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Supplementary table 1.  Mass spectrometry information of compounds
	No
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	A1
	1,3,8-Trihydroxy-6-methyl-9(10H)-anthracenone
	12.98
	C15H12O4
	255.0662
	255.0676
	5.00
	240.0431[M-H-CH3]-225.0562[M-H-CH2O]- 212.0482[M-H-CH3-CO]-
	++++
	++++
	++++
	Anthraquinones
	2b
	[1] 

	A2
	1,6,8,10-tetrahydroxy-3-hydroxymethyl-9(10H)-anthracenone-glucopyranoside
	10.17
	C21H22O11
	449.1089
	449.1111
	4.88
	287.0526;243.0663
	++++
	++++
	++++
	[bookmark: OLE_LINK39]Anthraquinones
	2b
	    [2]

	A3
	Polygonumnolide B1
	27.92
	C43H44O18
	847.2454
	847.2495
	4.63
	685.1954;416.1129;254.0602
	++++
	++++
	++++
	Anthraquinones
	2b
	[3]

	A4
	Rhein-methyl ether
	36.82
	C16H10O6
	297.0404
	297.0419
	4.73
	183.0128;241.0516
	++++
	++++
	-+++
	Anthraquinones
	2b
	[4]

	A5
	Physcion-8-O-β-D-glucopyranoside
	16.01
	C22H22O10
	445.1140
	445.1152
	2.72
	283.0612;240.0441
	++++
	++++
	++++
	Anthraquinones
	2b
	[5]

	No
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	A6
	Emodin-8-O-β-D-hexose-sulfate 
	14.56
	C21H20O13S
	511.0551
	511.0571
	-0.63
	431.0985;311.0562;269.0457
	++++
	++++
	++++
	Anthraquinones
	2b
	[5]

	A7
	Emodin
	35.03
	C15H10O5
	269.0455
	269.2467
	4.13
	241.0513;240.0436;225.0561;210.0324;197.0613;181.0661
	++++
	++++
	++++
	Anthraquinones
	2b
	[5]

	A8
	Physcion
	37.87
	C16H12O5
	283.0612
	283.0620
	2.82
	240.0428;212.0478;184.0528
	++++
	++++
	++++
	Anthraquinones
	2b
	[5]

	A9
	[bookmark: OLE_LINK42]Emodin-8-methyl ether
	25.83
	C16H12O5
	283.0611
	283.0625
	4.56
	268.0381[M-H-CH3]-; 240.0431[M-H-C3H2O]-
	---+
	---+
	-+++
	Anthraquinones
	2b
	[1]

	A10
	Structural analogs or isomers of Emodin-8-ethyl ether
	24.56
	C16H12O5
	283.0611
	283.0626
	4.76
	268.03824[M-H-CH3]-; 240.04356[M-H-C3H2O]-
	++++
	++++
	++++
	Anthraquinones
	3
	[1]

	

	
	
	
	
	
	
	
	
	
	
	
	
	

	No
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	A11
	questinol
	3.79
	C16H12O6
	299.0561
	299.0574
	4.44
	284.0352[M-H-CH3]-; 256.0669[M-H-CH3-CO]-
	++++
	++++
	++++
	Anthraquinones
	2b
	[6]

	A12
	Structural analogs or isomers of questinol
	10.20
	C16H12O6
	299.0561
	299.0575
	4.56
	284.0323[M-H-CH3]-;256.0393[M-H-CH3-CO]- ；
	++++
	++++
	++++
	Anthraquinones
	3
	[6]

	A13
	fallacinol
	19.80
	C16H12O6
	299.0561
	299.0569
	4.21
	284.0327[M-H-CH3]-; 256.0382[M-H-CH3-CO]-
	++++
	++++
	++++
	Anthraquinones
	2b
	[6]

	A14
	[bookmark: OLE_LINK1]Structural analogs or isomers of fallacinol
	20.21
	C16H12O6
	299.0561
	299.0569
	2.48
	284.0322[M-H-CH3]-; 256.0301[M-H-CH3-CO]-
	++++
	++++
	++++
	Anthraquinones
	3
	[6]

	A16
	emodin-emodin dianthrone-diglucopyranoside
	7.92
	C42H42O18
	833.2298
	833.2321
	2.76
	671.1761[M-H-C6H12O6]- ;509.1189[M-H-C6H12O6-C6H12O6]-
	++++
	++++
	++++
	Anthraquinones
	2b
	[3]

	
	
	
	
	
	
	
	
	
	
	
	
	
	

	No
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	A17
	trans-emodin physcion bianthrone
	38.46
	C31H24O8
	523.1398
	523.1421
	1.74
	254.0591[M-H-C16H13O4]-;
	++++
	++++
	++++
	Anthraquinones
	2b
	[7]

	A18
	[bookmark: OLE_LINK29] cis-emodin physcion bianthrone
	38.90
	C31H24O8
	523.1398
	523.1411
	-0.12
	254.0582[M-H-C16H13O4]-;
	++++
	++++
	++++
	Anthraquinones
	2b
	[7]

	A19
	2-Acetylemodin
	27.95
	C17H12O6
	311.0561
	311.0575
	4.43
	296.0330[M-H-CH3]-;283.0615[M-H-CO]- ;269.0458[M-H-C2H2O]-
	++++
	++++
	++++
	Anthraquinones
	2b
	[1]

	A20
	Structural analogs or isomers of 2-Acetylemodin
	22.18
	C17H12O6
	311.0561
	311.0576
	4.83
	283.0628[M-H-CO]- ;269.0470[M-H-C2H2O]-
	++++
	++++
	++++
	Anthraquinones
	3
	[1]

	A21
	Structural analogs or isomers of 2-Acetylemodin
	33.50
	C17H12O6
	311.0561
	311.0577
	4.98
	296.0682[M-H-CH3]- 283.0618[M-H-CO]- 269.0453[M-H-C2H2O]-
	++++
	++++
	++++
	Anthraquinones
	3
	[1]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	A22
	Emodin-8-O-β-glucoside
	14.50
	C21H20O10
	431.0983
	431.1009
	4.67
	311.1102[M-H-C4H8O4]-; 269.0872[M-H-C6H10O5]-
	++++
	++++
	++++
	Anthraquinones
	2b
	[7]

	A23
	emodin-1-O-β-glucoside
	8.26
	C21H20O10
	431.0983
	431.1003
	4.47
	311.0572[M-H-C4H8O4]-; 269.0465[M-H-C6H10O5]-
	++++
	++++
	++++
	Anthraquinones
	2b
	[7]

	A24
	Emodin-O-(malonyl)-hexoside
	23.93
	C24H22O13
	517.0987
	517.1012
	4.60
	431.0993;269.0467
	++++
	++++
	++++
	Anthraquinones
	2b
	[5]

	A25
	6-Carboxyl emodin
	22.17
	C16H10O7
	313.0353
	313.0368
	4.63
	269.0461[M-H-CO2]- ;241.0511[M-H-CO2-CO]-; 225.0562[M-H-2CO2]-
	++++
	++++
	++++
	Anthraquinones
	2b
	[1]

	A26
	Structural analogs or isomers of 6-Carboxyl emodin
	28.34
	C16H10O7
	313.0353
	313.0362
	2.62
	269.0454[M-H-CO2]-; 241.0505[M-H-CO2-CO]- ;225.0556[M-H-2CO2]-
	++++
	++++
	++++
	Anthraquinones
	3
	[1]

	
	
	
	
	
	
	
	
	
	
	
	
	
	

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	A27
	[bookmark: OLE_LINK38]Trans-emodin-emodin bianthrone
	36.65
	C30H22O8
	509.1241
	509.1265
	4.46
	254.0590
	+++-
	++++
	++++
	Anthraquinones
	2b
	[5]

	A28
	 cis- emodin-emodin bianthrone
	37.00
	C30H22O8
	509.1241
	509.1260
	4.46
	254.0593
	+++-
	++++
	++++
	Anthraquinones
	2b
	[5]

	S1
	pentahydroxy-phenanthrene-O-hexoside
	6.66
	C20H20O10
	419.0983
	419.1000
	3.98
	257.0463
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S2
	Structural analogs or isomers of pentahydr oxy-phenanthrene-O-hexoside
	5.48
	C20H20O10
	419.0983
	419.1000
	4.03
	257.0459
	++++
	++++
	++++
	Stilbene derivatives
	3
	[8]

	S3
	Structural analogs or isomers of pentahydr oxy-phenanthrene-O-hexoside
	7.75
	C20H20O10
	419.0983
	419.0996
	3.18
	257.0464
	++++
	++++
	++++
	Stilbene derivatives
	3
	[8]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S4
	2,3,5,4'-Tetrahydroxystilbene-2-O-(4-O-acetyl-β-D-glucopyranoside 
	13.42
	C22H24O10
	447.1296
	447.1318
	4.70
	243.0668;137.0246
	++++
	++++
	-++-
	Stilbene derivatives
	2b
	[5]

	S5
	2,3,5,4'-Tetrahydroxystilbene- (5-O-acetyl)-2-O-β-D-glucopyranoside
	6.37
	C22H24O10
	447.1296
	447.1316
	4.28
	285.0767;243.0661;174.9559
	----
	----
	-+++
	Stilbene derivatives
	2b
	[5]

	S6
	2,3,5,4'-Tetrahydroxystilbene- (4'-O-acetyl)-2-O-β-D-glucopyranoside
	16.88
	C22H24O10
	447.1296
	447.1316
	4.30
	285.0789;243.0670
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[5]

	S7
	Tetrahydroxystilbene-O-(aminocatecholoyl)-hexosides
	8.56
	C26H27NO10
	512.1562
	512.1587
	4.75
	405.1219;243.0671
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S8
	Tetrahydroxystilbene-O-hexoside-O-2,5-bi(hydroxymethyl)-furan (phenolic hydroxyl moiety) 
	10.00
	C26H28O11

