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Supplementary Table

Descriptors

Properties

ES Sum_ssCH2

ES Sum_aaCH

ES_Sum_dssC

ES_Sum_aasC

ES_Count_dssC

Molecular_Solubility

Num_H_Acceptors

Molecular_PolarSurfaceArea

Sum descriptor for carbon with two single bonds

Sum descriptor for carbon with two aromatic bonds

Sum descriptor for carbon with two single bonds and one
double bond

Sum descriptor for carbon with two aromatic bonds and one

single bond

Sum descriptor for carbon with two single bonds and one
double bond

logS, where S is the solubility in mol/L.

Number of hydrogen bond acceptor

Calculates the polar surface area for each molecule using a

2D approximation.




Molecular_PolarSASA Calculates the polar solvent accessible surface area for each
molecule using a 2D approximation. The polar solvent
accessible surface area is defined as the sum of the solvent
accessible surface area of all the selected polar elements,

which can include N, O, P, and S.

Energy Gives the energy of the molecule's current 3D conformation
evaluated using a variant of the published clean forcefield. It

requires the molecules have 3D coordinates.

Supplementary Table 1. The definition of evaluated descriptors.




