
[bookmark: _GoBack]Supplementary Table 1. Information of the active components of LCD.
	Mol ID
	Molecule Name
	OB(%)
	DL
	Origin
	Components

	MOL012052
	Tuberosine A
	102.67 
	0.34 
	Rhizoma Cimicifugae
	[image: 2]

	MOL002311
	Glycyrol
	90.78 
	0.67 
	Radix Glycyrrhizae
	[image: 3]

	MOL001918
	paeoniflorgenone
	87.59 
	0.37 
	Radix Paeoniae rubra
	[image: 4]

	MOL012053
	cimicifugic acid
	83.02 
	0.45 
	Rhizoma Cimicifugae
	[image: 5]

	MOL004841
	Licochalcone B
	76.76 
	0.19 
	Radix Glycyrrhizae
	[image: 6]

	MOL004829
	Glepidotin B
	64.46 
	0.34 
	Radix Glycyrrhizae
	[image: 8]

	MOL004835
	Glypallichalcone
	61.60 
	0.19 
	Radix Glycyrrhizae
	[image: 9]

	MOL005000
	Gancaonin G
	60.44 
	0.39 
	Radix Glycyrrhizae
	[image: 10]

	MOL006992
	(2R,3R)-4-methoxyl-distylin
	59.98 
	0.30 
	Radix Paeoniae rubra
	[image: 11]

	MOL007423
	6,8-di-c-glucosylapigenin_qt
	59.85 
	0.21 
	Herba Artemisia annua
	[image: 12]

	MOL004328
	naringenin
	59.29 
	0.21 
	Radix Glycyrrhizae
	[image: 13]

	MOL007415
	[(2S)-2-[[(2S)-2-(benzoylamino)-3-phenylpropanoyl]amino]-3-phenylpropyl] acetate
	58.02 
	0.52 
	Herba Artemisia annua
	[image: 14]

	MOL000492
	(+)-catechin
	54.83 
	0.24 
	Radix Paeoniae rubra
	[image: 15]

	MOL007426
	deoxyartemisinin
	54.47 
	0.26 
	Herba Artemisia annua
	[image: 16]

	MOL007389
	artemisitene
	54.36 
	0.31 
	Herba Artemisia annua
	[image: 17]

	MOL001924
	paeoniflorin
	53.87 
	0.79 
	Radix Paeoniae rubra
	[image: 18]

	MOL001924
	paeoniflorin
	53.87 
	0.79 
	Rhizoma Cimicifugae
	[image: 19]

	MOL004908
	Glabridin
	53.25 
	0.47 
	Radix Glycyrrhizae
	[image: 20]

	MOL004112
	Patuletin
	53.11 
	0.34 
	Herba Artemisia annua
	[image: 21]

	MOL004910
	Glabranin
	52.90 
	0.31 
	Radix Glycyrrhizae
	[image: 22]

	MOL004912
	Glabrone
	52.51 
	0.50 
	Radix Glycyrrhizae
	[image: 23]

	MOL004885
	licoisoflavanone
	52.47 
	0.54 
	Radix Glycyrrhizae
	[image: 24]

	MOL007404
	vitexin_qt
	52.18 
	0.21 
	Herba Artemisia annua
	[image: 25]

	MOL002235
	EUPATIN
	50.80 
	0.41 
	Herba Artemisia annua
	[image: 26]

	MOL012078
	visamminol
	50.01 
	0.23 
	Rhizoma Cimicifugae
	[image: 28]

	MOL007424
	artemisinin
	49.88 
	0.31 
	Herba Artemisia annua
	[image: 29]

	MOL005229
	Artemetin
	49.55 
	0.48 
	Herba Artemisia annua
	[image: 31]

	MOL004848
	licochalcone G
	49.25 
	0.32 
	Radix Glycyrrhizae
	[image: 32]

	MOL004609
	Areapillin
	48.96 
	0.41 
	Herba Artemisia annua
	[image: 34]

	MOL004827
	Semilicoisoflavone B
	48.78 
	0.55 
	Radix Glycyrrhizae
	[image: 35]

	MOL004961
	Quercetin der.
	46.45 
	0.33 
	Radix Glycyrrhizae
	[image: 36]

	MOL000098
	quercetin
	46.43 
	0.28 
	Herba Centellae asiaticae、Radix Glycyrrhizae、Herba Artemisia annua、Herba Hedyotis Diffusae
	[image: 37]

	MOL004911
	Glabrene
	46.27 
	0.44 
	Radix Glycyrrhizae
	[image: 41]