	515.1558
	515.1583
	4.61
	353.1036;243.0668
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S9
	Tetrahydroxystilbene-O-hexoside-adipic acid acyl
	9.58
	C26H30O12
	533.1664
	533.1592
	4.78
	371.1088;243.0666
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S10
	Tetrahydroxystilbene-O-5-formylfuran-2-carboxylyl hexosides
	12.45
	C26H24O12
	527.1195
	527.1201
	1.13
	365.0659;243.0669
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S11
	2,3,5,4'-Tetrahydroxystilbene-(5-O-DDMP)-2-O-β-D-glucopyranoside
	0.60
	C26H28O12
	531.1508
	531.1532
	4.53
	405.1202;369.0986; 351.0880;295.0617;243.0666
	----
	----
	-+++
	Stilbene derivatives
	2b
	[8]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S12
	2,3,5,4'-Tetrahydroxystilbene-(4’-O-DDMP)-2-O-β-D-glucopyranoside
	9.74
	C26H28O12
	531.1508
	531.0532
	4.55
	405.1202;369.0988; 351.0882; 243.0669
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S13
	2,3,5,4'-Tetrahydroxystilbene-2-O-(4’’-O- DDMP -β-D-hexoside)
	10.52
	C26H28O12
	531.1508
	531.1534
	4.83
	405.1204;369.0988; 351.0880;243.0666
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S14
	Tetrahydroxystilbene-2-O-(3-O-feruloyl)-hexose
	5.90
	C30H30O12
	581.1664
	581.1692
	-3.87
	419.1140;405.1194;243.0664
	----
	----
	-+++
	Stilbene derivatives
	2b
	[5]

	S15
	Tetrahydroxystilbene-2-O-(4’-O-feruloyl)-hexose

	6.63
	C30H30O12
	581.1664
	581.1693
	-3.65
	405.1208;243.0668
	----
	----
	-+++
	Stilbene derivatives
	2b
	[5]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S16
	Structural analogs or isomers of oxidized derivative of tetrahyd roxystilbene glucoside
	0.96
	C20H24O11
	463.1245
	439.1256
	2.71
	421.1141[M-H-H2O]-；259.0609[M-H--H2O-C6H10O5]-；
	++++
	++++
	++++
	Stilbene derivatives
	3
	[7]

	S17
	 Cis-Resveratrol
	6.44
	C14H12O3
	227.0713
	227.0722
	3.75
	185.0608;143.0501
	----
	+++-
	-+++
	Stilbene derivatives
	2b
	[5]

	S18
	Trans-Resveratrol
	11.72
	C14H12O3
	227.0713
	227.0728
	
	185.0613;143.0505
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[5]

	S19
	oxyresveratrol
	4.57
	C14H12O4
	243.0662
	243.0673
	4.25
	225.0563;201.0562;159.0455
	++++
	++++
	++++
	Stilbene derivatives
	3
	[5]

	S20
	Structural analogs or isomers of Oxyresveratrol

	7.77
	C14H12O4
	243.0662
	243.0669
	2.65
	225.0563;201.0562;159.0456
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[5]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S21
	Structural analogs or isomers of oxyresv eratrol
	13.42
	C14H12O4
	243.0662
	243.0674
	4.71
	225.0564;201.0562;159.0454
	++++
	++++
	++++
	Stilbene derivatives
	3
	[5]

	S22
	Tetrahydroxystilbene-O-(5-hydroxymethyl furan-2-carboxylyl)-hexoside
	10.63
	C26H26O12
	529.1351
	529.1376
	4.60
	405.1206;243.0671；
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	[bookmark: _Hlk173151401]S23
	Tetrahydroxy-phenan threne-O-hexoside-O-p-hydroxycinnamoyl (phenolic hydroxyl moiety) 
	2.87
	C26H30O13
	549.1351
	549.1637
	4.21
	387.1093;297.0774;281.0461;241.0510
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S24
	Tetrahydroxystilbene-O- (4’’-O-furan-2, 5-dicarboxylic acid acyl)-hexoside
	9.50
	C26H24O13
	543.1144
	543.1153
	1.69
	405.1206;243.0670
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S25
	Tetrahydroxystilbene-O- (5-O-furan-2, 5-dicarboxylic acid acyl)-hexoside
	9.80
	C26H24O13
	543.1144
	543.1155
	1.93
	405.1208;243.0668
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S26
	Tetrahydro xystilbene-O-hexoside-O-carbonate acyl (phenolic hydroxyl moiety) 
	3.23
	C21H22O11
	449.1089
	449.1110
	4.50
	287.0523;243.0663
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S27
	[bookmark: _Hlk210402837]Structural analogs or isomers of tetrahydro xystilbene-O-hexoside-O-carbonate acyl (phenolic hydroxyl moiety)
	5.96
	C21H22O11
	449.1089
	449.1108
	4.39
	287.0203;243.0665
	++++
	++++
	++++
	Stilbene derivatives
	3
	[8]

	S28
	Structural analogs or isomers of tetrahy droxystilbene-O-hexoside-O-carbonate acyl (phenolic hydroxyl moiety)
	10.25
	C21H22O11
	449.1089
	449.1107
	3.81
	287.0543;243.0645
	++++
	++++
	++++
	Stilbene derivatives
	3
	[8]

	S29
	Tetrahydroxystilbene-O-hexoside-O-glutaryl (phenolic hydroxyl moiety) 
	4.67
	C25H28O12
	519.1508
	519.1534
	4.96
	357.0986; 243.0665
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S30
	Tetrahydroxystilbene-O-hexoside-O-lactic acid acyl (phenolic hydroxyl moiety) 
	7.22
	C23H26O11
	477.1402
	477.1426
	2.20
	297.0772;243.0668
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S31
	Structural analogs or isomers of tetrahydr oxystilbene-O-hexo side-O-lactic acid acyl (phenolic hydroxyl moiety)

	11.76
	C23H26O11
	477.1402
	477.1423
	1.59
	405.1217;243.0665
	++++
	++++
	++++
	Stilbene derivatives
	3
	[8]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S32
	Tetrahydroxystilbene-O-hexoside-Protocatechuic acid acyl (phenolic hydroxyl moiety) 
	10.62
	C27H26O12
	541.1351
	541.1378
	4.90
	379.0830;243.0663
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S33
	Structural analogs or isomers of tetrahydro xystilbene-O-hexoside-Protocatechuic acid acyl (phenolic hydroxyl moiety)
	10.38
	C27H26O122.524
	541.1351
	541.1369
	3.23
	295.0462;243.0665
	++++
	++++
	++++
	Stilbene derivatives
	3
	[8]

	S34
	Cis-2,3,5,4’-tetrahydroxystilbene-2-O-D-glucoside
	7.87
	C20H22O9
	405.1191
	405.1210
	1.35
	243.0670[M-H-C6H10O5]-
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[7]

	S35
	 Trans-2,3,5,4’-tetrahydroxystilbene-2-O-D-glucoside
	9.79
	[bookmark: OLE_LINK33]C20H22O9
	405.1191
	405.1211
	1.68
	243.0666[M-H-C6H10O5]-
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[7]

	S36
	Polygonumoside C
	1.39
	C40H44O19
	827.2404
	827.2428
	3.70
	665.1881[M-H-C6H10O5]- 647.1774[M-H-C6H10O5-H2O]- 485.1241[M-H-C6H10O5-H2O-C6H10O5]-
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[4]

	S37
	Polygonumoside D
	5.58
	C40H44O19
	827.2404
	827.2441
	4.45
	647.1774[M-H-C6H10O5-H2O]- 485.1252[M-H-C6H10O5-H2O-C6H10O5]-
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[4]

	S38
	Tetrahydroxystilbene-O-di-hexoside
	7.47
	C26H32O14
	567.1719
	567.1743
	4.48
	405.1202;243.0668
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[5]

	S39
	Structural analogs or isomers of Tetrahydro xystilbene-O-di-hex oside


	8.70
	C26H32O14
	567.1719
	567.1742
	4.04
	405.1198;243.0666
	++++
	++++
	++++
	Stilbene derivatives
	3
	[5]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S40
	2,3,5,4'-tetrahydro xystilbene-2-O-(Caffeoyl)-glucopyr anoside
	3.50
	C26H32O14
	567.1719
	567.1746
	4.72
	405.1195;243.0669
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[5, 7]

	S41
	Tetrahydroxystilbene-O- (glycolic acid acyl)-hexoside
	7.65
	C22H24O11
	463.1245
	463.1265
	4.08
	243.0669
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S42
	Tetrahydroxystilbene-O-hexoside-O-5-HMF (phenolic hydroxyl moiety) 
	8.11
	C26H26O11
	513.1402
	513.1428
	-4.74
	351.0873;243.0663
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S43
	Multiflorumiside B
	1.86
	C40H44O18
	811.2454
	811.2493
	4.56
	649.1926;405.1192;487.1399;243.0662
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[5]

	
	

	
	
	
	
	
	
	
	
	
	
	
	

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S44
	Structural analogs or isomers of multiflor umiside B
	3.75
	C40H44O18
	811.2454
	811.2488
	4.03
	405.1190;243.0662
	++++
	++++
	++++
	Stilbene derivatives
	3
	[5]

	S45
	Multiflorumiside A
	7.77
	C40H44O18
	811.2454
	811.2490
	4.31
	649.1981;405.1222;243.0681
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[5, 7]

	S46
	Rhapontin
	7.65
	C21H24O9
	419.1347
	419.1366
	1.29
	257.0463[M-H-C6H10O5]- 239.0720[M-H-C6H10O5-H2O]- 227.0717[M-H-C6H10O5-CH2O]-
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[1]

	S47
	Polydatin
	6.45
	C20H22O8
	389.1241
	389.1256
	3.63
	227.0716
	++++
	++++
	-+++
	Stilbene derivatives
	2b
	[5]

	S48
	Structural analogs or isomers of Polydatin 
	4.07
	C20H22O8
	389.1241
	389.1258
	4.09
	227.0712
	----
	+---
	-+++
	Stilbene derivatives
	3
	[5]

