Supporting Information for publication

Table S1: List of Molecular Descriptors Used in QSAR Modeling
	Group Name
	Descriptors
	Description

	Physicochemical Properties
	SlogP, SMR, TPSA, LabuteASA, AMW, ExactMW, HallKierAlpha
	Basic molecular properties: lipophilicity, polar surface area, mass, etc.

	Lipinski & Drug-likeness
	NumLipinskiHBA, NumLipinskiHBD, NumRotatableBonds, FractionCSP3
	Related to oral bioavailability and Lipinski rules

	Hydrogen Bonding
	NumHBD, NumHBA, NumAmideBonds
	Hydrogen bond donors, acceptors, and amide count

	Atom & Structural Counts
	NumAtoms, NumHeavyAtoms, NumHeteroAtoms, NumStereocenters, NumUnspecifiedStereocenters
	Atom-level properties

	Ring Systems
	NumRings, NumAromaticRings, NumSaturatedRings, NumAliphaticRings, Num [Aromatic/Saturated/Aliphatic] [Hetero/Carbo] cycles
	Describes types and counts of rings

	Topological Indices
	Chi0-4v, Chi1-4n, kappa1-3
	Topological and shape descriptors

	VSA Descriptors (SlogP)
	slogp_VSA1 to slogp_VSA12
	Surface area in bins based on logP contribution

	VSA Descriptors (SMR)
	smr_VSA1 to smr_VSA10
	Surface area in bins based on molar refractivity contribution

	VSA Descriptors (PEOE)
	peoe_VSA1 to peoe_VSA14
	Surface area in bins based on partial charge distribution

	MQNs
	MQN1 to MQN42
	Compact set of integer descriptors encoding molecule structure/topology




