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Table S1 Selected computed ADMET -related descriptorsand their recommended ranges for 95% of known drugs

Property Description Recommended range

Shol the total solvent-accessible molecular surfacdZiprobe 300 to 1000 A
radius 1.4 A).

Sirol hfob the hydrophobic portion of the solvent-accessibtdgecular 0to 750 R

surface, in & (probe radius 1.4 A).

Vol the total volume of molecule enclosed by solverteasible 500 to 2000 A
molecular surface, in &probe radius 1.4 A).

l0g Syat the logarithm of aqueous solubility. -6.0t0 0.5

log Kysa the logarithm of predicted binding constant to hanserum -1.5t01.2
albumin®

log B/B the logarithm of predicted blood/brain barriertfizm -3.0t0 1.0

coefficient*®

BlPcaco2 the predicted apparent Caco-2 cell membrane peilitgai < 5 low, > 100 high
nm s* (in Boehringer—Ingelheim scalé&j.

MDCK the predicted apparent Madin-Darby canine kidredly ¢ < 25 poor, > 500 great
permeability in nm 4.2

INdcon the index of cohesion interaction in solids, chlted from the 0.0t0 0.05
number of hydrogen bond acceptors (HBA), donors (H&m)
the surface area accessible to the solvent, SAR4) by the

relationIndo, = HBA X VHBD/Spy; -*°

Glob the globularity descriptor, Glob =#)/Sny, Wherer is the 0.751t0 0.95
radius of the sphere whose volume is equal to thiecular
volume.
QPpoirz the predicted polarizability. 13.0to0 70.0
log HERG the predicted I, value for blockage of HERG'kchannelg®* concern < -5
log K, the predicted skin permeability -8.0t0 -1.0

#metab the number of likely metabolic reactions 1to 8
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