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	Parameters
	Absorption
	Distribution
	Metabolism
	Excretion
	Toxicity
	Lipinski’s rule of five

	
	Water solubility (log mol/L)
	Caco2 permeability (log cm/s)
	Intestinal absorption (%human)
	Skin Permeability (log Kp)
	P-glycoprotein substrate
	P-glycoprotein inhibitor
	VDss (human) (log L/kg)
	Fraction unbound (human) (Fu)
	BBB permeability (log BB)
	CNS permeability (log PS)
	CYP substrate
	CYP inhibitors
	Total Clearance (log ml/min/kg)
	Renal OCT2 substrate
	AMES toxicity
	Hepatotoxicity
	Skin Sensitization
	Molecular Weight
	LogP
	Rotatable Bonds
	Acceptors
	Donors
	Surface Area

	Canagliflozin
	-4.21
	0.85
	0.85
	-2.74
	Yes
	Yes
	-0.71
	0.08
	-0.99
	-3.02
	No
	No
	0.035
	No
	No
	No
	No
	444.52
	2.97
	5
	6
	4
	183.56

	Empagliflozin
	-3.56
	-0.02
	55.87
	-2.74
	Yes
	Yes
	-0.38
	0.07
	-1.10
	-3.51
	No
	No
	0.40
	No
	No
	No
	No
	450.91
	1.613
	6
	7
	4
	185.31

	Lumacaftor
	-3.18
	0.63
	78.71
	-2.73
	Yes
	No
	-1.46
	0.03
	-0.47
	-2.81
	No
	No
	-0.10
	No
	No
	Yes
	No
	452.41
	4.75
	5
	5
	2
	186.53

	Eprosartan
	-2.89
	0.67
	57.17
	-2.73
	Yes
	No
	-0.72
	0.14
	-0.87
	-2.47
	No
	No
	0.67
	No
	No
	Yes
	No
	424.52
	4.74
	10
	5
	2
	178.70

	Dapagliflozin
	-3.43
	0.94
	55.86
	-2.75
	Yes
	Yes
	-0.33
	0.08
	-0.99
	-3.34
	No
	No
	0.19
	No
	No
	No
	No
	408.88
	1.84
	6
	6
	4
	168.47


Table 3:  In silico predicted pharmacokinetic (ADMET) analysis of the top scoring ligands

Abbreviations: Caco2: Cancer coli-2, BBB: Blood-brain barrier, VDss: Volume of Distribution at Steady State, CNS: central nervous system, OCT2: Organic Cation Transporter 2, CYP: Cytochromes P450
