Table S8 Presence or absence of potential hydrogen bond interactions between indicated residues of selected protein structure models (top row) and ligand poses. A single “x” indicates one potential interaction for the listed residue was found for the specified ligand, whereas more than one “x” indicates more than one interaction (e.g., “xx” indicates two interactions found).
	
	1FM6
	1ZGY
	2PRG

	Ligand
	HIS 323 NE2
	HIS 449 NE2
	SER 289 OG
	TYR 473 OH
	HIS 323 NE2
	HIS 449 NE2
	SER 289 OG
	TYR 473 OH
	HIS 323 NE2
	HIS 449 NE2
	SER 289 OG
	TYR 473 OH

	Farglitazar
	
	
	
	
	 
	
	
	
	 
	
	
	 

	9-HODE
	x
	x
	x
	xx
	x
	x
	x
	xx
	x
	x
	x
	x

	13-HODE
	
	x
	
	x
	 
	x
	
	x
	x
	x
	x
	x

	Indol-1-yl acetic acid
	
	x
	
	x
	 
	x
	
	x
	x
	x
	x
	x

	5-substituted indoleoxyacetic acid analogue
	
	
	
	
	 
	
	
	
	x
	x
	x
	 

	(2R)- ureidofibrate-like derivative
	x
	x
	x
	x
	x
	x
	x
	x
	x
	xx
	
	xx

	((2S)-ureidofibrate-like derivative
	
	
	
	
	 
	
	
	
	x
	x
	x
	x

	Indeglitazar
	
	
	
	
	 
	
	
	
	 
	
	x
	 

	CLA (18C:c9,t11)
	
	
	x
	
	 
	
	x
	
	x
	x
	x
	x

	Calendic Acid
	x
	x
	x
	xx
	x
	x
	x
	xx
	x
	x
	x
	x

	Catalpic Acid
	x
	x
	x
	x
	x
	x
	x
	x
	x
	
	x
	 

	Jacaric Acid
	x
	x
	x
	xx
	x
	x
	x
	xx
	x
	x
	x
	x

	Kuroda_No10
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Kuroda_No15
	
	
	
	
	 
	
	
	
	x
	
	x
	x

	Kuroda_No16
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Kuroda_No2
	
	
	x
	
	 
	
	x
	
	 
	
	
	 

	Kuroda_No34
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Kuroda_No38
	
	
	
	
	 
	
	
	
	 
	x
	
	 

	Kuroda_No39
	
	
	
	
	 
	
	
	
	x
	
	x
	x

	Kuroda_No3
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Kuroda_No5
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Kuroda_No6
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Markt_264908-13-6_1
	x
	
	x
	x
	x
	
	x
	x
	 
	x
	
	x

	Markt_264908-13-6_2
	x
	
	x
	xx
	x
	
	x
	xx
	x
	x
	x
	x

	Markt_264908-13-6_3
	x
	
	x
	x
	x
	
	x
	x
	 
	
	
	 

	Markt_264908-13-6_4
	
	
	
	
	 
	
	
	
	 
	x
	
	x

	Markt_651724-09-3_1
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Markt_651724-09-3_2
	
	
	
	
	 
	
	
	
	 
	x
	
	x

	Markt_853652-40-1_1
	
	x
	
	x
	 
	x
	
	x
	x
	x
	x
	x

	Markt_853652-40-1_2
	x
	x
	x
	xx
	x
	x
	x
	xx
	x
	x
	x
	x

	Markt_BRL48482_1
	
	
	x
	
	 
	
	x
	
	 
	x
	
	x

	Markt_BRL48482_2
	x
	
	x
	xx
	x
	
	x
	xx
	x
	x
	x
	x

	Markt_BVT13
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Markt_CLX-M1_1
	x
	x
	x
	x
	x
	x
	x
	x
	x
	x
	x
	x

	Markt_CLX-M1_2
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Markt_KRP297_1
	
	
	
	
	 
	
	
	
	 
	x
	
	x

	Markt_KRP297_2
	
	
	x
	
	 
	
	x
	
	x
	x
	x
	x

	Markt_NNC61-4424_1
	x
	x
	x
	xx
	x
	x
	x
	xx
	x
	x
	x
	x

	Markt_NNC61-4424_2
	x
	x
	x
	xx
	x
	x
	x
	xx
	 
	xx
	
	 

	Tesaglitazar
	x
	xx
	x
	x
	x
	xx
	x
	x
	x
	x
	x
	x

	Troglitazone_1
	x
	
	x
	xx
	x
	
	x
	xx
	x
	x
	x
	x

	Troglitazone_2
	x
	
	x
	xx
	x
	
	x
	xx
	x
	x
	x
	x

	Troglitazone_3
	
	
	
	
	 
	
	
	
	 
	x
	
	x

	Troglitazone_4
	
	
	
	
	 
	
	
	
	 
	x
	
	x

	ψ-baptigenin
	
	
	
	
	 
	
	
	
	 
	x
	
	x

	PunicicAcid
	x
	x
	x
	x
	x
	x
	x
	x
	x
	
	x
	x

	Tanrikulu1
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu2_1
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu2_2
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu2_3
	
	
	x
	
	 
	
	x
	
	 
	
	
	 

	Tanrikulu2_4
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu3_1
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu3_2
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu3_3
	
	
	x
	
	 
	
	x
	
	 
	
	x
	 

	Tanrikulu3_4
	
	
	
	
	 
	
	
	
	 
	x
	
	 

	Tanrikulu4
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu5
	
	
	
	
	 
	
	
	
	 
	x
	
	 

	Tanrikulu6
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu7_1
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu7_2
	
	
	
	
	 
	
	
	
	x
	x
	x
	x

	Tanrikulu7_3
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu7_4
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Tanrikulu8_1
	
	x
	
	
	 
	x
	
	
	 
	
	
	 

	Tanrikulu8_2
	
	
	
	
	 
	
	
	
	 
	x
	xx
	x

	Tanrikulu8_3
	
	
	
	
	 
	
	
	
	x
	x
	x
	 

	Tanrikulu8_4
	
	
	
	
	 
	
	
	
	xx
	x
	x
	x

	α-EleostearicAcid
	x
	x
	x
	xx
	x
	x
	x
	xx
	x
	x
	x
	x

	Apigenin
	
	
	
	
	 
	
	
	
	 
	x
	
	x

	β-EleostearicAcid
	x
	x
	x
	xx
	x
	x
	x
	xx
	x
	x
	x
	xx

	Biochanin-A
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Chrysin
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Dihydroquercetin
	
	
	
	
	 
	
	
	
	 
	x
	x
	 

	Genistein
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Hesperidin
	
	
	
	
	 
	
	
	
	 
	
	
	 

	Omega-3 conjugated linoleic acid
	x
	x
	x
	xx
	x
	x
	x
	xx
	x
	x
	x
	x

	Rosiglitazone
	x
	x
	x
	x
	x
	x
	x
	x
	x
	x
	x
	x

	Vitexin
	
	
	
	
	 
	
	
	
	 
	
	
	 


