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Table 1. List of desirable attributes of molecular descriptors for use
	Descriptor Java Class
	Descriptor
	Description

	Acidic Group Count Descriptor
	nAcid
	Number of acidic groups

	Basic Group Count Descriptor
	nBase
	Number of basic groups

	ALOGP Descriptor
	ALogP
	Ghose-Crippen LogKow

	
	ALogP2
	Square of ALogP

	
	AMR
	Molar refractivity

	APol Descriptor
	apol
	Sum of the atomic polarizabilities (including implicit hydrogens)

	Aromatic Atoms Count Descriptor
	naAromAtom
	Number of aromatic atoms

	Aromatic Bonds Count Descriptor
	nAromBond
	Number of aromatic bonds

	Atom Count Descriptor
	nAtom
	Number of atoms

	
	nHeavyAtom
	Number of heavy atoms (i.e., not hydrogen)

	
	nH
	Number of hydrogen atoms

	
	nC
	Number of carbon atoms

	
	nO
	Number of oxygen atoms

	PaDEL Bond Count Descriptor
	nBondsS3
	Total number of single bonds

	
	nBondsD
	Number of double bonds

	BPolDescriptor
	bpol
	Sum of the absolute value of the difference between atomic polarizabilities of all bonded atoms in the molecule

	Constitutional Descriptor
	Sv
	Sum of atomic van der Waals volumes

	
	Sse
	Sum of atomic Sanderson electronegativities

	
	Spe
	Sum of atomic Pauling electronegativities

	
	Sp
	Sum of atomic polarizabilities (scaled on carbon atom)

	
	Si
	Sum of first first ionization potentials (scaled on carbon atom)

	Detour Matrix Descriptor
	SpMax_Dt
	Leading eigenvalue from detour matrix

	
	SpDiam_Dt
	Spectral diameter from detour matrix

	
	SpAD_Dt
	Spectral absolute deviation from detour matrix

	
	SpMAD_Dt
	Spectral mean absolute deviation from detour matrix

	
	EE_Dt
	Estrada-like index from detour matrix

	
	VE1_Dt
	Coefficient sum of the last eigenvector from detour matrix

	
	VE2_Dt
	Average coefficient sum of the last eigenvector from detour matrix

	
	VE3_Dt
	Logarithmic coefficient sum of the last eigenvector from detour matrix

	
	VR1_Dt
	Randic-like eigenvector-based index from detour matrix

	
	VR2_Dt
	Normalized Randic-like eigenvector-based index from detour matrix

	
	VR3_Dt
	Logarithmic Randic-like eigenvector-based index from detour matrix

	Eccentric Connectivity Index Descriptor
	ECCEN
	A topological descriptor combining distance and adjacency information

	PaDEL HBond Acceptor Count Descriptor
	nHBAcc
	Number of hydrogen bond acceptors

	PaDEL HBond Donor Count Descriptor
	nHBDon
	Number of hydrogen bond donors

	HybridizationRatioDescriptor
	HybRatio
	Fraction of sp3 carbons to sp2 carbons

	Kappa Shape Indices Descriptor
	Kier1
	First kappa shape index

	
	Kier2
	Second kappa shape index

	
	Kier3
	Third kappa (κ) shape index

	Mannhold LogP Descriptor
	MlogP
	Mannhold LogP

	McGowanVolume Descriptor
	McGowan_Volume
	McGowan characteristic volume

	MLFER Descriptor
	MLFER_A
	Overall or summation solute hydrogen bond acidity

	
	MLFER_BH
	Overall or summation solute hydrogen bond basicity

	
	MLFER_BO
	Overall or summation solute hydrogen bond basicity

	
	MLFER_S
	Combined dipolarity/polarizability

	
	MLFER_E
	Excessive molar refraction

	
	MLFER_L
	Solute gas-hexadecane partition coefficient

	Ring Count Descriptor
	nRing
	Number of rings

	PaDEL Rotatable Bonds Count Descriptor
	nRotB
	Number of rotatable bonds, excluding terminal bonds

	Rule Of Five Descriptor
	LipinskiFailures
	Number failures of the Lipinski's Rule Of 5

	Topological Descriptor
	topoRadius
	Topological radius (minimum atom eccentricity)

	
	topoDiameter
	Topological diameter (maximum atom eccentricity)

	
	topoShape
	Petitjean topological shape index

	TPSA Descriptor
	TopoPSA
	Topological polar surface area

	PaDEL Weight Descriptor
	MW
	Molecular weight

	
	AMW
	Average molecular weight (Molecular weight / Total number of atoms)

	PaDELWeightedPathDescriptor
	WTPT-1
	Molecular ID

	
	WTPT-2
	Molecular ID / number of atoms

	
	WTPT-3
	Sum of path lengths starting from heteroatoms

	
	WTPT-4
	Sum of path lengths starting from oxygens

	Wiener Numbers Descriptor
	WPATH
	Weiner path number

	
	WPOL
	Weiner polarity number

	ZagrebIndexDescriptor
	Zagreb
	Sum of the squares of atom degree over all heavy atoms



