Annex to the list of compounds identified
	
	Table S2  UPLC-Q/TOF-MS/MS identification results

	NO.
	Compound
	Formula
	Mass
	RT(min)
	PubChem CID
	CAS
	VIP

	1
	Diallyl sulfide
	C6H10S
	114.0495
	4.689
	11617
	592-88-1
	0.6277104

	2
	2-Oxo-4E-hexenoic acid
	C6H8O3
	128.0485
	1.598
	5280996
	—
	0.9340649

	3
	Dihydrophloroglucinol
	C6H8O3
	128.0487
	1.598
	361
	26932-12-7
	1.6373984

	4
	(2Z,4Z)-2-Hydroxyhexa-2,4-dienoate
	C6H7O3H
	128.0497
	1.624
	56927999
	—
	1.3128098

	5
	1-Indanone
	C9H8O
	132.0567
	1.589
	6735
	83-33-0
	1.1410371

	6
	trans-4-Carboxymethylenebut-2-en-4-olide
	C6H4O4
	140.0129
	2.28
	5280677
	22752-92-7
	1.152636

	7
	2,5-Furandicarboxylic acid
	C6H4O5
	156.0073
	1.992
	76720
	3238-40-2
	0.9066171

	8
	5-Oxo-7-octenoic acid
	C8H12O3
	156.0797
	1.685
	5312943
	87086-55-3
	1.082632

	9
	5,6,7,8-Tetrahydro-2,4-dimethylquinoline
	C11H15N
	161.1196
	1.148
	5321849
	60169-66-6
	1.0460291

	10
	Saflrole
	C10H10O2
	162.1284
	1.989
	5144
	94-59-7
	1.4971882

	11
	L-phenylalanine
	C9H11NO2
	165.0734
	4.685
	6140
	63-91-2
	0.35590142

	12
	L-fucitol
	C6H14O5
	166.0827
	3.984
	445724
	13074-06-1
	0.7719076

	13
	Vanillic acid
	C8H8O4
	168.0982
	5.6204
	8468
	121-34-6
	0.98693484

	14
	2,4,6-Trihydroxybenzoic acid
	C7H6O5
	170.024
	2.38
	66520
	83-30-7
	0.9830709

	15
	Gramine
	C11H14N2
	174.1184
	1.168
	6890
	87-52-5
	1.3143271

	16
	Atractylodin
	C13H10O
	182.1147
	5.095
	5321047
	55290-63-6
	0.8956729

	17
	2-Oxo-7-methylthioheptanoic acid
	C8H14O3S
	190.0661
	3.021
	22266655
	—
	1.180635

	18
	Amino-3,7-dideoxy-D-threo-hept-6-
ulosonic acid
	C7H13NO5
	191.0828
	4.777
	25137912
	—
	1.367112

	19
	Genestifolioside
	—
	204.0838
	5.282
	—
	913975-57-2
	1.4316138

	20
	Tryptophane
	C11H12N2O2
	204.0912
	1.617
	6305
	73-22-3
	0.7437341

	21
	Atractylone
	C15H20O
	216.0472
	1.951
	3080635
	6989-21-5
	0.84468246

	22
	Selina-4(14),7(11)-dien-8-one
	C15H22O
	218.0244
	1.606
	13986099
	54707-47-0
	1.4624814

	23
	4-Carboxy-4-hydroxy-2-oxoadipate
	C7H8O8
	220.0244
	1.424
	130
	39118-31-5
	1.0650884

	24
	Carnosine
	C9H14N4O3
	226.1047
	3.894
	439224
	305-84-0
	0.7978233

	25
	Myristic acid
	C14H28O2
	228.0841
	2.339
	11005
	544-63-8
	1.2802659

	26
	Atractylenolide Ι
	C15H18O2
	230.1365
	4.489
	5321018
	73069-13-3
	1.3030242

	27
	3β-hydroxyatractylon
	C15H20O2
	232.1527
	3.919
	71448961
	61206-11-9
	0.5765366

