Supplementary material

Table S1 Calculated values of the descriptors used in the present study

Mol ID | MATS5e | RDF080u | T(0..0) | MATS5m
Train 0.009 11.695 33 0.017
Train -0.107 11.854 103 -0.062
Train 0.005 12.762 64 -0.138
Train -0.029 13.354 33 -0.138
Train 0.001 19.817 33 -0.041
Train 0.039 18.545 33 0.089
Train -0.054 14.028 33 0.078
Train -0.055 10.527 33 -0.052
Train -0.053 15.24 33 -0.057
Train -0.049 7.758 33 -0.039
Train -0.038 11.431 33 -0.025
Train -0.056 13.25 111 0.019
Train -0.051 12.748 68 -0.084
Train -0.013 14.376 68 0.016
Train -0.051 19.837 33 -0.325
Train -0.072 11.444 33 -0.075

Test -0.055 22.52 18 -0.243
Train -0.032 14.175 111 -0.012
Train 0 14.772 72 0.053
Train -0.039 10.606 33 -0.019
Train -0.087 16.199 33 -0.072
Train -0.182 15.651 18 -0.16

Test -0.126 19.88 18 -0.089
Train -0.301 10.755 18 -0.285
Train -0.184 18.789 18 -0.352

Test -0.288 18.839 18 -0.437
Train -0.212 15.63 18 -0.176
Train -0.167 14.343 33 -0.227

Test -0.12 19.906 33 -0.133
Train -0.271 18.953 33 -0.37
Train -0.164 20.19 33 -0.448
Train -0.256 21.998 33 -0.544
Train -0.2 15.545 33 -0.213
Test 0.006 10.909 33 0.095
Train -0.032 11.34 33 -0.03
Train -0.027 12.809 18 0.008
Train -0.072 13.085 33 -0.053
Test -0.146 14.798 33 -0.177
Test -0.057 19.347 33 0.003
Test -0.014 18.761 33 0.088




Train 0 29.506 33 0.063
Train -0.065 14.902 33 0.02

Test 0.041 14.603 58 0.021
Train -0.056 12.981 58 -0.078
Train -0.042 9.22 14 0.016
Train -0.034 9.456 14 -0.061
Train -0.033 13.127 14 -0.011
Train -0.028 7.094 14 -0.032
Train -0.041 13.538 14 -0.026
Train -0.057 20.399 14 -0.02
Test -0.193 16.619 14 -0.187
Train -0.229 17.059 6 -0.125
Train -0.196 18.891 14 -0.417
Train -0.236 21.731 6 -0.322
Test -0.198 17.72 14 -0.209
Train -0.201 27.73 14 -0.429
Test -0.234 15.551 -0.146
Test -0.242 28.36 -0.336
Train -0.309 10.507 14 -0.336
Train -0.31 20.628 14 -0.351
Train -0.367 9.879 6 -0.253
Train -0.369 17.962 6 -0.27
Train -0.04 9.788 14 -0.072
Train -0.08 11.558 14 0.019
Train -0.168 3.532 4 -0.333
Train -0.112 11.258 4 -0.13
Train -0.241 11.986 6 -0.146
Train -0.22 15.493 6 -0.063
Train -0.196 12.745 6 -0.036
Train -0.19 20.487 6 -0.039
Train -0.191 19.993 6 -0.085
Train -0.216 17.895 6 -0.111
Train -0.198 12.564 6 -0.077
Test -0.217 13.123 14 -0.181
Train -0.184 12.967 14 -0.112
Train -0.162 12.445 14 -0.077
Train -0.158 21.911 14 -0.081
Train -0.166 11.994 14 -0.128
Train -0.287 10.524 6 -0.175
Train -0.243 9.042 14 -0.244
Test -0.026 9.443 33 0.058
Test -0.015 9.363 33 -0.024
Test -0.02 14.628 72 -0.053
Train 0.008 8.224 33 0.079




