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Table S1: Molecular interactions between protein-ligand complexes of all screened compounds.
	Compound ID
	Docking Score
	H-Bonds
	Hydrophobic
	Salt Bridges
	Pi-Stacking

	Reference compound
	-5.970
	[bookmark: _GoBack]Glu15, Ala19, Asn22, Asn44, Arg47
	Val18, Leu42
	----
	----

	CHEMBL3237006
	-6.3090
	Arg12, Phe13, Glu15, Ala19, Asn22, Asn44, Arg47
	-----
	----
	
----

	CHEMBL1468113
	-6.2012
	Glu15, His17, Ala19, Asn22, Asn44, Arg47
	-----
	Arg47
	----

	CHEMBL1881008
	-6.1680
	Glu15, Ala19, Asn22, Asn44, Asn45, Arg47
	Val18, Leu42, Val49
	----
	----

	CHEMBL1173124
	-6.1645
	Ala19, Asn22, Asn44, Arg47, Gln48, Cys50
	Phe13, His17
	----
	----

	CHEMBL1441103
	-6.1336
	Glu15, His17, Ala19, Asn22, Asn44, Arg47,
	
Phe13, His17
	----
	
----

	CHEMBL1438901
	-5.8470
	Glu15,Ala19, Asn22, Arg47
	Leu42
	----
	----

	CHEMBL2393181
	-5.6232
	Glu15, Ala19, Asn22, Asn44, Arg47
	----
	----
	
----

	CHEMBL1375785
	-5.4192
	Glu15, Ala19, Asn22, Asn44, Arg47
	Arg47
	----
	
----

	CHEMBL1311599
	-5.3073
	Glu15, Ala19, Asn22, Asn44, Arg47
	----
	----
	
----

	CHEMBL3660721
	-5.2618
	Ala19, Asn22, Asn44, Arg47
	----
	----
	Phe13

	CHEMBL1461227
	-5.2401
	Glu15,Ala19, Asn22, Asn44, Arg47
	Ala19
	----
	----

	CHEMBL3582349
	-5.1736
	Glu15, His17, Ala19, Asn22, Asn44, Arg47
	Val18
	----
	----

	CHEMBL3582348
	-5.1508
	Glu15,His17,Ala19, Asn22, Asn44, Arg47
	Val18
	----
	----

	CHEMBL479089
	-5.1488
	Glu15, His17, Ala19, Asn22, Asn44, Arg47
	Val18
	----
	----

	CHEMBL1338251
	-4.8792
	Glu15, Ala19, Asn22, Asn44, Arg47
	----
	----
	----