	28
	Atractylenolide ΙΙ
	C15H20O2
	232.1534
	3.677
	14448070
	73069-14-4
	0.80802613

	29
	Eudesm-4(14),7-diene 
	C15 H24
	204.3501
	5.488
	—
	515-17-3
	1.4427907

	30
	Acetylatractylodinol
	C15H12O3
	240.0844
	3
	5315531
	61582-39-6
	0.4092278

	31
	Anserine
	C10H16N4O3
	240.122
	4.68
	112072
	584-85-0
	0.5920377

	32
	Atractylenolide ΙΙΙ
	C15H20O3
	248.1481
	4.962
	155948
	73030-71-4
	1.1046187

	33
	2-(2-Phenylethyl) chromone
	C17H14O2
	250.1029
	5.12
	441964
	61828-53-3
	1.2101973

	34
	Rutolide clausindine
	C16H14O3
	254.095
	1.174
	170935
	50886-70-9
	1.0890399

	35
	Chalepensin 
	C16H14O3
	254.0963
	1.402
	128834
	13164-03-9
	0.6573718

	36
	Palmitic acid
	C16H32O2
	256.1485
	3.8
	985
	1957/10/3
	1.4613017

	37
	Panaxydol
	C17H24O2
	260.1792
	3.646
	126312
	72800-72-7
	1.4479609

	38
	8β-Methoxyatractylenolide I
	C16H22O3
	262.1649
	4.69
	92466181
	193694-24-5
	1.051918

	39
	Mamanine
	C15H22N2O2
	262.1652
	4.552
	3085182
	60394-92-5
	1.2682936

	40
	Oxysophocarpine
	C15H22N2O2
	262.1653
	4.752
	24721085
	26904-64-3
	1.312104

	41
	Typharin
	C17H14O3
	266.1006
	2.628
	5322184
	502612-13-7
	1.1950501

	42
	2-O-(α-D-Glucopyranosyl)-D-glycerate
	C9H15O9H
	268.0785
	2.851
	53262367
	22160-26-5
	1.2117401

	43
	N(2)-Succinyl-L-arginine
	C10H18N4O5
	274.1267
	3.366
	439968
	2478-02-6
	1.2974244

	44
	2-[(2'E)-3',7'-dimethyl-2',6'-octadienyl]-4-methoxy-6-methylphenol
	C18H26O2
	274.1984
	6.05
	10061923
	—
	1.0300149

	45
	Acetylpterosin c
	C16H20O4
	276.1406
	2.006
	5316039
	39765-77-0
	0.8455969

	46
	8β-Ethoxyasterolid
	—
	276.1796
	4.354
	C17H24O3
	113269-35-5
	1.2175725

	47
	Dibutyl phthalate
	C16H22O4
	278.1615
	5.383
	3026
	84-74-2
	1.1030784

	48
	9,12-Octadecadienoic acid
	C18H32O2
	280.172
	5.528
	3931
	2197-37-7
	1.1140655

	49
	5α,9α-Dihydroxymatrine
	C15H24N2O3
	280.1815
	4.994
	272867451
	72362-00-6
	0.863906

	50
	4-Prenyldihgdropinosylvin
	C19H22O2
	282.1686
	14.895
	442715
	70610-11-6
	0.71240443

	51
	9-Octadecenoic acid
	C18H34O2
	282.179
	1.614
	637517
	112-79-8
	0.7337169

	52
	Isocrotonylpterosin B
	C18H22O3
	286.1584
	4.52
	5318536
	39815-59-3
	1.1562748

	53
	Cyclopiloselloidone
	C18H22O3
	286.1586
	4.344
	5316266
	54963-37-0
	0.804275

	54
	(9Z,11E,15Z)-13-Hydroxy-9,11,15-octadecatrienoic acid
	C18H30O3
	294.1679
	11.944
	22041877
	87984-82-5
	0.88238186