	S49
	Structural analogs or isomers of Polydatin 
	5.22
	C20H22O8
	389.1241
	389.1260
	4.5
	227.0712
	++++
	++++
	-+++
	Stilbene derivatives
	3
	[5]

	S50
	[bookmark: OLE_LINK26]Tetrahydroxystilbene-O-(coumaroyl) hexose
	6.36
	C29H28O11
	551.1558
	551.1582
	4.17
	405.1188[M-H-C9H6O2]-; 243.0661[M-H-C9H6O2-C6H10O5]-;
	----
	----
	-+++
	Stilbene derivatives
	2b
	[4]

	S51
	Trihydroxystilbene-O-hexoside-O- acid deltique acyl (phenolic hydroxyl moiety)  
	16.32
	C23H22O10
	457.1140
	457.1143
	0.52
	295.0464;227.0722
	++++
	++++
	-+++
	Stilbene derivatives
	2b
	[8]

	S52
	Tetrahydroxystilbene-O-hexoside-O-5-hydroxyfuran-2-carbaldehyde (phenolic hydroxyl moiety) 
	11.67
	C25H24O11
	499.1245
	499.1256
	1.70
	337.0756;243.0669
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	S53
	2, 3, 5, 4’-Tetrahydro xystilbene-2-O-β-D-(2’’-O-monogalloyl ester)-glucoside
	8.50
	C27H26O13
	557.1300
	557.1324
	4.21
	405.1205;313.0574;243.0668;169.0145;125.0247
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[5]

	S54
	2, 3, 5, 4’-Tetrahydro xystilbene-5-O-β-D-(2’’-O-monogalloyl ester)-glucoside
	10.85
	C27H26O13
	557.1300
	557.1326
	4.52
	405.1203;313.0575;243.0669;169.0147;125.0247
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[5]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S55
	2, 3, 5, 4’-Tetrahydro xystilbene-4’-O-β-D-(2’’-O-monogalloyl ester)-glucoside
	11.30
	C27H26O13
	557.1300
	557.1328
	4.82
	405.1203;313.0575;243.0669;169.0147;125.0247
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[5]

	S56
	2,3,5,4’-tetrahydro xystilbene-2-O-β-(3-O-monogalloyl ester)-glucoside
	7.35
	C27H26O13
	557.13
	557.1318
	3.07
	405.1193[M-H-C7H4O4]-; 313.0566[M-H-C14H12O4]- 243.0661[M-H-C7H4O4-C6H10O5]-; 169.0140[M-H-C14H12O4-C6H8O4]-
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[6]

	S57
	Tetrahydroxystilbene-O-(5-hydroxyfuran-2-carboxylic acid)-hexoside
	10.87
	C25H24O12
	516.1281
	515.1209
	2.64
	243.0671
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[8]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	S58
	Structural analogs or isomers of Tetrahydr oxystilbene-O-(5-hydroxyfuran-2-carboxylic acid)-hexoside
	13.41
	C25H24O12
	516.1276
	515.1209
	1.52
	243.0671
	++++
	++++
	++++
	Stilbene derivatives
	3
	[8]

	S59
	Dihydrotetrahydroxystilbene-O-hexoside
	20.30
	C20H24O9
	407.1347
	407.1366
	1.12
	245.0828
	+---
	+-+-
	-+++
	Stilbene derivatives
	2b
	[8]

	S60
	Multiflorumiside H
	3.58
	C40H44O18
	811.2454
	811.2487
	3.94
	649.1918;405.1191;245.0455
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[9]

	S61
	polygonumosides A
	15.96
	C27H24O13
	555.1144
	555.1167
	4.07
	393.0616[M-H-C6H10O5]- 349.0717[M-H-C6H10O5-CO2]-
	-+++
	+++-
	-+++
	Stilbene derivatives
	2b
	[1]

	S62
	Structural analogs or isomers of polygonum osides A
	17.09
	C27H24O13
	555.1144
	555.1169
	4.40
	393.0621[M-H-C6H10O5]- 349.0721[M-H-C6H10O5-CO2]-
	----
	++-+
	-+++
	Stilbene derivatives
	3
	[1]

	S63
	oxidized derivative of tetrahydroxystilbene glucoside
	1.15
	C20H24O11
	463.1245
	439.1266
	4.68
	421.1162[M-H-H2O]-；277.0733[M-H-C6H10O5]- 259.0627[M-H-H2O-C6H10O5]-； 183.0309[M-H-H2O-C6H10O5-C6H4]-
	++++
	++++
	++++
	Stilbene derivatives
	2b
	[7]

	S64
	Isomer of oxidized derivative of tetrahydroxystilbene glucoside
	2.50
	C20H24O11
	463.1245
	439.1265
	3.52
	421.1149[M-H-H2O]-；259.0615[M-H-H2O-C6H10O5]-；
	++++
	++++
	++++
	Stilbene derivatives
	3
	[7]

	P1
	Quinic acid
	1.70
	C7H12O6
	191.0561
	191.0568
	3.52
	111.0088;87.0088
	++++
	++++
	++++
	Polyphenols
	2b
	    [10]

	P2
	Pyrogallol
	5.68
	C6H6O3
	125.0244
	125.0249
	3.41
	107.0140
	++++
	++++
	++++
	Polyphenols
	2b
	[10]

	P3
	Structural analogs or isomers of pyrogallol
	1.23
	C6H6O3
	125.0244
	125.0248
	2.71
	107.0140
	++++
	++++
	++++
	Polyphenols
	3
	[10]

	[bookmark: _Hlk173247130]
	
	
	
	
	
	
	
	
	
	
	
	
	

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	P4
	Vanillin
	3.34
	C8H8O3
	151.0400
	151.0407
	4.21
	136.0165[M-H-CH3]- 123.0452[M-H-CO]- 107.0502[M-H-CO2]-
	++++
	++++
	++++
	Polyphenols
	2b
	[1]

	P5
	Structural analogs or isomers of vanillin
	5.35
	C8H8O3
	151.0400
	151.0408
	4.88
	136.0167[M-H-CH3]- 123.0453[M-H-CO]- 107.0503[M-H-CO2]-
	++++
	++++
	++++
	Polyphenols
	3
	[1]

	P6
	vanillic acid
	5.65
	C8H8O4
	167.0349
	167.0354
	2.26
	108.0216;137.0246[M-H-CH2O]- ;123.0090[M-H-CO2]-
	++++
	++++
	++++
	Polyphenols
	2b
	[5]

	P7
	Structural analogs or isomers of vanillic acid
	7.54
	C8H8O4
	167.0349
	167.0357
	4.51
	108.0218;137.0246[M-H-CH2O]- ;123.0452[M-H-CO2]-
	++++
	++++
	++++
	Polyphenols
	3
	[5]

	[bookmark: _Hlk173255760]P8
	Structural analogs or isomers of vanillic acid
	13.03
	C8H8O4
	167.0349
	167.0356
	3.49
	108.0218;123.0453[M-H-CO2]-
	++++
	++++
	++++
	Polyphenols
	3
	[5]

	
	
	
	
	
	
	
	
	
	
	
	
	
	

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	P9
	Veratric acid
	2.39
	C9H10O4
	181.0506
	181.0514
	4.42
	137.0609[M-H-CO2]- 122.0373[M-H-2CH2O]-
	++++
	++++
	++++
	Polyphenols
	2b
	[1]

	P10
	Structural analogs or isomers of Veratric acid
	4.84
	C9H10O4
	181.0506
	181.0514
	4.38
	137.0609[M-H-CO2]- 122.0374[M-H-2CH2O]-
	++++
	++++
	++++
	Polyphenols
	3
	[1]

	P11
	2-Methyl gallic acid
	1.47
	C8H8O5
	183.0298
	183.0307
	4.28
	168.0065[M-H-CH3]- 139.0403[M-H-CO2]- 111.0453[M-H-CO2-CO]-
	++++
	++++
	++++
	Polyphenols
	2b
	[1]

	P12
	Structural analogs or isomers of 2-Methyl gallic acid
	2.22
	C8H8O5
	183.0298
	183.0307
	4.42
	168.0152[M-H-CH3]- 139.0405[M-H-CO2]-
	++++
	++++
	++++
	Polyphenols
	3
	[1]

	P13
	Syringic acid
	5.48
	C9H10O5
	197.0455
	192.0465
	4.72
	169.0148[M-H-CO]- 125.0247[M-H-CO-CO2]-
	++++
	++++
	++++
	Polyphenols
	2b
	[1]

	P14
	carboxy vanillic acid
	1.21
	C9H8O6
	211.0248
	211.0256
	3.81
	167.0355;123.0454
	++++
	++++
	++++
	Polyphenols
	2b
	[5]

	P15
	Structural analogs or isomers of carboxy vanillic acid
	1.42
	C9H8O6
	211.0248
	211.0257
	4.12
	167.0355;123.0454; 105.0348
	++++
	++++
	++++
	Polyphenols
	3
	[5]

	P16
	Structural analogs or isomers of carboxy vanillic acid
	4.64
	C9H8O6
	211.0248
	211.0257
	4.23
	167.0357;123.0456
	++++
	++++
	++++
	Polyphenols
	3
	[5]

	P17
	caffeic acid
	3.72
	C9H8O4
	179.0349
	179.0358
	4.20
	135.0094[M-H-CO2]- 107.0140[M-H-C3H4O2]-
	++++
	++++
	++++
	Polyphenols
	2b
	[1]

	P18
	3’-β-D-glucopyranosyloxy-4’, 5’-dihydroxyacet ophenone
	2.30
	C14H18O9
	329.0878
	329.0893
	4.63
	167.0346
	++++
	++++
	++++
	Polyphenols
	2b
	[11]

	P19
	Structural analogs or isomers of 3’-β-D-glucopyranosyloxy-4’, 5’-dihydroxyaceto phenome

