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Table
Table S1. Compounds used for 3D QSAR model

Figure
Figure S1. Binding mode analysis of molecules from S3 to S7. (a) Binding mode analysis of molecule S3(ZINC01372996), (b) Binding mode analysis of molecule S4 (ZINC00927639), (c) Binding mode analysis of molecule S5(ZINC00926220), (d) Binding mode analysis of molecule S6(ZINC01372999), (e) Binding mode analysis of molecule S7 (ZINC32536674). The violet color bonds indicates H-bonds, red color bonds indicates that Pi- cation interactions and green color indicates Pi-Pi stacking interactions.















	Table S1. Compounds used for 3D QSAR model
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	Compound
	-R1
	-R2
	-R3
	-R4
	-R5
	-R4

	M1
	-H
	-H
	-H
	-H
	-H
	-NO2

	M2
	-H
	-H
	-H
	-H
	-NO2
	-H

	M3
	-H
	-H
	-H
	-H
	-H
	-C1

	M4
	-H
	-H
	-H
	-H
	-C1
	-H

	M5
	-H
	-H
	-H
	-H
	-H
	-Br

	M6
	-H
	-H
	-CH3
	-H
	-H
	-NO2

	M7
	-H
	-H
	-CH3
	-H
	-NO2
	-H

	M8
	-H
	-H
	-CH3
	-H
	-H
	-C1

	M9
	-H
	-H
	-CH3
	-H
	-C1
	-H

	M10
	-H
	-H
	-CH3
	-H
	-H
	-Br

	M11
	-H
	-H
	-C1
	-H
	-H
	-NO2

	M12
	-H
	-H
	-C1
	-H
	-NO2
	-H

	M13
	-H
	-H
	-C1
	-H
	-H
	-C1

	M14
	-H
	-H
	-C1
	-H
	-C1
	-H

	M15
	-H
	-H
	-C1
	-H
	-H
	-Br

	M16
	-H
	-NO2
	-H
	-H
	-H
	-NO2

	M17
	-H
	-NO2
	-H
	-H
	-NO2
	-H

	M18
	-H
	-NO2
	-H
	-H
	-H
	-C1

	M19
	-H
	-NO2
	-H
	-H
	-C1
	-H

	M20
	-H
	-NO2
	-H
	-H
	-H
	-Br

	M21
	-H
	-CH3
	-C1
	-H
	-H
	-NO2

	M22
	-H
	-CH3
	-C1
	-H
	-NO2
	-H

	M23
	-H
	-CH3
	-C1
	-H
	-H
	-C1

	M24
	-H
	-CH3
	-C1
	-H
	-H
	-Br

	M25
	-C1
	-H
	-C1
	-C1
	-H
	-NO2

	M26
	-C1
	-H
	-C1
	-C1
	-NO2
	-H

	M27
	-C1
	-H
	-C1
	-C1
	-H
	-C1

	M28
	-C1
	-H
	-C1
	-C1
	-C1
	-H

	M29
	C1
	-H
	-C1
	-C1
	-H
	-Br

	M30
	-I
	-H
	-NO2
	-I
	-H
	-NO2

	M31
	I
	-H
	-NO2
	-I
	-H
	-Br
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	Figure S1. Binding mode analysis of molecules from S3 to S7. (a) Binding mode analysis of molecule S3(ZINC01372996), (b) Binding mode analysis of molecule S4 (ZINC00927639), (c) Binding mode analysis of molecule S5(ZINC00926220), (d) Binding mode analysis of molecule S6(ZINC01372999), (e) Binding mode analysis of molecule S7(ZINC32536674). The violet color bonds indicates H-bonds, red color bonds indicates that Pi- cation interactions and green color indicates Pi-Pi stacking interactions.
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