Additional file 1 Division of descriptors calculated for the dataset

	Descriptor category*
	Descriptors before data processing
	Descriptors removed after data processing

	1.Pharmacophore fingerprints (147)
	NEG_01_NEG – NEG_07_NEG
NEG_01_POS – NEG_07_POS
NEG_01_HBD – NEG_07_HBD
NEG_01_HBA – NEG_07_HBA
NEG_01_ARC – NEG_07_ARC
NEG_01_HYP – NEG_07_HYP
POS_01_POS – POS_07_POS
POS_01_HBD – POS_07_HBD
POS_01_HBA – POS_07_HBA
POS_01_ARC – POS_07_ARC
POS_01_HYP – POS_07_HYP
HBD_01_HBD – HBD_07_HBD
HBD_01_HBA – HBD_07_HBA
HBD_01_ARC – HBD_07_ARC
HBD_01_HYP – HBD_07_HYP
HBA_01_HBA – HBA_07_HBA
HBA_01_ARC – HBA_07_ARC
HBA_01_HYP – HBA_07_HYP
HYP_01_HYP – HYP_07_HYP
	NEG_01_POS
NEG_02_POS
NEG_01_HBA
NEG_02_HBA
NEG_01_ARC
NEG_01_HYP
POS_01_POS
POS_02_POS
POS_01_HBD
POS_01_HBA
POS_02_HBA
POS_01_ARC
POS_01_HYP
HBD_01_HBD
HBD_02_HBD
HBD_01_HBA
HBD_02_HBA
HBD_01_ARC
HBD_01_HYP
HBA_01_HBA
HBA_02_HBA
HBA_01_ARC
HBA_02_ARC
HBA_01_HYP
ARC_01_HYP

	2.Weighted Burden
Number (24)
	WBN_GC_L_0.25 
WBN_GC_H_0.25
WBN_GC_L_0.50
WBN_GC_H_0.50
WBN_GC_L_0.75
WBN_GC_H_0.75
WBN_GC_L_1.00
WBN_GC_H_1.00
	WBN_EN_L_0.25 
WBN_EN_H_0.25
WBN_EN_L_0.50
WBN_EN_H_0.50
WBN_EN_L_0.75
WBN_EN_H_0.75
WBN_EN_L_1.00
WBN_EN_H_1.00
	WBN_LP_L_0.25 
WBN_LP_H_0.25
WBN_LP_L_0.50
WBN_LP_H_0.50
WBN_LP_L_0.75
WBN_LP_H_0.75
WBN_LP_L_1.00
WBN_LP_H_1.00
	None

	3.Properties (8)
	XLogP, PSA, NumRot, NumHBA, NumHBD, MW, BBB, BadGroup
	None


* Values in brackets depict the number of descriptors calculated in each category
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