	2.76
	C14H18O9
	329.0878
	329.0839
	4.09
	167.0306
	++++
	++++
	++++
	Polyphenols
	3
	[11]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	P20
	2,3,4,6-tetrahydro xyacetophenone-O-glucopyranoside (Polygoacetophenoside)
	5.56
	C14H18O10
	345.0827
	345.0845
	4.98
	183.0304
	++++
	++++
	++++
	Polyphenols
	2b
	[12]

	P21
	6’-Methoxy polygoacetophenoside
	1.91
	C15H20O10
	359.0983
	359.1069
	3.48
	197.0453
	++++
	++++
	++++
	Polyphenols
	2b
	[5]

	P22
	Structural analogs or isomers of 6’-Methoxy polygoacetophenoside
	5.19
	C15H20O10
	359.0983
	359.0996
	3.39
	197.1302
	++++
	++++
	++++
	Polyphenols
	3
	[5]

	P23
	3,5-dihydroxyphenol-1-O-β-D-(6’’-O-galloyl)-glucopyranoside
	1.60
	C19H20O12
	439.0882
	439.0903
	4.68
	96.9602
	++++
	++++
	+---
	Polyphenols
	2b
	[13]

	P24
	Structural analogs or isomers of 3,5-dihydro xyphenol-1-O-β-D-(6’’-O-galloyl)-glucopyranoside
	1.01
	C19H20O12
	439.0882
	439.0899
	3.96
	96.9602
	++++
	++++
	++++
	Polyphenols
	3
	[13]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	P25
	Structural analogs or isomers of 3,5-Dihy droxy-4-[(4-nitrop henyl) acetyl]-phenyl hexopyranoside
	5.42
	C20H21NO11
	450.1041
	450.1057
	3.42
	288.0514
	----
	----
	-+++
	Polyphenols
	3
	[5]

	P26
	(+)-lyoniresinol-2α-O-β-glucoside
	6.21
	C28H38O13
	581.2239
	581.2265
	4.40
	419.1720[M-H-C6H10O5]- 359.1143[M-H-C6H10O5-2CH2O]-
	++++
	++++
	++++
	Polyphenols
	2b
	[1]

	P27
	1,2,6-galloyl-hexose
	4.53
	C27H24O18
	635.0889
	635.0925
	4.72
	313.0592;169.0149
	++++
	++++
	++++
	Polyphenols
	2b
	[13]

	P28
	3,4-Dihydroxybenzal dehyde
	2.02
	C7H6O3
	137.0244
	137.0249
	3.37
	109.0295[M-H-CO]-
	++++
	++++
	++++
	Polyphenols
	2b
	[7]

	P29
	Structural analogs or isomers of 3,4-Dihydroxybenzal dehyde
	3.12
	C7H6O3
	137.0244
	137.0250
	4.07
	109.02975[M-H-CO]-
	++++
	++++
	++++
	Polyphenols
	3
	[7]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	P30
	Structural analogs or isomers of 3,4-Dihydroxybenzal dehyde
	9.83
	C7H6O3
	137.0244
	137.0250
	3.92
	109.0294[M-H-CO]-
	++++
	++++
	++++
	Polyphenols
	3
	[7]

	P31
	Protocatechuic acid
	1.48
	C7H6O4
	153.0193
	153.0199
	3.93
	109.0295[M-H-CO2]-
	++++
	++++
	++++
	Polyphenols
	2b
	[10]

	P32
	Structural analogs or isomers of Protocate chuic acid
	1.97
	C7H6O4
	153.0193
	153.0200
	4.37
	109.0295[M-H-CO2]-
	++++
	++++
	++++
	Polyphenols
	3
	[10]

	P33
	Structural analogs or isomers of Protocate chuic acid
	4.12
	C7H6O4
	153.0193
	153.0196
	1.49
	109.0292[M-H-CO2]-
	++++
	++++
	++++
	Polyphenols
	3
	[10]

	P34
	gentistic acid
	7.73
	C7H6O4
	153.0193
	153.0200
	4.09
	109.0293[M-H-CO2]-
	++++
	++++
	++++
	Polyphenols
	2b
	[14]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	P35
	Coumaric acid
	6.23
	C9H8O3
	163.0400
	163.0408
	4.65
	134.9152[M-H-CO]- 107.0142[M-H-C2O2]-
	++++
	++++
	++++
	Polyphenols
	2b
	[1]

	P36
	Gallic acid
	1.21
	[bookmark: OLE_LINK32]C7H6O5
	169.0143
	169.0149
	4.07
	125.0247;107.0141;97.0297[M-H-CO2-CO]-
	++++
	++++
	++++
	Polyphenols
	2b
	[5]

	P37
	Structural analogs or isomers of Gallic acid
	0.39
	C7H6O5
	169.0143
	169.0136
	-3.74
	125.0248;107.0142;97.0298[M-H-CO2-CO]-
	+-+-
	-+--
	+---
	Polyphenols
	3
	[5]

	P38
	2,4-Dihydroxy-6-[(1E)-2-(4-hydroxyphenyl) ethenyl] phenyl beta-D-xylopyranoside
	8.87
	C19H20O8
	375.1085
	375.1102
	4.33
	243.0667[M-H-C5H7O4]-
	+-++
	++++
	-+++
	Polyphenols
	2b
	[15]

	P39
	Di-O-caffeoylquinic acid
	10.39
	C25H24O12
	515.1195
	515.1209
	3.52
	353.0654;179.0566;161.0461
	++++
	++++
	++++
	Polyphenols
	2b
	[4]

	P40
	Structural analogs or isomers of Di-O-caffeoylquinic acid
	11.07
	C25H24O12
	515.1195
	515.1198
	0.33
	353.0651;161.0458
	++++
	++++
	++++
	Polyphenols
	3
	[4]

	P41
	Isoferulic acid
	4.77
	C10H10O4
	193.0506
	193.0512
	3.05
	178.0634;149.0035;
	++++
	++++
	++++
	Polyphenols
	2b
	[14]

	P42
	P-coumaric acid
	6.25
	C9H8O3
	163.04
	163.0407
	3.77
	119.0504
	++++
	++++
	++++
	Polyphenols
	2b
	[14]

	P43
	Protocatechuic acid hexose
	0.51
	C13H16O9
	315.0721
	315.0727
	1.70
	125.0244;108.0216;153.0194[M-H-C6H10O5]-109.0295[M-H-C6H10O5-CO2]-
	----
	----
	++++
	Polyphenols
	2b
	[5]

	P44
	Structural analogs or isomers of Protocate chuic acid hexose
	7.86
	C13H16O9
	315.0721
	315.0737
	4.93
	125.0248;108.0221;153.0199[M-H-C6H10O5]-109.0299[M-H-C6H10O5-CO2]-
	++++
	++++
	++++
	Polyphenols
	3
	[5]

	P45
	Structural analogs or isomers of Protocate chuic acid hexose
	1.72
	C13H16O9
	315.0721
	315.0737
	4.92
	125.0241;108.0214;153.0190[M-H-C6H10O5]− 109.02926[M-H-C6H10O5-CO2]-
	++++
	++++
	++++
	Polyphenols
	3
	[5]

	AM1
	Leucine
	0.39
	C6H13NO2
	130.0873
	130.0879
	4.14
	85.0295[M-H-COOH]- ;88.0404[M-H-3CH2]-
	--+-
	----
	-+-+
	Amino acids
	2b
	[1]

	
	
	
	
	
	
	
	
	
	
	
	
	
	

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	AM2
	Structural analogs or isomers of Leucine
	1.25
	C6H13NO2
	130.0873
	130.0880
	4.60
	85.0295[M-H-COOH]- ;88.0404[M-H-3CH2]-
	++++
	++-+
	++-+
	Amino acids
	3
	[1]

	AM3
	L-phenylalanine
	5.91
	C9H11NO2
	164.0717
	164.072
	3.05
	147.0452
	++++
	++++
	++++
	Amino acids
	2b
	[11]

	AM4
	Structural analogs or isomers of L-phenyl alanine
	1.60
	C9H11NO2
	164.0717
	164.0724
	4.20
	147.0452;91.0553;122.0248[M+H]+
	++++
	++++
	++++
	Amino acids
	3
	[11]

	AM5
	piscidic acid
	0.52
	C11H12O7
	255.051
	255.0519
	4.82
	179.0355;165.0560;107.0504;133.0299;93.0348; 72.9931
	----
	----
	-+++
	Amino acids
	2b
	[4]

	AM6
	Structural analogs or isomers of piscidic acid
	1.52
	C11H12O7
	255.051
	255.0524
	4.54
	179.0352;165.0559;107.0503;133.0296;93.0346;72.9931
	++++
	++++
	++++
	Amino acids
	3
	[4]

	AM7
	Structural analogs or isomers of piscidic acid
	2.27
	C11H12O7
	255.051
	255.0523
	4.92
	193.0509;179.0352;165.0559;149.0609;107.0503;133.0295;93.0347;72.9931
	++++
	++++
	++++
	Amino acids
	3
	[4]

	AM8
	2-vynyl-1H-indole-carboxylic -acid
	0.66
	C11H9NO2
	186.0560
	186.0568
	3.91
	142.0666[M-H-CO2]-
	----
	----
	-+++
	Amino acids
	2b
	[4]

	AM9
	1-Piperidine pentanoic acid, α-amino-δ-oxo-, (S)- 
	0.57
	C10H18N2O3
	213.1244
	213.1253
	3.83
	195.1144[M-H-CO2 H2O]-; 128.0355[M-H-CO2C5H11N]-;
	--+-
	+---
	++++
	Amino acids
	2b
	[10]

	AM10
	Structural analogs or isomers of 1-Piperidine pentanoic acid, α-amino-δ-oxo-, (S)-
	1.80
	C10H18N2O3
	213.1244
	213.1254
	4.25
	195.1142[M-H-CO2 H2O]-; 128.0354[M-H-CO2C5H11N]-
	++++
	++++
	++++
	Amino acids
	3
	[10]