	MOL004949
	Isolicoflavonol
	45.17 
	0.42 
	Radix Glycyrrhizae
	[image: 43]

	MOL004828
	Glepidotin A
	44.72 
	0.35 
	Radix Glycyrrhizae
	[image: 44]

	MOL001659
	Poriferasterol
	43.83 
	0.76 
	Herba Hedyotis Diffusae
	[image: 45]

	MOL000449
	Stigmasterol
	43.83 
	0.76 
	Herba Hedyotis Diffusae、Radix Rehmanniae、Radix Paeoniae rubra、Rhizoma Cimicifugae、Semen Coicis、Herba Artemisia annua
	[image: 46]

	MOL007401
	Cirsiliol
	43.46 
	0.34 
	Herba Artemisia annua
	[image: 52]

	MOL001323
	Sitosterol alpha1
	43.28 
	0.78 
	Semen Coicis
	[image: 53]

	MOL001002
	ellagic acid
	43.06 
	0.43 
	Radix Paeoniae rubra
	[image: 54]

	MOL004355
	Spinasterol
	42.98 
	0.76 
	Radix Paeoniae rubra
	[image: 55]

	MOL007412
	DMQT
	42.60 
	0.37 
	Herba Artemisia annua
	[image: 56]

	MOL001494
	Mandenol
	42.00 
	0.19 
	Semen Coicis
	[image: 57]

	MOL004883
	Licoisoflavone
	41.61 
	0.42 
	Radix Glycyrrhizae
	[image: 60]

	MOL005008
	Glycyrrhiza flavonol A
	41.28 
	0.60 
	Radix Glycyrrhizae
	[image: 61]

	MOL000497
	licochalcone a
	40.79 
	0.29 
	Radix Glycyrrhizae
	[image: 62]

	MOL002776
	Baicalin
	40.12 
	0.75 
	Radix Paeoniae rubra
	[image: 63]

	MOL004980
	Inflacoumarin A
	39.71 
	0.33 
	Radix Glycyrrhizae
	[image: 65]

	MOL004884
	Licoisoflavone B
	38.93 
	0.55 
	Radix Glycyrrhizae
	[image: 66]

	MOL000953
	CLR
	37.87 
	0.68 
	Semen Coicis
	[image: 67]

	MOL001670
	2-methoxy-3-methyl-9,10-anthraquinone
	37.83 
	0.21 
	Herba Hedyotis Diffusae
	[image: 68]

	MOL005043
	campest-5-en-3beta-ol
	37.58 
	0.71 
	Radix Paeoniae rubra
	[image: 69]

	MOL006999
	stigmast-7-en-3-ol
	37.42 
	0.75 
	Radix Paeoniae rubra
	[image: 70]

	MOL000358
	beta-sitosterol
	36.91 
	0.75 
	Radix Paeoniae rubra
	[image: 72]

	MOL000358
	beta-sitosterol
	36.91 
	0.75 
	Herba Hedyotis Diffusae
	[image: 80]

	MOL000006
	luteolin
	36.16 
	0.25 
	Herba Artemisia annua
	[image: 81]

	MOL006994
	1-o-beta-d-glucopyranosyl-8-o-benzoylpaeonisuffrone_qt
	36.01 
	0.30 
	Radix Paeoniae rubra
	[image: 82]

	MOL008121
	2-Monoolein
	34.23 
	0.29 
	Semen Coicis
	[image: 83]

	MOL002714
	baicalein
	33.52 
	0.21 
	Radix Paeoniae rubra
	[image: 86]

	MOL004882
	Licocoumarone
	33.21 
	0.36 
	Radix Glycyrrhizae
	[image: 87]

	MOL004083
	Tamarixetin
	32.86 
	0.31 
	Herba Artemisia annua
	[image: 88]

	MOL002883
	Ethyl oleate (NF)
	32.40 
	0.19 
	Radix Paeoniae rubra
	[image: 90]

	MOL007274
	Skrofulein
	30.35 
	0.30 
	Herba Artemisia annua
	[image: 91]

	MOL013253
		5,2',5'-Trihydroxy-6,7,8-trimethoxyflavone
	37.49
	0.43
	Citri Sarcodactylis
	[image: IMG_256]

	MOL001506
	Supraene
	33.55
	0.42
	Citri Sarcodactylis
	[image: IMG_256]

	MOL002881
	Diosmetin
	31.14
	0.27
	Citri Sarcodactylis
	[image: IMG_256]

	MOL002917
	5,2',6'-Trihydroxy-7,8-dimethoxyflavone
	45.05
	0.33
	Citri Sarcodactylis
	[image: IMG_256]
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