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Table 1: SwissADME Data for all Molecules
	Name
	p-gp 
substrate
	CYP-2C9 
Substrate/
inhibitor
	CYP-2D6 
Substrate
/
inhibitor
	CYP-3A4 
Substrate
/
inhibitor
	CYP-1A2 
Substrate
/
inhibitor
	CYP-2C19 
Substrate
/
inhibitor
	Bio-
Availability score
	GI absorption
	Lipinski 
criteria

	6c
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes

	6d
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes

	6e
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes

	6f
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	Low
	Yes

	6g
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes

	6h
	No
	Yes
	No
	Yes
	Yes
	No
	0.55
	Low
	Yes

	6i
	No
	Yes
	No
	Yes
	Yes
	No
	0.55
	Low
	Yes

	10f
	No
	No
	No
	No
	No
	No
	0.17
	Low
	No

	10g
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes

	10h
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes

	10i
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	Low
	Yes

	10j
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes

	10k
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	Low
	Yes

	10l
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	Low
	Yes

	10m
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	Low
	Yes

	11
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	Low
	Yes

	12a
	No
	Yes
	Yes
	Yes
	Yes
	Yes
	0.55
	Low
	Yes

	12b
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	Low
	Yes

	12c
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes

	13
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes

	14a
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	Low
	Yes

	14b
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	Low
	Yes

	19
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes

	20
	No
	Yes
	No
	Yes
	Yes
	Yes
	0.55
	High
	Yes








Table 2 The atom-based 3D- QSAR Statics for atom fraction
	# Factors
	H-bond donor
	Hydrophobic/non- polar
	Negative ionic
	Positive ionic
	Electron- withdrawing

	1
	0.099
	0.581
	0.022
	0.068
	0.231

	2
	0.106
	0.582
	0.033
	0.055
	0.223

	3
	0.09
	0.502
	0.083
	0.089
	0.237
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