	AM11
	Structural analogs or isomers of 1-Piperidine pentanoic acid, α-amino-δ-oxo-, (S)-
	3.93
	C10H18N2O3
	213.1244
	213.1255
	4.85
	195.1146[M-H-CO2 H2O]-; 128.0356[M-H-CO2C5H11N]-
	++++
	++++
	++++
	Amino acids
	3
	[10]

	AM12
	hydroxymusizin-O-glucoside
	0.56
	C11H18N2O5
	257.1142
	257.1154
	4.16
	213.1243;195.1136;128.0351
	----
	----
	-+++
	Amino acids
	2b
	[9]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	AM13
	Gamma-L-Glutamyl-L-pipecolic-acid
	1.77
	C11H18N2O5
	257.1142
	257.1156
	4.95
	213.1252;195.1146;128.0356
	++++
	++++
	++++
	Amino acids
	2b
	[9]

	AM14
	N-L-Glutamate-L-leucine
	0.83
	C11H20N2O5
	259.1299
	259.1311
	4.35
	241.1203[M-H-H2O]-; 223.1095[M-H-H2O]-
	+--+
	---+
	-+++
	Amino acids
	2b
	[11]

	AM15
	[bookmark: _Hlk210404212]Structural analogs or isomers of N-L-Gluta mate-L-leucine
	2.59
	C11H20N2O5
	259.1299
	259.1311
	4.46
	241.1205[M-H-H2O]-; 223.1097[M-H-H2O]-
	++++
	++++
	++++
	Amino acids
	3
	[11]

	AM16
	Structural analogs or isomers of N-L-Gluta mate-L-leucine
	2.88
	C11H20N2O5
	259.1299
	259.1310
	4.11
	241.1201[M-H-H2O]-; 223.1094[M-H-H2O]-
	++++
	++++
	++++
	Amino acids
	3
	[11]

	AM17
	gamma-L-Glutamyl-L pipecolic-acid glucopyranoside
	6.63
	C17H28N2O10
	419.1671
	419.1691
	-4.76
	257.1154[M-H-C6H10O5]- 213.1253[M-H-CO2]-
	++++
	++++
	++++
	Amino acids
	2b
	[10]

	AM18
	L-phenylalanine
	2.19
	C11H12N2O2
	203.0826
	203.0836
	4.75
	142.0666;116.0510;74.0249
	++++
	++++
	++++
	Amino acids
	2b
	[14]

	AL1
	hydroxy-methylglutaric acid
	1.33
	C6H10O5
	161.0455
	161.0464
	4.58
	131.0354;115.0041;113.0248
	++++
	++++
	++++
	Aliphatics
	2b
	[4]

	AL2
	Structural analogs or isomers of hydroxy-methylglutaric acid
	1.89
	C6H10O5
	161.0455
	161.0463
	4.78
	131.0352;113.0246
	++++
	++++
	++++
	Aliphatics
	3
	[4]

	AL3
	Hydocerol A
	0.36
	C6H8O7
	191.0197
	191.0207
	4.80
	146.9885;111.0091
	++++
	++++
	++++
	Aliphatics
	2b
	[5]

	AL4
	Structural analogs or isomers of Hydocerol A
	1.11
	C6H8O7
	191.0197
	191.0206
	4.37
	146.9391;111.0090
	++++
	++++
	++++
	Aliphatics
	3
	[5]

	AL5
	Structural analogs or isomers of Hydocerol A
	7.63
	C6H8O7
	191.0197
	191.0205
	3.99
	146.9386;111.0087
	++++
	++++
	++++
	Aliphatics
	3
	[5]

	F1
	Shikimic acid
	1.05
	C7H10O5
	173.0455
	173.0457
	1.38
	137.0241[M-H4O2]-
	++++
	++++
	++++
	Fatty acids
	2b
	[16]

	F2
	9,12,13-TriHOME
	32.03
	C18H34O5
	329.2333
	  329.2350
	4.58
	311.2335[M-H-H2O]-; 293.2129[M-H-H2O-H2O]-; 229.1449[M-H-C6H12O]-; 211.1343[M-H-C6H12O-H2O]-;
	++++
	++++
	++++
	Fatty acids
	2b
	[17]

	
	
	
	
	
	
	
	
	
	
	
	
	
	

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	F3
	Structural analogs or isomers of 9,12,13-TriHOME
	29.30
	C18H34O5
	329.2333
	329.2349
	4.63
	311.2338[M-H-H2O]-;293.2132[M-H-H2O-H2O]-; 229.1451[M-H-C6H12O]-;211.1346[M-H-C6H12O-H2O]-;
	++++
	++++
	++++
	Fatty acids
	3
	[17]

	F4
	Structural analogs or isomers of 9,12,13-TriHOME
	29.42
	C18H34O5
	329.2333
	329.2348
	4.50
	311.2239[M-H-H2O]-; 293.2132[M-H-H2O-H2O]-; 229.1452[M-H-C6H12O]-; 211.1345[M-H-C6H12O-H2O]-
	++++
	++++
	++++
	Fatty acids
	3
	[17]

	F5
	Azelaic acid
	14.66
	C9H16O4
	187.0975
	187.0984
	4.49
	125.0973
	++++
	++++
	++++
	Fatty acids 
	2b
	[14]

	C1
	Altechromone A
	2.81
	C11H10O3
	189.0557
	189.0562
	2.52
	174.0323[M-H-CH3]- 161.0606[M-H-CO]- 146.0370[M-H-CO-CH3]-
	++++
	++++
	++++
	Chromone
	2b
	[1]

	
	
	
	
	
	
	
	
	
	
	
	
	
	

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	C2
	Structural analogs or isomers of Altechro mone A
	6.63
	C11H10O3
	189.0557
	189.0566
	4.70
	174.03300[M-H-CH3]- 161.0614[M-H-CO]- 146.0379[M-H-CO-CH3]-
	++++
	++++
	++++
	Chromone
	3
	[1]

	C3
	Structural analogs or isomers of Altechro mone A
	8.01
	C11H10O3
	189.0557
	189.0566
	4.87
	174.0330[M-H-CH3]- 161.06146[M-H-CO]- 146.03783[M-H-CO-CH3]-
	++++
	++++
	++++
	Chromone
	3
	[1]

	C4
	Noreugenin
	13.58
	C10H8O4
	189.0557
	191.0358
	4.35
	149.0249[M-H-CO-CH2]- ;147.0456[M-H-CO2]-
	++++
	++++
	++++
	Chromone
	2b
	[1]

	C5
	thunberginol C-6-O-β-D glucoside
	7.06
	C21H22O10
	433.114
	433.1157
	3.98
	271.0596[M-H-C6H10O5]- 253.0723[M-H-C6H10O5-H2O]-

	++++
	++++
	++++
	Chromone
	2b
	[1]

	C6
	Structural analogs or isomers of thunberginol C-6-O-β-D glucoside
	10.66
	C21H22O10
	433.114
	433.1159
	4.80
	253.8376[M-H-C6H10O5-H2O]- 243.0671[M-H-C6H10O5-CO]-
	+-++
	++++
	-+++
	Chromone
	3
	[1]

	FL1
	Baicalin
	5.52
	C21H18O11
	445.0776
	445.0794
	3.9
	269.0458[M-H-C6H9O6]-; 175.0248[M-H-C15H11O5]-; 113.0244[M-H-C15H11O5-CH2O3]-
	----
	----
	-+++
	Flavonoids
	2b
	[18]

	FL2
	Catechin glucopyranoside
	1.50
	C21H24O11
	451.1245
	451.1266
	4.44
	289.0717
	++++
	++++
	++++
	Flavonoids
	2b
	[5]

	FL3
	Structural analogs or isomers of Catechin glucopyranoside
	7.81
	C21H24O11
	451.1245
	451.1257
	2.40
	289.0721
	++++
	++++
	++++
	Flavonoids
	3
	[5]

	FL4
	Procyanidin C1 galloyl ester
	1.40
	C52H42O22
	1017.2094
	1017.2169
	4.23
	677.1326;577.1374;287.0576
	++++
	++++
	++++
	Flavonoids
	2b
	[19]

	FL5
	Daidzein
	34.22
	C15H10O4
	253.0506
	253.0515
	3.59
	224.0481;209.0611;208.0535;169.0664;
	++++
	++++
	++++
	Flavonoids
	2b
	[4]

	FL6
	Structural analogs or isomers of Daidzein
	17.44
	C15H10O4
	253.0506
	253.0519
	4.99
	224.0485;209.0613;208.0535;197.0612;169.0662
	++++
	++++
	++++
	Flavonoids
	3
	[4]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	FL7
	Kaempferol
	25.25
	C15H10O6
	285.0404
	285.0418
	4.82
	241.0512[M-H-CO2]- 257.0463[M-H-CO]-
	+-++
	++++
	++++
	Flavonoids
	2b
	[1]

	FL8
	Structural analogs or isomers of Kaempferol
	28.48
	C15H10O6
	285.0404
	285.0417
	4.14
	241.0509[M-H-CO2]- 257.0460[M-H-CO]-
	+-++
	++++
	++++
	Flavonoids
	3
	[1]

	FL9
	Structural analogs or isomers of Kaempferol
	36.14
	C15H10O6
	285.0404
	285.0412
	2.47
	241.0498[M-H-CO2]- 257.0487[M-H-CO]-
	++++
	++++
	++++
	Flavonoids
	3
	[1]

	FL10
	Procyanidin B
	0.38
	C30H26O12
	577.1351
	577.1377
	4.44
	289.0718[M-H-C15H12O6]-；125.0243[M-H-C15H12O6-C9H8O3]-
	----
	----
	-+++
	Flavonoids
	2b
	[4]

	FL11
	Structural analogs or isomers of procyanidin B
	1.86
	C30H26O12
	577.1351
	577.1380
	4.90
	289.0727[M-H-C15H12O6]-125.0246[M-H-C15H12O6-C9H8O3]-
	++++
	++++
	++++
	Flavonoids
	3
	[4]

