Virtual identification of novel PPARα/γ dual agonists by 3D-QSAR, molecule docking and molecular dynamics studies
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Supplementary Material:
Table S1. The molecular structures and EC50 values of studied compounds.
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Table S2. Docking scores and hydrogen bond interactions between the newly designed compounds and PPARα/γ binding site residues.
	No.
	–cdocker energy (kcal/mol)
	Hydrogen bond interaction

	
	PPARα
	PPARγ
	PPARα
	PPARγ

	N1
	49.6379
	37.8027
	Tyr314,His440,Tyr464,
Cys275,Cys276,Thr279
	Arg288,Ser342,Gln286,
Cys285,Tyr327

	N2
	44.6437
	42.4808
	Tyr314,His440,Tyr464,Cys275,Cys276,Thr279,Ala333,Tyr334
	Arg288,Ser342,Gln286,
Tyr473,Cys285,Tyr327

	N3
	50.4309
	41.6415
	Tyr314,His440,Tyr464,Cys276,Thr279, Ala333
	Arg288,Gln286,Tyr473,
Cys285,Tyr327

	N4
	47.1516
	36.1503
	Ser280,Tyr314,His440,Tyr464, Cys276, Thr279, Ala333
	Gln286,Tyr473,Cys285,Tyr327,Phe363,Met364,Lys367

	N5
	38.698
	41.6403
	Tyr314, His440, Tyr464, 
Cys275, Cys276, Thr279
	Ser342,Gln286,Tyr473,Cys285

	N6
	-
	35.6429
	-
	Arg288,Ser342,Gln286,326,
Tyr327,Cys285,

	N7
	48.4295
	45.3193
	Tyr314,His440,Tyr464,Cys275,Cys276,Thr279, Ala333, Tyr334
	Arg288,Ser342,Gln286,
Tyr473,Cys285

	N8
	44.7258
	36.8787
	Tyr314,His440,Tyr464,Cys275,Cys276,Thr279,Ala333 Tyr334
	Arg288,Ser342,Gln286,
Tyr473,Tyr327,Cys285

	N9
	47.2476
	36.6041
	Tyr314,His440,Tyr464,Cys276 ,Thr279,Ala333
	Ser342,Gln286,Tyr473,Tyr327,Cys285,Glu343

	N10
	52.4938
	46.7773
	Ser280,Tyr314,His440,Tyr464,
Leu254,Cys275,Cys276, Thr279
	Arg288,Ser342,Gln286,
Tyr327,Cys285,Met329

	N11
	46.6827
	38.7964
	Tyr314,His440,Tyr464,Cys276, Thr279
	Arg288,Ser342,Gln286,
Tyr473,Tyr327,Cys285,Met329

	N12
	41.9541
	47.3911
	Ser280,Tyr314,His440,Tyr464,Glu269,Cys276,Thr279,Tyr334
	Ser342,Gln286,Tyr473,Tyr327,Cys285,Phe363,Met364

	27
	44.2756
	-
	Tyr314,His440,Tyr464,Cys275, Cys276, Thr279,Ala333
	-

	06
	-
	39.0266
	-
	Arg288,Gln286,Tyr473,
Tyr327,Cys285


