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Table S1: Showing the extracted parameters for the ADMET prediction of the study compounds
	PHYSICOCHEMICAL PROPERTIES
	ACY
	BAP
	BGP
	BKF
	CHR

	Formular
	C12H8
	C20H12
	C22H12
	C20H12
	C18H12

	Molecular weight
	152.19 g/mol
	252.09 g/mol
	276.33 g/mol
	252.09 g/mol
	228.09 g/mol

	Num. of heavy atoms
	12
	20
	22
	20
	18

	TPSA
	0.00 Å²
	0.00 Å²
	0.00 Å²
	0.00 Å²
	0.00 Å²

	ABSORPTION

	Caco-2 Permeability
	-4.238 cm/s
	-4.254 cm/s
	-4.281 cm/s
	-4.304 cm/s
	-4.197cm/s

	MDCK Permeability
	-4.465cm/s
	0.0 cm/s
	0.0 cm/s
	0.0 cm/s
	0.0 cm/s

	P-gp substrate
	No
	No
	NO
	No
	No

	DISTRIBUTION

	PPB
	98.1%
	97.2%
	96.8%
	97.6%
	97.4%

	VD
	0.076 L/kg
	2.028 L/kg
	2.027 L/kg
	1.803L/kg
	1.578 L/kg

	BBB PENETRATION
	Yes
	No
	NO
	No
	No

	METABOLISM

	GI absorption
	Low
	Low
	Low
	Low
	Low

	CYP1A2 inhibitor
	Yes
	Yes
	Yes
	Yes
	No

	CYP2C19 inhibitor
	No
	No
	No
	No
	No

	CYP2C9 inhibitor
	No
	No
	No
	No
	No

	CYP2D6 inhibitor
	No
	No
	No
	No
	No

	CYP3A4 inhibitor
	No
	No
	No
	No
	No

	EXCRETION

	CL
	9.944 ml/min/kg
	6.923 ml/min/kg
	4.328 ml/min/kg
	6.666 ml/min/kg
	7.216 ml/min/kg

	T1/2
	1.633 sec
	0.928sec
	0.58 sec
	0.837 sec
	1.12 sec

	TOXICITY 

	Hepatotoxicity
	Active (P=0.69)
	Active (P=0.69)
	Active (P=0.69)
	Inactive (P=0.81)
	Active (P=0.69)

	Cytotoxicity
	Inactive (P=093)
	Inactive (P=093)
	Inactive (P=093)
	Inactive (P=090)
	Inactive (P=0.93)

	Immunotoxicity
	Active (P=0.96)
	Active (P=0.96)
	Active (P=0.96)
	inactive (P=0.98)
	Active (P=0.96)

	Carcinogenicity
	Fair (P=0.62)
	Fair (P=0.62)
	Fair (P=0.62)
	Active (P=0.62)
	Fair (P=0.62)

	Mutagenicity
	Inactive (P=0.97)
	Inactive (P=0.97)
	Inactive (P=0.97)
	Inactive (P=0.97)
	Inactive (P=0.97)




Table S2: Showing the extracted parameters for the ADMET prediction of the study compounds
	PHYSICOCHEMICAL PROPERTIES
	FLT
	FLU
	NAP
	PHE
	PYE

	Formular
	C16H10
	C13H10
	C10H8
	C14H10
	C16H10

	Molecular weight
	202.25 g/mol
	166.22 g/mol
	128.06g/mol
	178.08g/mol
	202.08g/mol

	Num. of heavy atoms
	16
	13
	10
	14
	16

	TPSA
	0.00 Å²
	0.00 Å²
	0.00 Å²
	0.00 Å²
	0.00 Å²

	ABSORPTION

	Caco-2 Permeability
	
	-4.295 cm/s
	-4.193cm/s
	-4.193cm/s
	-4.281 cm/s

	MDCK Permeability
	0.0 cm/s
	0.0 cm/s
	0.0 cm/s
	0.0 cm/s
	0.0 cm/s

	P-gp substrate
	No
	Yes
	NO
	No
	No

	DISTRIBUTION

	PPB
	97.7%
	98.0%
	97.4%
	97.5%
	97.4%

	VD
	1.429 L/kg
	4.02 L/kg
	1.106L/kg
	1.368L/kg
	1.578 L/kg

	BBB PENETRATION
	NO
	Yes
	Yes
	Yes
	No

	METABOLISM

	GI absorption
	Low
	Low
	Low
	Low
	Low

	CYP1A2 inhibitor
	Yes
	Yes
	Yes
	Yes
	No

	CYP2C19 inhibitor
	No
	Yes
	No
	Yes
	No

	CYP2C9 inhibitor
	No
	No
	No
	No
	No

	CYP2D6 inhibitor
	No
	No
	No
	No
	No

	CYP3A4 inhibitor
	No
	No
	No
	No
	No

	EXCRETION

	CL
	6.969 ml/min/kg
	8.908 ml/min/kg
	8.548ml/min/kg
	7.853ml/min/kg
	8.172 ml/min/kg

	T1/2
	1.041 sec
	1.553 sec
	2.133 sec
	1.778.sec
	1.234sec

	TOXICITY

	Hepatotoxicity
	Active (P=0.69)
	Active (P=0.69)
	Active (P=0.69)
	Active (P=0.69)
	Active (P=0.69)

	Cytotoxicity
	Inactive (P=093)
	Inactive (P=093)
	Inactive (P=093)
	Inactive (P=0.93)
	Inactive (P=0.93)

	Immunotoxicity
	Active (P=0.96)
	Active (P=0.96)
	Active (P=0.96)
	inactive (P=0.98)
	Active (P=0.96)

	Carcinogenicity
	Fair (P=0.62)
	Fair (P=0.62)
	Fair (P=0.62)
	fair (P=0.62)
	Fair (P=0.62)

	Mutagenicity
	Inactive (P=0.97)
	Inactive (P=0.97)
	Inactive (P=0.97)
	Inactive (P=0.97)
	Inactive (P=0.97)





