Supplementary Table 7. Binding energies between core targets and active blood-permeable compounds in molecular docking analysis.
	
	
	PPARγ
	
	AP-1

	No.
	compand name
	Binding energy（kcal/mol)
	Cavity volume (Å3) 
	Center(x, y, z)
	Docking size (x, y, z)
	
	Binding energy（kcal/mol)
	Cavity volume (Å3) 
	Center(x, y, z)
	Docking size (x, y, z)

	1
	Querciturone
	-8.4
	3755
	6, 45, 79
	22, 22, 29
	
	-7.9
	1680
	39, 11, -12
	22, 32, 22

	2
	Quercetagetinidin cation
	-8.6
	3755
	6, 45, 79
	27, 21, 29
	
	-7.2
	1680
	39, 11, -12
	21, 32, 21

	3
	Quercetin 3-glucoside
	-7.8
	3755
	6, 45, 79
	22, 22, 29
	
	-7.2
	1680
	39, 11, -12
	22, 32, 22

	4
	Quercetin 3-O-glucuronide
	-8.6
	3755
	6, 45, 79
	22, 22, 29
	
	-7.7
	1680
	39, 11, -12
	22, 32, 22

	5
	Rutin
	-8.5
	3755
	6, 45, 79
	22, 22, 29
	
	-8.1
	1680
	39, 11, -12
	22, 32, 22

	6
	Morin
	-8.5
	3755
	6, 45, 79
	27, 21, 29
	
	-7.4
	1680
	39, 11, -12
	21, 32, 21

	7
	Kaempferol
	-8.4
	3755
	6, 45, 79
	27, 21, 29
	
	-7.3
	1680
	39, 11, -12
	21, 32, 21

	8
	Cryptostrobin
	-8.9
	3755
	6, 45, 79
	27, 20, 29
	
	-7.1
	1680
	39, 11, -12
	20, 32, 26

	9
	Luteolin
	-8.5
	3755
	6, 45, 79
	27, 21, 29
	
	-7.1
	1680
	39, 11, -12
	21, 32, 21

	10
	Scutellarin
	-9.6
	3755
	6, 45, 79
	24, 24, 24
	
	-8
	1680
	39, 11, -12
	24, 32, 24

	11
	Tulipanin
	-8.6
	3755
	6, 45, 79
	25, 25, 25
	
	-8.4
	1680
	39, 11, -12
	25, 32, 25

	12
	Biorobin
	-8.1
	3755
	6, 45, 79
	23, 23, 29
	
	-8.1
	1680
	39, 11, -12
	23, 32, 23

	13
	6-Demethoxytangeretin
	-8.6
	3755
	6, 45, 79
	22, 22, 29
	
	-6.5
	1680
	39, 11, -12
	22, 32, 22

	14
	Hispiduloside
	-9.4
	3755
	6, 45, 79
	24, 24, 24
	
	-7.4
	59
	20, 6, -15
	24, 24, 24

	15
	Astragalin
	-8.4
	3755
	6, 45, 79
	22, 22, 29
	
	-7.8
	1680
	39, 11, -12
	22, 32, 22

	16
	Baicalin
	-10
	3755
	6, 45, 79
	23, 23, 29
	
	-7.7
	57
	26, -2, -15
	23, 23, 23

	17
	Isorhamnetin 3-glycoside
	-8.8
	3755
	6, 45, 79
	22, 22, 29
	
	-7.4
	1680
	39, 11, -12
	22, 32, 22

	18
	Hispidulin 7-glucuronide
	-10.4
	3755
	6, 45, 79
	24, 24, 24
	
	-7.6
	59
	20, 6, -15
	24, 24, 24

	19
	Vicenin-2
	-7.5
	3755
	6, 45, 79
	24, 24, 24
	
	-7.6
	57
	26, -2, -15
	24, 24, 24

	20
	Jaceoside
	-10.2
	3755
	6, 45, 79
	24, 24, 24
	
	-7.4
	59
	20, 6, -15
	24, 24, 24

	21
	Narcissin
	-8.2
	3755
	6, 45, 79
	22, 22, 29
	
	-7.9
	1680
	39, 11, -12
	22, 32, 22

	22
	Phlorizin
	-9.6
	3755
	6, 45, 79
	22, 22, 29
	
	-7.7
	1680
	39, 11, -12
	22, 32, 22

	23
	Delphinidin cation
	-8.7
	3755
	6, 45, 79
	27, 21, 29
	
	-6.6
	1680
	39, 11, -12
	21, 32, 21

	24
	Xanthydrol
	-7.3
	3755
	6, 45, 79
	27, 18, 29
	
	-6.1
	1680
	39, 11, -12
	18, 32, 26

	25
	Luteolin 7-glucuronide
	-10.4
	3755
	6, 45, 79
	24, 24, 24
	
	-8.2
	1680
	39, 11, -12
	24, 32, 24

	26
	Nepetin
	-10.7
	3755
	6, 45, 79
	24, 24, 24
	
	-7.8
	57
	26, -2, -15
	24, 24, 24

	27
	Corylifolinin
	-8.7
	3755
	6, 45, 79
	24, 24, 24
	
	-7
	1680
	39, 11, -12
	24, 32, 24

	28
	Garbanzol
	-8.6
	3755
	6, 45, 79
	27, 20, 29
	
	-6.6
	1680
	39, 11, -12
	20, 32, 26

	29
	Cirsimaritin
	-8.2
	3755
	6, 45, 79
	22, 22, 29
	
	-6.9
	39
	35, 18, 0
	22, 22, 22

	30
	Chrysoeriol
	-8.6
	3755
	6, 45, 79
	27, 21, 29
	
	-7
	39
	35, 18, 0
	21, 21, 21

	
	