Train -0.006 7.438 33 0.139
Test -0.083 10.779 119 0.002
Test -0.048 9.697 33 0.02
Train 0.011 7.609 72 0.083
Test 0.036 9.764 72 0.082
Test -0.021 12.793 76 0.042
Test -0.077 10.543 119 0.008
Train -0.013 15.928 72 0.049
Train -0.133 10.334 83 -0.017
Train -0.176 11.669 58 -0.027
Train -0.031 15.132 33 0.02
Train -0.12 7.527 33 -0.115
Train -0.051 12.987 33 0.044
Test -0.042 8.859 33 -0.112
Train -0.122 16.05 58 -0.053
Train -0.127 13.23 58 0.033
Train -0.066 11.262 33 -0.014
Train 0.063 4.125 33 -0.023
Train 0.022 5.576 33 -0.021
Train -0.009 5.859 33 -0.041
Train -0.06 12.795 33 0.009
Train -0.028 0.987 4 -0.042
Train 0.017 1.213 4 -0.095
Table S2 Correlation matrix
logl/C | MATSS5e | RDF080u | T(0..0) | MATS5m

logl/C 1

MATS5e | -0.80673 1

RDFO080u | 0.535881 | -0.33248 1

T(0..0) | -0.57943 | 0.428095 | -0.12211 1

MATS5m | -0.77796 | 0.730472 | -0.3803 | 0.378901 1

Table S3 Variable selection for multiple regression analysis

Model R® [ R*Change Variable names
No

1 0.6406 | 0.6406 MATS5e

2 0.7402 | 0.0996 MATS5e,

3 0.8053 | 0.0651 MATS5e, RDF080u, T(O..0)

4 0.8566 | 0.0513 MATS5e, RDF080u, T(0O..0) MATS5m

5 0.8775 | 0.0209 MATS5e, RDF080u, T(0..0), MATS5m, GATS2v

6 0.8897 | 0.0122 MATS5e, RDF080u, T(O..0), MATS5m, GATS2v, H-050

7 0.9036 | 0.0140 MATS5e, RDF080u, MATS5m, GATS2v, H-050, nCs, nO

8 0.9138 | 0.0101 MATS5e, RDF080u, MATS5m, GATS2v, H-050, nCs, Mor28m, nO

9 0.9198 | 0.0060 MATS5e, RDF080u, MATS5m, GATS2v, H-050, nCs, Mor28m, E2u, nO

10 0.9267 | 0.0069 MATS5e, MATS7e, RDF080u, MATS5m, GATS2v, nCs, Mor28m, BLTA96,
P2m, nO




Table S4 Observed and estimated log 1/C values of eq 4 using ANN and SVM techniques.

Comp Obs. Est. Log Residual Est. Log Residual
. logl/C 1/C ANN 1/C SVM
No ANN SVM
1 4.150 4.644 -0.494 4,729 -0.579
2 3.850 4121 -0.271 4,734 -0.884
3 4,720 4.845 -0.125 4.861 -0.141
4 5.590 5.628 -0.038 5.594 -0.004
5 5.570 5.599 -0.029 5.607 -0.037
6 4.920 4.840 0.080 4.866 0.054
7 4.350 4,622 -0.272 4,903 -0.553
8 5.480 5.084 0.396 5.112 0.368
9 4.890 5.490 -0.600 5.566 -0.676
10 5.240 4,726 0.514 4,710 0.530
11 5.000 4,966 0.034 5.039 -0.039
12 4.470 3.671 0.799 4.496 -0.026
13 4.090 4,733 -0.643 4.873 -0.783
14 4.660 4,283 0.377 4,561 0.099
15 6.590 6.779 -0.189 6.745 -0.155
16 5.890 5.349 0.541 5.365 0.525
18 5.100 3.781 1.319 4,549 0.551
19 5.140 4.055 1.085 4.394 0.746
20 5.000 4.862 0.138 4,933 0.067
21 5.600 5.736 -0.136 5.823 -0.223
22 6.960 6.884 0.077 6.898 0.062
24 7.230 7.796 -0.566 7.438 -0.208
25 8.110 7.971 0.139 7.753 0.357
27 7.370 7.090 0.280 7.088 0.282
28 6.920 6.753 0.167 6.569 0.351
30 7.200 8.054 -0.854 7.710 -0.510
31 7.890 7.801 0.089 7.491 0.399
32 8.570 8.607 -0.037 8.078 0.492
33 7.850 6.887 0.963 6.762 1.088
35 5.150 4,965 0.185 5.024 0.126
36 6.010 5.132 0.878 5.311 0.699
37 5.440 5.365 0.075 5.443 -0.003
41 6.070 5.709 0.361 5.235 0.835
42 5.060 5.065 -0.005 5.264 -0.204
44 5.120 4,930 0.190 5.021 0.099
45 6.480 4,781 1.699 5.026 1.454
46 5.820 5.193 0.627 5.326 0.494
47 5.240 5.353 -0.113 5.539 -0.299
48 5.960 4718 1.242 4.870 1.090
49 5.480 5.505 -0.025 5.676 -0.196
50 7.060 6.128 0.932 6.188 0.872
52 7.580 7.161 0.419 7.375 0.205
53 8.240 8.359 -0.119 8.094 0.146
54 8.300 8.444 -0.144 8.393 -0.093
56 8.550 8.509 0.041 8.385 0.165
59 7.990 8.143 -0.153 7.697 0.293
60 8.510 8.604 -0.094 8.460 0.050
61 7.890 7.976 -0.086 7.891 -0.001
62 8.140 8.422 -0.282 8.555 -0.415
63 5.680 5.315 0.365 5.436 0.244
64 5.330 5.153 0.177 5.437 -0.107
65 5.660 6.405 -0.745 6.161 -0.501
66 5.920 6.255 -0.335 6.423 -0.503