	FL12
	Structural analogs or isomers of Procyanidin B
	2.61
	C30H26O12
	577.1351
	577.1379
	4.71
	289.0732[M-H-C15H12O6]-； 125.0248[M-H-C15H12O6-C9H8O3]-
	++++
	++++
	++++
	Flavonoids
	3
	[4]

	FL13
	Catechin gallyl ester
	7.65
	C22H18O10
	441.0827
	441.0842
	3.37
	289.0721[M-H-C7H4O4]- 169.0143[M-H-C15H12O5]-； 
	++++
	++++
	-+++
	Flavonoids
	2b
	[7]

	FL14
	Structural analogs or isomers of Catechin gallyl ester
	5.70
	C22H18O10
	441.0827
	441.0843
	3.66
	289.0735[M-H-C7H4O4]- 169.0149[M-H-C15H12O5]-； 125.0247[M-H-C7H4O4-C9H8O3]-
	++++
	++++
	++++
	Flavonoids
	3
	[7]

	FL15
	Structural analogs or isomers of Catechin gallyl ester
	6.88
	C22H18O10
	441.0827
	441.0849
	4.97
	289.0728[M-H-C7H4O4]- 169.0147[M-H-C15H12O5]-； 125.0247[M-H-C7H4O4-C9H8O3]-
	++++
	++++
	++++
	Flavonoids
	3
	[7]

	FL16
	Quercitrin
	12.58
	C21H20O11
	447.0932
	447.0955
	0.01
	285.0421;243.0670
	----
	+-++
	-+++
	Flavonoids
	2b
	[11]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	FL17
	Structural analogs or isomers of Quercitrin
	11.04
	C21H20O11
	447.0932
	447.0950
	-1.16
	301.0348;285.0401;243.0660
	++++
	++++
	++++
	Flavonoids
	3
	[11]

	FL18
	Apigenin-7-O-glucoside
	22.24
	C21H20O10
	431.0983
	431.1003
	4.67
	269.0453;268.0386
	++++
	++++
	++++
	Flavonoids
	2b
	[4]

	FL19
	Polygonflavanol A
	3.93
	C35H34O15
	693.1824
	693.1854
	4.23
	405.0972;243.0671;125.0242
	++++
	++++
	++++
	Flavonoids
	2b
	[5]

	FL20
	Structural analogs or isomers of Polygon flavanol A
	7.28
	C35H34O15
	693.1824
	693.1859
	4.85
	405.0972;243.0661;125.0243
	++++
	++++
	++++
	Flavonoids
	3
	[5]

	FL21
	[bookmark: OLE_LINK30]quercetin
	19.00
	C15H10O7
	301.0353
	301.0367
	4.34
	257.0458[M-H-CO2]-; 151.0038[M-H-C6H2O2]-
	++++
	++++
	++++
	Flavonoids
	2b
	[12]

	FL22
	2’, 4’, 5, 5’, 7-Pentahydroxyflavone
	9.50
	C15H10O7
	301.0353
	301.0368
	4.71
	257.0460;213.0559;167.0505
	++++
	++++
	++++
	Flavonoids
	2b
	[20]

	FL23
	Vitexin-O-gallate
	6.59
	C28H24O14
	583.1093
	583.1120
	-0.72
	431.0984;313.0565;269.0455;169.0140;125.0242
	----
	----
	-+++
	Flavonoids
	2b
	[5]

	FL24
	Structural analogs or isomers of Vitexin-O-gallate
	7.25
	C28H24O14
	583.1093
	583.1122
	-0.58
	431.0993;313.0574;269.0463;169.0147;125.0247
	----
	----
	-+++
	Flavonoids
	3
	[5]

	FL25
	Acetyl-epicatechin-O-glucoside
	10.29
	C23H26O12
	493.1351
	493.1275
	4.84
	330.0754[M-H-C6H11O5]-255.0670[M-H-C6H10O5-C2H2O2-H2O]-
	++++
	++++
	++++
	Flavonoids
	2b
	[1]

	FL26
	New compoud-2
	1.45
	C24H24O13
	519.1144
	519.1145
	0.24
	405.1204[M-H-C4H2O4]- 243.0666[M-H-C4H2O4-C6H10O5]-
	++++
	++++
	++++
	Flavonoids
	2b
	[4]

	FL27
	Structural analogs or isomers of New compound-2
	4.46
	C24H24O13
	519.1144
	519.1146
	0.40
	405.1205[M-H-C4H2O4]- 243.0668[M-H-C4H2O4-C6H10O5]-
	++++
	++++
	++++
	Flavonoids
	3
	[4]

	FL28
	Structural analogs or isomers of New compound-2
	8.02
	C24H24O13
	519.1144
	519.1146
	0.36
	405.1206[M-H-C4H2O4]- 243.0672[M-H-C4H2O4-C6H10O5]-
	++++
	++++
	++++
	Flavonoids
	3
	[4]

	
	
	
	
	
	
	
	
	
	
	
	
	
	

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	FL29
	Epicatechin
	2.13
	C15H14O6
	289.0717
	289.0729
	3.99
	245.0828[M-H-CO2]-; 203.0719[M-H-CO2-C2H2O]-; 179.0355[M-H-C6H6O2]-; 151.0405[M-H-C6H6O2-CO]-; 125.0247[M-H-C9H8O3]-; 109.0297[M-H-C9H8O3-O]-;
	+-+-
	--++
	++++
	Flavonoids
	2b
	[5]

	FL30
	Structural analogs or isomers of Epicatechin
	3.66
	C15H14O6
	289.0717
	289.0727
	3.27
	245.0823[M-H-CO2]-; 203.0715[M-H-CO2-C2H2O]-; 179.0350[M-H-C6H6O2]-; 151.0400[M-H-C6H6O2-CO]-; 125.0243[M-H-C9H8O3]-; 109.0295[M-H-C9H8O3-O]-;
	++++
	++++
	++++
	Flavonoids
	3
	[5]

	FL31
	Structural analogs or isomers of Epicatechin
	5.58
	C15H14O6
	289.0717
	289.0724
	2.12
	245.0819[M-H-CO2]-; 203.0712[M-H-CO2-C2H2O]-; 179.0347[M-H-C6H6O2]-;151.0400[M-H-C6H6O2-CO]-;125.0243[M-H-C9H8O3]-;109.0294[M-H-C9H8O3-O]-;
	++++
	++++
	++++
	Flavonoids
	3
	[5]

	FL32
	Di-O-galloyl procyanidin 
	3.27
	C44H34O20
	881.157
	881.1613
	4.82
	729.1488;881.1599;407.0790;559.1274
	+-+-
	++++
	+---
	Flavonoids
	2b
	[12]

	[bookmark: _Hlk173489814]FL33
	Structural analogs or isomers of Di-O-galloyl procyanidin
	3.72
	C44H34O20
	881.157
	881.1614
	4.87
	729.1489;881.1600;407.0790;559.1274
	++++
	++++
	++++
	Flavonoids
	3
	[12]

	FL34
	Structural analogs or isomers of Di-O-galloyl procyanidin B2
	5.77
	C44H34O20
	881.157
	881.1597
	3.02
	729.1461;881.1566;407.0769;559.1248
	++++
	++++
	++++
	Flavonoids
	3
	[12]

	FL35
	Viterxin
	22.24
	C21H20O10
	431.0983
	431.0996
	2.76
	269.0460
	++++
	++++
	++++
	Flavonoids
	2b
	[9]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	FL36
	mono-O-galloyl-procyanidin B
	1.66
	C37H30O16
	729.1461
	729.1493
	4.31
	577.1375[M-H-C7H4O4]- 407.0790[M-H-C7H4O4-C8H10O4]-; 289.0731[M-H-C22H16O10]-； 169.0149[M-H-C30H24O11]-； 125.0249[M-H-C30H24O11-CO2]-；
	++++
	++++
	++++
	Flavonoids
	2b
	[6]

	FL37

	3-O-galloyl-procyanidin
	4.76
	C37H30O16
	729.1461
	729.1472
	1.49
	577.1359M-H-C7H4O4]- 407.0774[M-H-C7H4O4-C8H10O4]-; 289.0715[M-H-C22H16O10]-； 169.0139[M-H-C30H24O11]-； 125.0241[M-H-C30H24O11-CO2]-
	++++
	++++
	++++
	Flavonoids
	2b
	[7]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	FL38
	[bookmark: OLE_LINK23]Dihydroquercetin
	11.68
	C15H12O7
	303.051
	303.0525
	4.82
	151.0401;153.01196[M-H-C8H7O3]-125.0245[M-H-C8H7O3-CO]-
	++++
	++++
	++++
	Flavonoids
	2b
	[5]

	N1
	Torachrysone
	20.30
	C14H14O4
	245.0819
	245.0829
	3.73
	215.0357[M-H-CH2O]- ;159.0459[M-H-CH2O-CH2-C2H2O]-
	++++
	++++
	++++
	Naphthalene
	2b
	[1]

	N2
	6-methoxyl-2-acetyl-3-methyljug lone-8-O-glucopy rano side
	5.57
	C20H22O10
	421.114
	421.1155
	3.46
	259.0618;241.0512；231.0669;215.0719
	++++
	++++
	++++
	Naphthalene
	2b
	[2]

	N3
	Structural analogs or isomers of 6-methoxyl-2-acetyl-3-methyl juglone-8-O-glucopyranoside
	7.79
	C20H22O10
	421.114
	421.1158
	4.28
	259.0619;241.0513;231.0670;215.0720;
	++++
	++++
	++++
	Naphthalene
	3
	[2]

	N4
	6-methoxyl-2-acetyl-3-methyl-1,4-Naphthoquinone-8-O-β-D-glucopyranoside
	1.12
	C20H22O10
	421.114
	421.1157
	4.09
	259.0619
	++++
	++++
	++++
	Naphthalene
	2b
	[21]

