	Structures
	LD7
	GN8
	GJP49

	I4M:BE (kcal/mol)
	-7.1
	-7.2
	-7.4

	[bookmark: _GoBack]
	Thr192(Pi-sigma)
Pro158(Pi-alkyl)
Glu196 (C-H Bond)
Asn197(H-bond)
	His187(Pi-cation)
Asn197(H-bond)
Arg156(C-H bond)
	Pro158(Pi-Pi Stacked)
His187(Pi-cation)
Asn197(Pi-Donor H-Bond)

	HAF: BE(Kcal/mol)
	-7.4
	-7.6
	-7.2

	
	Tyr149(Pi-Pi Stacked)
Tyr157(Pi-Alkyl)
Pro158(Pi-Alkyl)
Gln160(H-bond)
Tyr150 (C-H  Bond)
	Arg156(Alkyl)
Asn197(H-bond)
Tyr157(Pi-Pi Stacked)
Ile184(Pi-Alkyl)
Val180(Alkyl)
	Tyr149(Pi-Pi Stacked)
Phe141(Pi-Alkyl)
Tyr157(Pi-Pi Stacked)

	HAK: BE(Kcal/mol)
	-6.2
	-6.7
	-6

	
	Asn181(H-bond)
Ile 184(Pi-Alkyl)
Val 203(Alkyl)
Lys185(Pi-Alkyl)
	Arg136 (H-bond)
His155(C-H Bond)
Thr190(H-bond)
Gln186(H-bond)
Tyr162(H-bond)
	His187 Alkyl
Arg136(H-Bond)

	HEQ: BE(Kcal/mol)
	-7.3
	-6
	-6.9

	
	Tyr162(Pi-Pi T-shaped)
Thr183(H-bond)
Thr190(C-H Bond)
Pro158(Pi-Alkyl)
His187(C-H Bond)
Arg156(C-H Bond)
	Arg156(Alkyl)
Lys194(H-bond)
Pro158(Pi-Alkyl)
Thr190(H-bond)
	His187(Alkyl)
Tyr162(Alkyl)
Pro158(Alkyl)

	HJX: BE(Kcal/mol)
	-6.4
	-7.5
	-6.9

	
	His187(H-bond)
Thr191(H-bond)
Tyr157(C-H Bond)
Phe198(Pi-Pi Stacked)
	Arg156(C-H Bond)
Glu196(H-bond)
Asn197(H-bond)
Phe198(Pi-Pi Stacked)
	Phe198(Pi-Pi Stacked)
His187(C-H Bond)
His187(Pi-Alkyl)

	KML: BE (Kcal/mol)
	-6.3
	-7
	-6.5

	
	Ile184(H-bond)
Thr188(H-bond)
Val203(Pi-Alkyl)
	Thr188(H-bond)
Val203(Pi-Alkyl)
Asn181(Pi-sigma)
	His-187 (H-bond)
Glu-160(Carbon-Hydrogen)
Glu-196(Carbon-hydrogen)


Supplementary Material S1
 Binding modes and binding energy of compounds LD7, GN8 and GJP49.