	55
	Miltipolone
	C19H24O3
	300.1757
	5.302
	10086184
	131086-61-8
	0.441246

	56
	Biondinin D
	C19H24O3
	300.176
	5.394
	71448950
	156041-03-1
	1.1265706

	57
	9α-Hydroxyandrosta-1,4-diene-3,17-dione
	C19H24O3
	300.1767
	9.272
	135611118
	82182-55-6
	1.2400556

	58
	(4E,6E,12E)-Tetradecatriene-8,10-diyne-1,3-diol-diacetate
	C18H20O4
	300.1771
	5.75
	85040203
	29576-66-7
	1.2153473

	59
	19-Oxoandrost-4-ene-3,17-dione
	C19H24O3
	300.1782
	7.606
	92854
	968-49-0
	0.7257493

	60
	Sulfoorientalol A
	C15H26O4S
	302.1568
	5.073
	52626979
	151171-36-7
	1.0024267

	61
	Sophoranol N-oxide
	C15H24N2O3
	280.3401
	4.998
	—
	72362-01-7
	0.82889986

	62
	13-O-Acetylbaptifoline
	C17H22N2O3
	302.1626
	5.246
	74450194
	—
	0.8947176

	63
	4,8-Dimethoxy-1-(2-methoxyethyl)-β-carboline
	C16H18N2O3
	286.1317
	4.98
	5316865
	—
	1.2135539

	64
	19-Hydroxytestosterone
	C19H28O3
	304.2071
	3.026
	150968
	2126-37-6
	1.2147826

	65
	N-acetyldehydroanonaine
	C19H15NO3
	305.1052
	4.779
	5315739
	132646-11-8
	1.2520931

	66
	Bis(4-hydroxycinnamol)methane
	C19H16O4
	308.1112
	3.16
	5315472
	24939-16-0
	1.4483365

	67
	All-trans-4-Oxoretinoic acid
	C20H26O3
	314.1882
	1.613
	6437063
	38030-57-8
	1.3410724

	68
	Momilactone A
	C20H26O3
	314.1882
	1.852
	162644
	51415-07-7
	1.3340019

	69
	Lepidimoic acid
	C12H18O10
	322.0915
	2.999
	4479101
	157676-09-0
	0.6379001

	70
	N6-cis-p-Coumaroylserotonin
	C19H18N2O3
	322.1258
	4.214
	5458879
	68573-24-0
	0.5608155

	71
	Mahaleboside
	C15H16O8
	324.0857
	3.94
	131751353
	—
	1.3098233

	72
	Burttinol D
	C20H20O4
	324.1372
	4.723
	5315559
	461696-10-6
	1.2426306

	73
	1,5-Bis(4-hydroxy-3-methoxyphenyl)-1,4-pentadien-3-one
	C19H18O5
	326.1235
	2.625
	131752986
	2150-50-7
	0.65343755

	74
	Ajmaline
	C20H26N2O2
	326.2013
	1.635
	6100671
	4360/12/7
	1.3288884

	75
	Bis(2-ethylbutyl)phthalate
	C20H30O4
	334.2213
	12.866
	81724
	7299-89-0
	0.5085672

	76
	P-Coumaroyl quinic acid
	C16H18O8
	338.0991
	4.214
	6441280
	6441280
	0.55797005

	77
	Coumaroylquinic acids
	C16H18O8
	338.0992
	4.664
	14158103
	34214-76-1
	1.0687482

	78
	1-Methyl-2-((Z)-7-tridecenyl)-4(1H)-quinolone
	C23H33NO
	339.2571
	1.71
	5319779
	—
	0.7628385

	79
	Neotriptophenolide
	C21H26O4
	342.1885
	9.152
	133766
	81827-74-9
	1.3076223

	80
	Eucommioside Ι
	C15H26O9
	350.1573
	7.626
	53023732
	82225-01-2
	1.4197431

	81
	Eucommioside ΙΙ
	C15H26O9
	350.1576
	10.213
	50760566
	94190-27-9
	1.5663711

	82
	3-O-allosylcyclocerberidol
	—
	350.1576
	8.798
	—
	—
	1.4274071

	83
	Annosquamosin d
	C21H34O4
	350.2464
	1.699
	11759899
	—
	0.8067217

	84
	18-Hydroxycamptothecin
	C20H16N2O5
	364.1065
	1.519
	341318186
	—
	0.8878871

	85
	Buergeriside B2
	C18H22O8
	366.1317
	8.794
	—
	296251-44-0
	1.4859124

	86
	Euonyminol
	C15H26O10
	366.1513
	3.422
	11024942
	33376-82-8
	0.677899

	87
	3-O-feruloylquinic acid
	C17H20O9
	368.2021
	35.593
	9799386
	62929-69-5
	0.9674642