	N5
	Structural analogs or isomers of 6-methoxyl-2-acetyl-3-methyl-1,4-Naphthoquinone-8-O-β-D-glucopyranoside
	7.74
	C20H22O10
	421.114
	421.1161
	4.99
	259.0619
	++++
	++++
	++++
	Naphthalene
	3
	[21]

	N6
	Structural analogs or isomers of 6-methoxyl-2-acetyl-3-methyl-1,4-Naphthoquinone-8-O-β-D-glucopyranoside
	5.57
	C20H22O10
	421.114
	421.1160
	4.76
	259.0619
	++++
	++++
	++++
	Naphthalene
	3
	[21]

	N7
	Torachrysone -8-O-β-D- glucopyranoside
	20.3
	C20H24O9
	407.1348
	407.1376
	6.87
	245.0832;230.0608
	+++-
	+++
	+++
	Naphthalene
	2b
	[7]

	ALK1
	N, N-dimethyl tryptophan  methylester

	1.80
	C14H18N2O2
	245.1295
	245.1284
	-4.61
	142.0665[M-H-C2H3O2-C2H6N]-; 186.0564[M-H-C2H3O2]-
	++++
	++++
	++++
	Alkaloids
	2b
	[7]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	ALK2
	N-trans-Feruloyltyramine
	5.12
	C18H19NO4
	312.1241
	312.1253
	3.84
	297.1005[M-H-CH3]-; 178.0508[M-H-C8H6O2]-; 148.0528[M-H-C9H10NO2]-
	----
	---+
	-+++
	Alkaloids
	2b
	[7]

	ALK3
	N-trans-Feruloyl-3-methyldopamine
	5.45
	C19H21NO5
	342.1346
	342.1362
	4.50
	327.1120[M-H-CH3]-178.0511[M-H-CH3-C10H13O2]-;148.0530[M-H-C10H12NO3]-
	----
	----
	-+++
	Alkaloids
	2b
	[7]

	O1
	2,3-dihydro-3,5-dihydroxy-6-methyl-4(H)-pyran-4-one（DDMP）
	1.00
	C6H8O4
	143.0349
	143.0357
	4.77
	99.0091[M +H-H2O-CO]+;85.0297[M+H-H2O-CO-CH2]- ;125.0271[M-H-H2O]-
	++++
	++++
	++++
	Others 
	2b
	[22]

	O2
	Structural analogs or isomers of 2,3-dihydro-3,5-dihydroxy-6-methyl-4(H)-pyran-4-one
	1.23
	C6H8O4
	143.0349
	143.0251
	4.66
	99.0089[M+H-H2O-CO]+; 85.0296[M+H-H2O-CO-CH2]- ;125.0251[M-H-H2O]-
	++++
	++++
	++++
	Others 
	3
	[22]

	O3
	3,8-Dihydroxy-1-methoxyxanthone
	27.01
	C14H10O5
	257.0455
	257.0468
	4.70
	239.0355[M-H-H2O]- 229.0519[M-H-CO]- 211.0414[M-H-CO-H2O]-
	++++
	++++
	++++
	Others 
	2b
	[1]

	O4
	Structural analogs or isomers of 3，8-Dihy droxy-1-methoxy xanthone
	22.57
	C14H10O5
	257.0455
	257.0467
	4.43
	239.9042[M-H-CO]- 211.0412[M-H-CO-H2O]-
	++++
	++++
	++++
	Others 
	3
	[1]

	O5
	1,2,4,6-Tetrahydroxy-1-glucoside-phenanthrene
	2.21
	C20H20O9
	403.1034
	403.1053
	4.97
	241.0512;195.0302
	++++
	++++
	++++
	Others 
	2b
	[5]

	O6
	P-hydroxybenzaldehyde
	8.49
	C7H6O2
	121.0295
	121.0299
	3.54
	93.0349
	++++
	++++
	++++
	Others 
	2b
	[1]

	O7
	Structural analogs or isomers of P-hydroxy benzaldehyde
	3.57
	C7H6O2
	121.0295
	121.0301
	4.65
	93.0345
	++++
	++++
	++++
	Others 
	3
	[1]

	O8
	[bookmark: _Hlk210044556]Structural analogs or isomers of P-hydroxy benzaldehyde
	4.11
	C7H6O2
	121.0295
	121.0299
	3.48
	93.0345
	++++
	++++
	++++
	Others 
	3
	[1]

	No.
	Compound
	tR
	Molecular Formula
	Accuracy Mass [M-H]-
	Measured Mass [M-H]-
	Error(ppm)
	MS/MS
	SP、QZ、HDZ、HDDZ
	Classification
	level
	Re

	
	
	
	
	
	
	
	
	H2O
	70%EtOH
	95%EtOH
	
	
	

	O9
	Ethyl ferulate
	19.28
	C12H14O4
	221.0819
	221.0829
	4.13
	177.9574;161.0611;149.0610;59.0139
	++++
	++++
	++++
	Others 
	2b
	[14]

	O10
	Structural analogs or isomers of Ethyl ferulate
	23.30
	C12H14O4
	221.0819
	221.0829
	4.52
	177.0201;149.0252
	++++
	++++
	++++
	Others 
	3
	[14]

	O11
	Citropten
	9.23
	C11H10O4
	205.0506
	205.0515
	4.37
	175.0402
	++++
	++++
	++++
	Others 
	2b
	[14]

	O12
	Methyl-4-hydroxy-3-methoxycinnamate
	3.31
	C11H12O4
	207.0662
	207.0672
	4.43
	192.0435;177.0200;161.0461;73.0297
	++++
	++++
	++++
	Others 
	2b
	[14]


[bookmark: _Hlk207698541]Note: SP: Polygoni Multiflori Radix; QZ: Polygoni Multiflori Radix processed by steaming (24 h); HDZ: Polygoni Multiflori Radix processed by steaming with black bean juice (24 h); HDDZ: Polygoni Multiflori Radix processed by stewing with black bean juice (24 h). Extracts obtained using water, 70% ethanol(v/v), and 95% ethanol(v/v), respectively. The symbol "+" indicates the presence of a specific component, while "-" denotes its absence. For example, "++++" signifies the presence of the component in SP, QZ, HDZ, and HDDZ, respectively, and the same logic applies to other notations.







Supplementary table 2  Compound CAS numbers and SMILES notations.
	NO.
	Compound
	CAS Number
	Smiles Number

	A1
	1,3,8-Trihydroxy-6-methyl-9(10H)-anthracenone
	491-60-1
	CC1=CC2=C(C(=C1)O)C(=O)C3=C(C2)C=C(C=C3O)O 

	A5
	Physcion-8-O-β-D-glucopyranoside
	23451-01-6
	CC1=CC2=C(C(=C1)O)C(=O)C3=C(C2=O)C=C(C=C3O[C@H]4[C@@H]([C@H]([C@@H]([C@H](O4)CO)O)O)O)OC

	A7
	Emodin
	518-82-1
	CC1=CC2=C(C(=C1)O)C(=O)C3=C(C2=O)C=C(C=C3O)O

	A8
	Physcion
	521-61-9
	CC1=CC2=C(C(=C1)O)C(=O)C3=C(C2=O)C=C(C=C3O)OC

	A9
	emodin-8-methyl ether
	3774-64-9
	CC1=CC2=C(C(=C1)O)C(=O)C3=C(C2=O)C=C(C=C3OC)O  

	A11
	fallacinol
	569-05-1
	COC1=CC2=C(C(=C1)O)C(=O)C3=C(C2=O)C=C(C=C3O)CO  

	A13
	questinol
	35688-09-6
	COC1=CC(=CC2=C1C(=O)C3=C(C2=O)C=C(C=C3O)CO)O

	A17
	trans-emodin physcion bianthrone
	79438-83-4
	CC1=CC2=C(C(=C1)O)C(=O)C3=C(C2C4C5=C(C(=CC(=C5)C)O)C(=O)C6=C4C=C(C=C6O)OC)C=C(C=C3O)O  

	A18
	 cis-emodin physcion bianthrone
	79438-84-5
	CC1=CC2=C(C(=C1)O)C(=O)C3=C([C@@H]2[C@H]4C5=C(C(=CC(=C5)C)O)C(=O)C6=C4C=C(C=C6O)OC)C=C(C=C3O)O

	A19
	2-Acetylemodin
	32013-63-1
	CC1=CC2=C(C(=C1C(=O)C)O)C(=O)C3=C(C2=O)C=C(C=C3O)O  

	A22
	Emodin-8-O-β-glucoside
	23313-21-5
	CC1=CC2=C(C(=C1)O)C(=O)C3=C(C2=O)C=C(C=C3O[C@H]4[C@@H]([C@H]([C@@H]([C@H](O4)CO)O)O)O)O

	A23
	emodin-1-O-β-glucoside
	38840-23-2
	CC1=CC2=C(C(=C1)O[C@H]3[C@@H]([C@H]([C@@H]([C@H](O3)CO)O)O)O)C(=O)C4=C(C2=O)C=C(C=C4O)O

	A27
	Trans-emodin-emodin bianthrone
	61281-20-7
	CC1=CC2=C(C(=C1)O)C(=O)C3=C([C@H]2[C@H]4C5=C(C(=CC(=C5)C)O)C(=O)C6=C4C=C(C=C6O)O)C=C(C=C3O)O 

	A28
	 cis- emodin-emodin bianthrone
	61281-19-4
	CC1=CC2=C(C(=C1)O)C(=O)C3=C([C@@H]2[C@H]4C5=C(C(=CC(=C5)C)O)C(=O)C6=C4C=C(C=C6O)O)C=C(C=C3O)O

	S17
	 cis-Resveratrol
	61434-67-1
	C1=CC(=CC=C1/C=C\C2=CC(=CC(=C2)O)O)O

	S18
	Trans-Resveratrol
	501-36-0
	C1=CC(=CC=C1/C=C/C2=CC(=CC(=C2)O)O)O  

	S19
	oxyresveratrol
	29700-22-9
	C1=CC(=C(C=C1O)O)/C=C/C2=CC(=CC(=C2)O)O

	S34
	Cis-2,3,5,4’-tetrahydroxystilbene-2-O-D-glucoside
	82373-94-2
	C1=CC(=CC=C1/C=C/C2=C(C(=CC(=C2)O)O)O[C@H]3[C@@H]([C@H]([C@@H]([C@H](O3)CO)O)O)O)O  