67 7.890 6.988 0.902 7.121 0.769
68 6.660 6.617 0.043 6.947 -0.287
69 5.790 6.143 -0.353 6.501 -0.711
70 6.450 6.673 -0.223 6.957 -0.507
71 7.110 6.959 0.151 7.180 -0.070
72 7.920 7.079 0.841 7.305 0.615
73 7.040 6.418 0.622 6.684 0.356
75 6.470 6.490 -0.020 6.599 -0.129
76 5.400 6.139 -0.739 6.304 -0.904
77 6.350 6.755 -0.405 6.872 -0.522
78 7.020 6.429 0.591 6.486 0.534
79 7.020 7.237 -0.217 7.305 -0.285
80 7.000 7.195 -0.195 6.937 0.063
84 3.600 3.973 -0.373 4.110 -0.510
85 3.600 3.565 0.035 3.833 -0.233
88 3.560 3.572 -0.012 3.679 -0.119
92 3.510 4,123 -0.613 4.507 -0.997
93 5.180 4.247 0.933 4,672 0.508
94 4,740 4,913 -0.173 5.219 -0.479
95 4.680 5.015 -0.335 5.162 -0.482
96 4,740 5.416 -0.676 5.264 -0.524
97 5.470 4,742 0.728 4,958 0.512
99 4.920 5.092 -0.172 5.388 -0.468
100 4.890 4.482 0.408 4912 -0.022
101 4,720 4977 -0.257 5.093 -0.373
102 4.000 3.855 0.145 3.665 0.335
103 4.520 4,148 0.372 4.047 0.473
104 4,700 4.381 0.319 4.282 0.418
105 4,700 4,956 -0.256 5.122 -0.422
106 3.600 3.870 -0.270 4,112 -0.512
107 3.820 3.902 -0.082 4,088 -0.268
Test
17 6.660 7.119 -0.459 7.092 -0.432
23 5.000 6.534 -1.534 6.619 -1.619
26 8.300 8.803 -0.503 8.389 -0.089
29 5.470 6.348 -0.878 6.391 -0.921
34 3.660 4,154 -0.494 4.349 -0.689
38 5.690 6.429 -0.739 6.351 -0.661
39 5.220 5.449 -0.229 5.571 -0.351
40 4.370 4.886 -0.516 5.021 -0.651
43 5.170 4.389 0.781 4.505 0.665
51 7.720 7.227 0.493 7.231 0.489
55 8.230 7.426 0.804 7.406 0.824
57 8.090 7.224 0.866 7.391 0.699
58 8.140 8.493 -0.353 8.495 -0.355
74 8.130 7.061 1.069 7.036 1.094
81 4.460 4.287 0.173 4.459 0.001
82 3.890 4.691 -0.801 4,712 -0.822
83 3.5630 4.527 -0.997 4,777 -1.247
86 3.720 3.679 0.041 4.509 -0.789
87 3.600 4.587 -0.987 4,722 -1.122
89 3.600 3.677 -0.077 3.817 -0.217
90 3.960 3.979 -0.019 4.335 -0.375
91 3.450 3.658 -0.208 4.467 -1.017
98 3.600 5.162 -1.562 5.057 -1.457
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Figure S1 Correlation between observed and estimated values of log 1/C using eq. 4.
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Figure S2. Correlation between observed and estimated values of log 1/C using eq. 4. (ANN)
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Figure S3. Correlation between observed and estimated values of log 1/C using eq. 4. (SVM)
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Figure S4 Randomization regression plot
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