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Supplementary table 2
Table S2:  MM-GBSA scores of the top 5 compounds for each enzyme and the 32 ones of BuChE
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AChE BACE1 GSK-3B MAO-B

MM-GBSA Binding MM-GBSA Binding MM-GBSA Binding MM-GBSA Binding

affinity (Kcal/mol) affinity (Kcal/mol) affinity (Kcal/mol) affinity (Kcal/mol)
Compound 147 12.60 Compound 27 20.14 Compound 157 -33.91 Compound 27 -27.43
Compound 157 16.20 Compound 157 27.97 Compound 159 -41.69 Compound 236 -41.28
Compound 159 11.73 Compound 232 -18.79 Compound 657 -33.75 Compound 242 -3.05
Compound 380 0.11 Compound 314 24.31 Compound 667 -41.02 Compound 332 -10.27

Compound 442 -10.84 Compound 377 64.71 Compound 696 -48.49 Compound 334 -11.53
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Compound 264 -52.40 Compound 709 -27.36 Compound 459 -15.59
Compound 578 -48.11 Compound 318 -25.60 Compound 270 -15.41
Compound 426 -44.12 Compound 556 -25.18 Compound 696 -14.76
Compound 835 -35.48 Compound 710 -22.90 Compound 427 -13.82
Compound 356 -34.90 Compound 438 -22.33 Compound 278 -8.53
Compound 147 -32.54 Compound 27 -22.08 Compound 386 -5.55
Compound 157 -32.02 Compound 758 -22.04 Compound 34 -0.11
Compound 705 -30.09 Compound 460 -21.70 Compound 439 4.91
Compound 612 -29.22 Compound 159 -21.61 Compound 221 17.57
Compound 320 -28.32 Compound 461 -20.13 Compound 374 2233
Compound 210 -28.00 Compound 750 -18.62