	
	
	
	
	
	
	
	
	

	1
	Methyl salicylate
	-5.8
	3755
	6, 45, 79
	27, 23, 29
	
	-5.2
	1680
	39, 11, -12
	17, 32, 26

	2
	Cresotinic acid
	-5.9
	3755
	6, 45, 79
	27, 23, 29
	
	-5.1
	1680
	39, 11, -12
	17, 32, 26

	3
	2,4-Cresotic acid
	-5.7
	3755
	6, 45, 79
	27, 23, 29
	
	-5.2
	1680
	39, 11, -12
	17, 32, 26

	4
	3,4-Dihydroxybenzoic acid
	-5.6
	3755
	6, 45, 79
	27, 23, 29
	
	-4.8
	1680
	39, 11, -12
	17, 32, 26

	5
	Salsalate
	-7.9
	3755
	6, 45, 79
	27, 19, 29
	
	-6.9
	1680
	39, 11, -12
	19, 32, 26

	6
	o-Vanillic acid
	-6.1
	204
	-8, 55, 56
	17, 17, 17
	
	-5.1
	1680
	39, 11, -12
	17, 32, 26

	7
	Gentisic acid
	-5.7
	204
	-8, 55, 56
	17, 17, 17
	
	-5
	1680
	39, 11, -12
	17, 32, 26

	8
	3,5-Dihydroxybenzoic acid
	-5.5
	3755
	6, 45, 79
	27, 23, 29
	
	-4.8
	1680
	39, 11, -12
	17, 32, 26

	9
	1-Salicylate glucuronide
	-7.8
	3755
	6, 45, 79
	27, 20, 29
	
	-7
	1680
	39, 11, -12
	20, 32, 26

	10
	Pisolithin A
	-5.9
	3755
	6, 45, 79
	27, 18, 29
	
	-5.3
	1680
	39, 11, -12
	18, 32, 26

	11
	3-Methoxygallic acid
	-5.9
	3755
	6, 45, 79
	27, 18, 29
	
	-5
	1680
	39, 11, -12
	18, 32, 26

	12
	Phloroglucinolcarboxylic acid
	-6
	204
	-8, 55, 56
	17, 17, 17
	
	-5.1
	1680
	39, 11, -12
	17, 32, 26

	13
	4-Hydroxyisophthalic acid
	-6.1
	3755
	6, 45, 79
	27, 18, 29
	
	-5.4
	1680
	39, 11, -12
	18, 32, 26

	14
	Benzoic acid
	-5.4
	3755
	6, 45, 79
	27, 23, 29
	
	-4.6
	1680
	39, 11, -12
	22, 32, 26

	15
	5-Methoxysalicylic acid
	-6
	204
	-8, 55, 56
	17, 17, 17
	
	-5
	1680
	39, 11, -12
	17, 32, 26

	16
	4-Methoxysalicylic acid
	-5.6
	3755
	6, 45, 79
	27, 18, 29
	
	-5.3
	1680
	39, 11, -12
	18, 32, 26

	
	
	
	
	
	
	
	
	
	
	

	1
	Coumaric acid
	-6.2
	3755
	6, 45, 79
	27, 18, 29
	
	-5.5
	1680
	39, 11, -12
	18, 32, 26

	2
	Grevillic acid
	-6.1
	3755
	6, 45, 79
	27, 19, 29
	
	-5.5
	1680
	39, 11, -12
	19, 32, 26

	3
	1-O-Caffeoylquinic acid
	-7.8
	3755
	6, 45, 79
	23, 23, 29
	
	-6.7
	1680
	39, 11, -12
	23, 32, 23

	4
	4-O-D-Glucopyranosyl-p-coumaric acid
	-7.9
	3755
	6, 45, 79
	23, 23, 29
	
	-6.8
	1680
	39, 11, -12
	23, 32, 23

	5
	4-O-Caffeoylquinic acid
	-8.4
	3755
	6, 45, 79
	24, 24, 24
	
	-6.7
	1680
	39, 11, -12
	24, 32, 24

	6
	Chlorogenate
	-8.2
	3755
	6, 45, 79
	23, 23, 29
	
	-6.6
	1680
	39, 11, -12
	23, 32, 23

	7
	Cinnamoylglycine
	-6.6
	3755
	6, 45, 79
	27, 21, 29
	
	-5.8
	1680
	39, 11, -12
	21, 32, 21

	
	
	
	
	
	
	
	
	
	
	