	88
	Agarobiose dimethylacetal
	C14H26O11
	370.1462
	3.004
	468760950
	20379-41-3
	0.9703613

	89
	Alatoside e
	C19H34O7
	374.2288
	1.942
	11025164
	610789-46-3
	0.8373803

	90
	Tenuifoliside D
	C18H24O9
	384.1424
	8.054
	5321809
	139726-38-8
	1.1322963

	91
	Reptoside
	C17H26O10
	390.1526
	7.723
	44584096
	53839-03-5
	1.6737067

	92
	Icariside F2
	C18H26O10
	402.2845
	3.343
	14079045
	115009-57-9
	1.3471904

	93
	(7s)-O-methylmorroniside
	C18H28O11
	420.411
	5.891
	74400181
	119943-46-3
	1.2401665

	94
	Alpigenoside
	C18H28O12
	436.408
	2.573
	101590300
	79916-78-2
	1.8109453

	95
	Oleanolic acid
	C30H48O3
	456.2753
	35.064
	10494
	508-02-1
	0.36899987

	96
	Pingpeimine A
	C27H45NO5
	463.3355
	1.739
	158259
	82841-67-6
	0.56294507

	97
	Alangicine
	C28H36N2O5
	480.2593
	1.633
	442158
	16531-04-7
	0.65514535

	98
	(1R,4S,6R)-1,3,3-Trimthyl-2-oxabicyclo[2.2.2]oct-6-yl-6-O-B-D-glucopyranosyl-B-D-glucopyranoside
	C22H38O12
	494.2031
	3.615
	—
	—
	1.2622389

	99
	Kolanone
	C33H42O4
	502.6945
	1.624
	6439598
	81827-55-6
	1.3073236

	100
	N-Benzoylbuxahyrcanine
	C33H50N2O2
	506.3845
	39.198
	11081720
	552291-00-6
	0.90601814

	101
	Isochlorogenic acid A
	C25H24O12
	516.2989
	35.091
	6474310
	2450-53-5
	0.5260026

	102
	Medicarpin 3-O-(6'-malonylgluclside)
	C25H26O12
	518.1419
	37.681
	44257430
	131653-24-2
	0.9723969

	103
	Tarenninoside E
	C25H26O12
	518.1422
	38.11
	44583820
	887646-36-8
	0.7033738

	104
	Pachysandrine A
	C33H50N2O3
	522.3646
	35.996
	201813
	6879-28-3
	1.3376241

	105
	Picrasinoside A
	C27H38O11
	538.2454
	16.296
	340011
	83543-82-2
	0.6800549

	106
	Ivhd-valtrate
	C27H40O11
	540.2606
	3.93
	45273108
	28325-56-6
	0.67932916

	107
	g-Strophanthin
	C29H44O12
	584.2922
	4.727
	439501
	630-60-4
	1.1877846

	108
	CMP-N-acetylneuraminic acid
	C20H31N4O16P
	614.147
	39.493
	448209
	3063-71-6
	0.54750556

	109
	Galnon
	C40H46N4O6
	678.5203
	1.72
	5311268
	475115-35-6
	0.4278867

	110
	Depressine
	C30H40O18
	688.2175
	1.572
	101696497
	176182-06-2
	1.5534419

	111
	7- O-(4-D-Glucopyranosyloxy-3-methoxybenzoyl)-
8- [bookmark: _GoBack]secologanolic acid
	C30H40O18
	688.2219
	1.522
	11039732
	469899-55-6
	1.360399




