Table S1. The molecular descriptors for the 578 molecules in the data set

No. %FA Ny, nuga  nup  logDgs logP MW TPSA MV Nueors logS N+
1 0 20 16 16  -10.99 -4.00 552.62 374.50 29727 3 0.26 0
2 0 5 11 4 391  -034 46149 296.62 17345 1 -3.51 0
3 0 10 13 5 2.17 255 584.67 312.84 30448 3 -6.20 0
4 0 13 12 11 815 -1.89 477.6 366.89 199.73 2 0.32 0
5 0 12 11 10 -592 -0.63 44855 34271 1877 2 0.35 0
6 0 15 9 729 -2.81 4604 21343 268.08 2 -3.31 0
7 0 8 5.06 259 383.46 268.88 13548 0 -1.10 0
8 0 13 3 476 -1.18 539.58 330.41 207.18 2 -3.60 0
9 0 14 12 11 -795 -2.00 47558 358.84 19973 2 0.32 0
10 0 10 6 6 0.53 247 34042 28149 1182 1 -3.83 0
1m0 19 16 11 250 -250 504.44 277.89 268.68 3 -1.20 0
2 0 7 10 5 133 -1.33 26522 14251 15192 2 -0.06 0
13 0 16 14 15  -958 341 46751 30594 268.17 2 0.33 0
4 0 23 33 21 484  -1.44 144925 874.69 53049 3 -6.74 0
15 1 7 8 7 758 -3.52  249.10 13411 180.93 1 0.60 0
16 1 7 13 5 542 -0.66 43543 23694 23820 2 -3.45 0
17 1 15 5 494 -024 55458 281.72 29131 3 -4.88 0
18 1 13 11 8 321 322 34230 192.83 189.53 2 0.02 0
19 1 5 8 5 788  -2.94 283.11 15135 167.80 1 -0.23 0
20 1 16 19 16  -7.14 253 581.57 293.48 33143 3 2.17 0
21 2 22 19 14 424 416 64560 369.79 321.17 3 -1.14 0
2 3 15 19 14  -144 107 940.08 68633 339.84 3 -1.40 0
23 3 2 6 757 -238 24489 106.18 13468 0 -0.66 0
24 3 5 8 2 199 276 37134 252.16 12121 0 571 0
25 3 23 19 19  -11.70 -441 628.67 39639 353.11 3 0.20 0
26 5 14 12 036  -036 45743 287.62 20232 2 2.07 0
27 5 9 11 2.19 128 45349 270.76 209.98 1 -4.50 0
28 5 10 10 082 3.82 47739 33124 167.58 2 -5.30 0
29 5 6 3 270 045 61391 23435 955 1 3.12 0
30 5 11 10 4 582 -043 29224 186.61 15568 1 0.53 0
31 5 3 7 5 845 -3.53 206.03 9742 15491 1 0.61 0
32 5 7 7 4 479 229 29935 18387 14152 0 -1.03 0
335 18 12 8 4.16  -4.16 821.14 373.17 199.89 3 -1.57 0
34 5 14 11 4 241 174 121581 459.11 16049 2 -5.28 0
35 5 16 10 8 042 339 44448 30652 163.18 2 -4.52 0
36 5 10 9 3 045  3.17 47051 36626 12540 0 -3.34 0
37 5 8 7 7.65 340 23507 117.61 18093 1 0.63 0
38 5 8 3 142 1.54 40343 25266 162.08 0 -4.55 0
39 5 8 3 138  0.68 35539 22198 162.08 0 2.66 0
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