		 Table S1 62 active ingredients of CEZS
	CEZ Mol ID
	Molecule Name
	OB (%)
	DL

	MOL008647
	Moupinamide
	86.71
	0.26

	MOL000471
	aloe-emodin
	83.38
	0.24

	MOL000011
	(2R,3R)-3-(4-hydroxy-3-methoxy-phenyl)-5-methoxy-2-methylol-2,3-dihydropyrano[5,6-h][1,4]benzodioxin-9-one（Cleomiscosin A）
	68.83
	0.66

	MOL011169
	Peroxyergosterol
	44.39
	0.82

	MOL000449
	Stigmasterol
	43.83
	0.76

	MOL011676
	carboxyatractyloside
	39.97
	0.47

	MOL011678
	(3S,8S,9S,10R,13R,14S,17R)-17-[(1S,4R)-4-ethyl-1,5-dimethylhexyl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol
	36.91
	0.75

	MOL000359
	sitosterol
	36.91
	0.75

	MOL000358
	beta-sitosterol
	36.91
	0.75

	MOL001755
	24-Ethylcholest-4-en-3-one
	36.08
	0.76

	MOL007326
	Cynarin(e)
	31.76
	0.68




	XY Mol ID
	Molecule Name
	OB (%)
	DL

	MOL012124
	denudanolide b
	100.06
	0.36

	MOL012125
	denudanolide c
	62.56
	0.39

	MOL012119
	(1R,5R,6R,7R)-3-allyl-6-(3,4-dimethoxyphenyl)-1-methoxy-7-methylbicyclo[3.2.1]oct-2-ene-4,8-dione
	61.56
	0.36

	MOL000310
	Denudatin B
	61.47
	0.38

	MOL012131
	isodihydrofutoquinol a
	60.54
	0.36

	MOL012136
	5-[(2S,3S,4R,5R)-5-(3,4-dimethoxyphenyl)-3,4-dimethyl-2-tetrahydrofuranyl]-1,3-benzodioxole
	60.11
	0.45

	MOL012130
	(2S,3R,3aR,7R,7aS)-7-allyl-2-(1,3-benzodioxol-5-yl)-3a,4-dimethoxy-3-methyl-2,3,7,7a-tetrahydrobenzofuran-6-one
	59.37
	0.51

	MOL012120
	(1R,5R,6R,7R)-3-allyl-6-(1,3-benzodioxol-5-yl)-1-methoxy-7-methylbicyclo[3.2.1]oct-2-ene-4,8-dione
	58.79
	0.41

	MOL007563
	Yangambin
	57.53
	0.81

	MOL000313
	Galgravin
	57.12
	0.39

	MOL000314
	(2S,3S,4S,5S)-2,5-bis(3,4-dimethoxyphenyl)-3,4-dimethyltetrahydrofuran
	57.12
	0.39

	MOL012129
	5-[(1R,3aR,4S,6aR)-4-(3,4-dimethoxyphenyl)-1,3,3a,4,6,6a-hexahydrofuro[4,3-c]furan-1-yl]-1,3-benzodioxole
	55.61
	0.73

	MOL012126
	denudanolide d
	51.28
	0.47

	MOL012137
	magnolone
	50.56
	0.55

	MOL001494
	Mandenol
	42
	0.19

	MOL000315
	hancinone
	39.31
	0.44

	MOL012112
	36150-23-9
	34.73
	0.73

	MOL009849
	ZINC05223929
	31.57
	0.83

	MOL012123
	denudanolide a
	31.19
	0.46




	BZ Mol ID
	Molecule Name
	OB (%)
	DL

	MOL005807
	sen-byakangelicol
	58
	0.61

	MOL001942
	isoimperatorin
	45.46
	0.23

	MOL000449
	Stigmasterol
	43.83
	0.76

	MOL013430
	Prangenin
	43.6
	0.29

	MOL001749
	ZINC03860434
	43.59
	0.35

	MOL005792
	{5-[2'(R)-Hydroxy-3'-methyl-3'-butenyl-oxy]furocoumarin}
	42.85
	0.26

	MOL001494
	Mandenol
	42
	0.19

	MOL005800
	Byakangelicol
	41.42
	0.36

	MOL002644
	Phellopterin
	40.19
	0.28

	MOL005806
	4-[(2S)-2,3-dihydroxy-3-methylbutoxy]furo[3,2-g]chromen-7-one
	39.99
	0.29

	MOL007514
	methyl icosa-11,14-dienoate
	39.67
	0.23

	MOL000953
	CLR
	37.87
	0.68

	MOL005802
	propyleneglycol monoleate
	37.6
	0.26

	MOL003791
	Linolein, 2-mono-
	37.28
	0.3

	MOL000358
	beta-sitosterol
	36.91
	0.75

	MOL003588
	Prangenidin
	36.31
	0.22

	MOL005789
	neobyakangelico l
	36.18
	0.31

	MOL001939
	Alloisoimperatorin
	34.8
	0.22

	MOL001941
	Ammidin
	34.55
	0.22

	MOL001506
	Supraene
	33.55
	0.42

	MOL001956
	Cnidilin
	32.69
	0.28

	MOL002883
	Ethyl oleate (NF)
	32.4
	0.19
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	MOL011616
	Fortunellin
	35.65
	0.74

	MOL005573
	Genkwanin
	37.13
	0.24

	MOL005190
	eriodictyol
	71.79
	0.24

	MOL004328
	naringenin
	59.29
	0.21

	MOL002881
	Diosmetin
	31.14
	0.27

	MOL001790
	Linarin
	39.84
	0.71

	MOL001689
	acacetin
	34.97
	0.24

	MOL000471
	aloe-emodin
	83.38
	0.24

	MOL000359
	sitosterol
	36.91
	0.75

	MOL000006
	luteolin
	36.16
	0.25
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