S3:ZINC parameters used for description of Physicochemical descriptors

Table1.  ZINC property Filter 

	Property
	Value

	MW
	60 - 600

	logP
	-4 to 6

	HBA
	≤ 11

	HBD
	≤ 6

	tPSA
	≤ 150

	Rotatable Bonds
	≤ 12

	Rigid Bonds
	≤ 50

	Rings
	≤ 7

	MaxSizeSystemRing
	≤ 12

	Carbons
	≥ 3

	HeteroAtoms
	≥ 0

	H/C Ratio
	≤ 2.0

	Charges
	≤ 3

	TotalCharge
	-2 to 2