	1
	2-(8-Hydroxy-4a,8-dimethyldecalin-2-yl)acrylic acid
	-8.2
	3755
	6, 45, 79
	27, 19, 29
	
	-6.2
	1680
	39, 11, -12
	19, 32, 26

	2
	Carabrone
	-7.6
	3755
	6, 45, 79
	27, 21, 29
	
	-6.2
	1680
	39, 11, -12
	21, 32, 21

	3
	Inulicin
	-7.6
	3755
	6, 45, 79
	27, 20, 29
	
	-6.9
	1680
	39, 11, -12
	20, 32, 26

	4
	Pterosin a
	-7.5
	3755
	6, 45, 79
	27, 19, 29
	
	-5.9
	1680
	39, 11, -12
	19, 32, 26

	5
	Turmeronol B
	-7.4
	3755
	6, 45, 79
	27, 19, 29
	
	-6.7
	1680
	39, 11, -12
	19, 32, 26

	6
	Pentalenolactone D
	-8.1
	3755
	6, 45, 79
	27, 19, 29
	
	-6.6
	1680
	39, 11, -12
	18, 32, 26

	7
	Lychnophoic acid
	-8
	3755
	6, 45, 79
	27, 19, 29
	
	-6
	1680
	39, 11, -12
	18, 32, 26

	8
	Ageratriol
	-8.1
	3755
	6, 45, 79
	27, 19, 29
	
	-5.7
	1680
	39, 11, -12
	19, 32, 26

	9
	Lecocarpinolide H
	-8
	3755
	6, 45, 79
	27, 19, 29
	
	-6.3
	59
	20, 6, -15
	19, 19, 19

	10
	Bisabolol oxide A
	-7.8
	3755
	6, 45, 79
	27, 19, 29
	
	-6.3
	1680
	39, 11, -12
	19, 32, 26

	11
	Rupestonic acid
	-8
	3755
	6, 45, 79
	27, 19, 29
	
	-6.4
	1680
	39, 11, -12
	19, 32, 26

	12
	Linderane
	-9.1
	3755
	6, 45, 79
	27, 18, 29
	
	-6.5
	1680
	39, 11, -12
	18, 32, 26

	13
	Strobilactone A
	-8.4
	3755
	6, 45, 79
	27, 18, 29
	
	-6.5
	1680
	39, 11, -12
	18, 32, 26

	14
	Curcumol
	-8.4
	3755
	6, 45, 79
	27, 18, 29
	
	-6.1
	1680
	39, 11, -12
	18, 32, 26

	15
	Uvidin C
	-7.6
	3755
	6, 45, 79
	27, 18, 29
	
	-6.9
	1680
	39, 11, -12
	18, 32, 26

	16
	Viscic acid
	-8.2
	3755
	6, 45, 79
	27, 19, 29
	
	-6.4
	1680
	39, 11, -12
	19, 32, 26

	
	
	
	
	
	
	
	
	
	
	

	1
	Hippuric acid
	-6.2
	3755
	6, 45, 79
	27, 19, 29
	
	-5.5
	1680
	39, 11, -12
	19, 32, 26

	2
	4-Methylpipecolinic acid
	-5.5
	3755
	6, 45, 79
	27, 23, 29
	
	-4.6
	1680
	39, 11, -12
	17, 32, 26

	3
	DL-2-Methylglutamic acid
	-5.4
	3755
	6, 45, 79
	27, 18, 29
	
	-4.9
	1680
	39, 11, -12
	18, 32, 26

	4
	Gabapentin related compound E
	-5.9
	3755
	6, 45, 79
	27, 23, 29
	
	-5.3
	1680
	39, 11, -12
	17, 32, 26

	5
	1-Acetylprolinamide
	-5.3
	3755
	6, 45, 79
	27, 23, 29
	
	-5
	1680
	39, 11, -12
	17, 32, 26

	6
	N-Acetyl-L-phenylalanine
	-6.5
	3755
	6, 45, 79
	27, 18, 29
	
	-5.6
	1680
	39, 11, -12
	18, 32, 26

	7
	Phe-Asp
	-7.3
	3755
	6, 45, 79
	27, 20, 29
	
	-6
	1680
	39, 11, -12
	20, 32, 26

	8
	N-Acetyl-L-tyrosine
	-6.7
	3755
	6, 45, 79
	27, 19, 29
	
	-5.6
	1680
	39, 11, -12
	19, 32, 26

	9
	Retigabine
	-8.2
	3755
	6, 45, 79
	24, 24, 24
	
	-6.6
	1680
	39, 11, -12
	24, 32, 24

	10
	N-Acetyl-D-phenylalanine
	-6.5
	3755
	6, 45, 79
	27, 19, 29
	
	-6
	1680
	39, 11, -12
	19, 32, 26

	11
	Arg-Gly-Asp
	-7.2
	3755
	6, 45, 79
	22, 22, 29
	
	-5.4
	1680
	39, 11, -12
	22, 32, 22

	12
	Salicyluric acid
	-6.8
	3755
	6, 45, 79
	27, 19, 29
	
	-5.9
	1680
	39, 11, -12
	19, 32, 26
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