H;Cls 6.09 6.0802
91*  PCB-107 Cy,H;Cls 6.14 6.1192
92*¥  PCB-108 C,H;Cls 6.14 6.1182
93*  PCB-109 C,H;Cls 6.07 6.0942
94*  PCB-110 C,H;Cls 6.06 6.0807
95  PCB-111 C,H;Cls 6.19 6.1804
96  PCB-112 C,H;Cls 6.04 6.1035
97*  PCB-113  Cy,H;Cls 6.11 6.14
98  PCB-114 C,H;Cls 6.09 6.0643
99  PCB-115 C;,H:Cl; 6.07 6.0788
100 PCB-116 C;,H;sCl;s 5.94 6.013
101*  PCB-117 C,H;Cls 6.05 6.0892
102* PCB-118 C;,H;Cls 6.16 6.1218
103 PCB-119 C;,H;sCl;s 6.16 6.1359
104 PCB-120 C;,HsCls 632 6.1851
105 PCB-121 C;,H;Cl; 6.19 6.1965
106* PCB-122  C,H;Cls 6.14 6.0779
107  PCB-123  C;,H;sCl;s 6.16 6.1289
108  PCB-124 C;,H;sCl;s 6.16 6.1287
109* PCB-125 C,H;Cls 6.09 6.0973
110 PCB-126 Cp,HsCls  6.18 6.1124
111 PCB-127 C;,H;Cl; 6.22 6.1775
112 PCB-129 C,H,Clg¢ 6.42 6.449
113*  PCB-130 C;,H,sClg 6.47 6.4864
114  PCB-131 C,H,Clg 6.51 6.5407
115 PCB-132 CpjH,Cly 652 6.5225
116 PCB-133 C;,H,Cly  6.52 6.5487
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117 PCB-134 C,H,Clg 6.49 6.5676
118  PCB-135 C,H,Clg 6.57 6.5899
119  PCB-136 C,H,Clg 6.53 6.5171
120  PCB-137 C;,HsCly 649 6.4918
121 PCB-139  Cy,H4Clg 6.59 6.5664
122*  PCB-140 C;,H4Clg 6.59 6.5661
123*  PCB-141 C;,H,Clg 6.49 6.4905
124 PCB-142 C,H,Clg 6.46 6.4912
125% PCB-143  Cj,H,Clg 6.54 6.5293
126  PCB-144  C;,H4Clg 6.59 6.5635
127 PCB-145 CjH,Cly 656 6.5
128  PCB-146  Cy,H,Clg 6.54 6.5486
129%*  PCB-147 C;,HClg 6.57 6.5927
130  PCB-148 C,H,Clg 6.64 6.6334
131*  PCB-149 C;,H,Clg 6.59 6.5781
132 PCB-150 C;,H4Clg 6.61 6.5564
133*  PCB-151 C,H,4Clg 6.56 6.5895
134 PCB-152  Cy,H,Clg 6.53 6.5329
135% PCB-154 C;,HsClg 6.66 6.6221
136  PCB-155 C,H,Clg 6.08 6.5966
137  PCB-156  C;,H,;Clg 6.51 6.4746
138  PCB-157 C,H,Clg 6.51 6.4737
139%  PCB-158 C,H,;Clg 6.49 6.4914
140*  PCB-159 C;,H4Clg 6.56 6.5361
141  PCB-160 C,H,Clg 6.42 6.4548
142 PCB-161 C,H,Clg 6.56 6.5507
143 PCB-162 C,H,Clg 6.56 6.5362
144*  PCB-163 C;,H4Clg 6.47 6.5004
145 PCB-164 C,H,Cly 649 6.4988
146* PCB-165 C;,H4Clg 6.52 6.5606
147  PCB-166 C,H,Clg 6.42 6.4396
148 PCB-167 C,H,Clg 6.58 6.5407
149  PCB-168 C,H,Clg 6.56 6.5556
150  PCB-169 C;,H,Clg 6.6 6.5293
151  PCB-170 C,H;3Cl4 6.85 6.844
152 PCB-171 Cy,H3Cl, 6.94 6.9289
153 PCB-172 C,H3Cl4 6.89 6.9062
154  PCB-173 C,H3Cl4 6.87 6.9084
155  PCB-174 C,H3Cl4 6.94 6.9448
156%* PCB-175 C,H;Cl, 6.99 6.9962
157 PCB-176  C,H;3Cl4 6.96 6.9185
158* PCB-177 C;,H;Cl 6.92 6.9554
159  PCB-178 C,H3Cly 6.97 7.0238
160 PCB-179 C,H3Cl4 6.94 6.9551
161  PCB-180 C,H3Cly 6.92 6.9051
162 PCB-181 C;,HiCl;  6.94 6.9341
163  PCB-182 C,H3Cly 7.02 6.9888
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164* PCB-183 Cj,H;Cl, 7.02 6.9841
165 PCB-184 C,H3Cly 7.03 6.9583
166 PCB-186 C,H3Cly 6.91 6.8684
167 PCB-187 C,H3Cl4 6.99 7.0114
168  PCB-188 C;,H3Cly 7.01 6.9908
169 PCB-189 C,H3Cl, 6.94 6.892
170  PCB-190 C,H3Cl4 6.84 6.8519
171*  PCB-191 Cj,H;Cl, 6.92 6.909
172 PCB-192 C,H3Cl4 6.89 6.9119
173*  PCB-193 C,H;Cl, 6.89 6.9193
174  PCB-194 C;,H,Clg 7.3 7.2637
175%  PCB-196 C;,H,Clg 7.37 7.351
176  PCB-197 C,H,Clg 7.39 7.3204
177* PCB-198 C,H,Clg 7.35 7.3641
178  PCB-199 C,H,Clg 7.31 7.3781
179  PCB-200 C;,H,Clg 7.36 7.2913
180 PCB-201 C;,H,Clg 7.34 7.3563
181  PCB-202 C,H,Clg 7.34 7.3938
182  PCB-203 C,H,Clg 7.37 7.3527
183  PCB-204 C,H,Clg 7.39 7.3261
184  PCB-205 C,H,Clg 7.27 7.2711
185 PCB-206 C;,HClg 7.72 7.719
186 PCB-207 C;,HClg 7.74 7.6926
187 PCB-208 C;,HCly 7.72 7.7321
188  PCB-209  Cy,Clyg 8.09 8.0695

TABLE S-II. Genetic algorithm settings in QSARINS software

GA until

02 (number of the descriptors in the model)

Generation per size
Population size
Mutation rate

500
10
20
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