Table 1. The ranking of the docked ligands with respect to their binding energy.
	Entry
	Compound
	Energy-Kcal/mol
	IC50±SE [μM] or inhibition [%] @ 50 μM

	1
	

	-4.99
	122.7±23.6

	2
	

	-8.93
	8.3±83.5

	3
	

	-13.47
	6.1±5.2

	4
	

	-6.22
	10.4±1.4

	5
	

	-6.1
	15.6±1

	6
	

	-6.01
	33.4±5.6

	7
	

	-5.92
	16.5%

	8
	

	-5.89
	18.3%

	9
	

	-5.81
	20.6%

	
10
	

	-5.48
	87.2±9.5


[bookmark: _GoBack]
image4.emf
N

H

Cl

Cl

O

O

2

N



image5.emf
N

H

O

I

Br

OH

Br



image6.emf
N

H

Cl

Cl

O

F



image7.emf
N

H

Cl

Cl

O

N



image8.emf
N

H

Cl

Cl

O

F

3

C



image9.emf
N

H

Cl

Cl

O

N



image10.emf
N

H

NH

O

Cl

Cl



image1.emf
N

H

O

N

H

O

H

N

N

F



image2.emf
N

H

3

C

N

H

N

O

O

S NH

NH

2



image3.emf
N

H

Cl

Cl

O

N

S



