Table S1. Contribution of the descriptors and its predicted activity - Model 2

Compound  Dataset . . Exp Mo.d el
Name split ATSC4m AATSC7i GATSS5c SpMaxS Bhm hmin activity prec!lc.ted

pIC50 activity

Al Excluded -150.613 0.16999 1.42508 3.125674028  0.025416  -1.19866
A2 Training -566.95 0.148565  1.322089  3.315003422  0.013312  -0.71767 -0.7177
A3 Training -363.531  0.300571  1.245976  3.139123587  0.037135  -0.65418 -0.6542
A4 Training -1158.25 0.10946 1.347909  3.448229765  0.012974  -0.76042 -0.7604
A5 Training -1849.53  0.063419  1.388731 3.451318505 0.01317 -0.84011 -0.8401
A6 Training -434373  0.189907  1.338616 3.29591003 0.033856  -0.93852 -0.9385
A7 Training -144.952  0.077896  1.379928  3.142732176  0.013698  -0.65128 -0.6513
A8 Training -473.824  0.215142  1.086649  3.151668164  0.020063  -0.38382 -0.3838
A9 Training -170.971  0.426573  1.004151 3.417292915  0.039043  -0.86213 -0.8621
Al0 Training -275.883 0.16498 1.091155  3.135368648  0.029323  -0.42325 -0.4233
All Prediction  -351.663  0.109021 1.331711 3.200803294  0.018424  -0.63749 -0.6375
Al2 Training  293.3892  0.222251  1.264795  3.341759912 -0.01408 -0.77597 -0.776
Al3 Training -327.75 0.083413 1.33318 3.210689641 0.024596  -0.89209 -0.8921
Al4 Prediction  -673.156  0.110354  1.287059  3.389979292  0.002123 -0.7185 -0.7185
Al5 Training -422.907  0.212385  1.365634  3.151249129 -0.00161 -0.70927 -0.7093
Alé6 Training -182.257  0.026798  1.323677  3.143652882  0.012183  -0.40654 -0.4065
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A35 Training -481.208  0.237308 1.17508 3.68518807 -0.23563 1.236572 1.2366