	S46
	Rhapontin
	155-58-8
	COC1=C(C=C(C=C1)/C=C/C2=CC(=CC(=C2)O[C@H]3[C@@H]([C@H]([C@@H]([C@H](O3)CO)O)O)O)O)O 

	S47
	polydatin
	27208-80-6
	C1=CC(=CC=C1/C=C/C2=CC(=CC(=C2)O[C@H]3[C@@H]([C@H]([C@@H]([C@H](O3)CO)O)O)O)O)O  

	P1
	Quinic acid
	36413-60-2
	C1[C@@H](C([C@H](CC1(C(=O)O)O)O)O)O

	P2
	pyrogallol
	87-66-1
	C1=CC(=C(C(=C1)O)O)O

	P4
	vanillin
	121-33-5
	COC1=C(C=CC(=C1)C=O)O  

	P6
	vanillic acid
	121-34-6
	COC1=C(C=CC(=C1)C(=O)O)O

	P9
	veratric acid
	93-07-2
	COC1=C(C=C(C=C1)C(=O)O)OC  

	P11
	2-Methyl gallic acid
	/
	CC1=C(C(=C(C=C1C(=O)O)O)O)O

	P13
	Syringic acid
	530-57-4
	COC1=CC(=CC(=C1O)OC)C(=O)O  

	P14
	vanillic acid
	530-52-9
	OC(=O)C1C(OC)CCC(O)C1C(=O)O

	P17
	caffeic acid
	331-39-5
	C1=CC(=C(C=C1/C=C/C(=O)O)O)O 

	P28
	3,4-Dihydroxybenzal dehyde
	139-85-5
	C1=CC(=C(C=C1C=O)O)O  

	P31
	protocatechuic acid
	99-50-3
	C1=CC(=C(C=C1C(=O)O)O)O 

	P34
	gentistic acid
	1084-96-4
	CC(=O)OC1=CC(=C(C=C1)OC(=O)C)C(=O)O 

	P35
	Coumaric acid
	501-98-4
	C1=CC(=CC=C1/C=C/C(=O)O)O 

	P36
	gallic acid
	149-91-7
	C1=C(C=C(C(=C1O)O)O)C(=O)O  

	P39
	di-O-caffeoylquinic acid
	/
	C1C(C(C(CC1(C(=O)O)O)OC(=O)C=CC2=CC(=C(C=C2)O)O)OC(=O)C=CC3=CC(=C(C=C3)O)O)O  

	P41
	Isoferulic acid
	537-73-5
	COC1=C(C=C(C=C1)/C=C/C(=O)O)O 

	P42
	P-coumaric acid
	501-98-4
	C1=CC(=CC=C1/C=C/C(=O)O)O  

	P43
	protocatechuic acid hexose
	/
	C1=CC(=C(C=C1C(=O)O)O[C@H]2[C@@H]([C@H]([C@@H]([C@H](O2)CO)O)O)O)O  

	AM1
	leucine
	61-90-5
	CC(C)C[C@@H](C(=O)O)N  

	AM3
	L-phenylalanine
	63-91-2
	C1=CC=C(C=C1)C[C@@H](C(=O)O)N  

	AM5
	piscidic acid
	35388-57-9
	C1=CC(=CC=C1C[C@@]([C@@H](C(=O)O)O)(C(=O)O)O)O 

	AM9
	1-Piperidinepentanoic acid, α-amino-δ-oxo-, (S)- 
	53399-00-1
	O=C(O)C(N)CCC(=O)N1CCCCC1C(=O)O

	AM12
	hydroxymusizin-O-glucoside
	23566-96-3
	CC1=CC2=CC(=CC(=C2C(=C1C(=O)C)O)OC3C(C(C(C(O3)CO)O)O)O)O

	AM13
	Gamma-L-Glutamyl-L-pipecolic-acid
	/
	C1CCN(C(C1)C(=O)O)C(=O)CCC(C(=O)O)N

	AM18
	L-phenylalanine
	63-91-2
	C1=CC=C(C=C1)C[C@@H](C(=O)O)N  

	AL1
	hydroxy-methylglutaric acid
	503-49-1
	CC(CC(=O)O)(CC(=O)O)O  

	F1
	Shikimic acid
	138-59-0
	C1[C@H]([C@@H]([C@@H](C=C1C(=O)O)O)O)O

	F2
	9,12,13-TriHOME
	97134-11-7
	CCCCC[C@@H]([C@H](/C=C/[C@H](CCCCCCCC(=O)O)O)O)O  

	F5
	Azelaic acid
	123-99-9
	C(CCCC(=O)O)CCCC(=O)O  

	C1
	altechromone A
	38412-47-4
	CC1=CC(=CC2=C1C(=O)C=C(O2)C)O

	C4
	Noreugenin
	1013-69-0
	CC1=CC(=O)C2=C(C=C(C=C2O1)O)O

	FL1
	Baicalin
	21967-41-9
	C1=CC=C(C=C1)C2=CC(=O)C3=C(C(=C(C=C3O2)O[C@H]4[C@@H]([C@H]([C@@H]([C@H](O4)C(=O)O)O)O)O)O)O  

	FL2
	catechin glucopyranoside
	65597-47-9
	C1[C@@H]([C@H](OC2=CC(=CC(=C21)O)O[C@H]3[C@@H]([C@H]([C@@H]([C@H](O3)CO)O)O)O)C4=CC(=C(C=C4)O)O)O  

	FL5
	daidzein
	486-66-8
	C1=CC(=CC=C1C2=COC3=C(C2=O)C=CC(=C3)O)O

	FL7
	kaempferol
	520-18-3
	C1=CC(=CC=C1C2=C(C(=O)C3=C(C=C(C=C3O2)O)O)O)O  

	FL10
	procyanidin B
	15514-06-4
	C1C(C(OC2=C1C(=CC(=C2C3C(C(OC4=CC(=CC(=C34)O)O)C5=CC(=C(C=C5)O)O)O)O)O)C6=CC(=C(C=C6)O)O)O 

	FL16
	quercitrin
	522-12-3
	C[C@H]1[C@@H]([C@H]([C@H]([C@@H](O1)OC2=C(OC3=CC(=CC(=C3C2=O)O)O)C4=CC(=C(C=C4)O)O)O)O)O

	FL18
	Apigenin-7-O-glucoside
	578-74-5
	C1=CC(=CC=C1C2=CC(=O)C3=C(C=C(C=C3O2)OC4[C@@H]([C@H]([C@@H]([C@H](O4)CO)O)O)O)O)O  

	FL21
	quercetin
	117-39-5
	C1=CC(=C(C=C1C2=C(C(=O)C3=C(C=C(C=C3O2)O)O)O)O)O

	FL29
	epicatechin
	490-46-0
	C1[C@H]([C@H](OC2=CC(=CC(=C21)O)O)C3=CC(=C(C=C3)O)O)O

	FL38
	Dihydroquercetin
	480-18-2
	C1=CC(=C(C=C1[C@@H]2[C@H](C(=O)C3=C(C=C(C=C3O2)O)O)O)O)O 

	N1
	Torachrysone
	22649-04-3
	CC1=CC2=CC(=CC(=C2C(=C1C(=O)C)O)O)OC

	N7
	Torachrysone -8-O-β-D- glucopyranoside
	64032-49-1
	CC1=CC2=CC(=CC(=C2C(=C1C(=O)C)O)O[C@H]3[C@@H]([C@H]([C@@H]([C@H](O3)CO)O)O)O)OC

	ALK1
	N, N-dimethyl tryptophan methylester
	/
	CN(C)[C@@H](CC1=CNC2=CC=CC=C21)C(=O)OC  

	ALK2
	N-trans-Feruloyltyramine
	65646-26-6
	COC1=C(C=CC(=C1)/C=C/C(=O)NCCC2=CC=C(C=C2)O)O 

	ALK3
	N-trans-Feruloyl-3-methyldopamine
	78510-19-7
	COC1=C(C=CC(=C1)CCNC(=O)/C=C/C2=CC(=C(C=C2)O)OC)O 

	O1
	2,3-dihydro-3,5-dihydroxy-6-methyl-4(H)-pyran-4-one（DDMP）
	28564-83-2
	CC1=C(C(=O)C(CO1)O)O

	O3
	3,8-Dihydroxy-1-methoxyxanthone
	/
	COC1=C2C(=C(C(=C1)O)C(CO)C(CO)O)OC3=CC=CC(=C3C2=O)O  

	O6
	p-hydroxybenzaldehyde
	123-08-0
	C1=CC(=CC=C1C=O)O  

	O9
	ethyl ferulate
	4046-02-0
	CCOC(=O)/C=C/C1=CC(=C(C=C1)O)OC 

	O11
	Citropten
	487-06-9
	COC1=CC2=C(C=CC(=O)O2)C(=C1)OC  

	O12
	Methyl-4-hydroxy-3-methoxycinnamate
	2309-07-1
	COC1=C(C=CC(=C1)C=CC(=O)OC)O  




Fragmentation pattern of S4 [6].
[image: ]
[bookmark: _Hlk207651472] Supplementary figure 1  Fragmentation pattern of S4（2,3,5,4'-Tetrahydroxystilbene-2-O-(4-O-acetyl-β-D-glucopyranoside)）
Fragmentation pattern of S12 [8].
[image: ]
Supplementary figure 2  Fragmentation pattern of S12（2,3,5,4'-Tetrahydroxystilbene-(4’-O- DDMP)-2-O-β-D-glucopyranoside)）
Fragmentation pattern of S17 [23].
[image: ]
 Supplementary figure 3  Fragmentation pattern of S12（Cis-Resveratrol）
Fragmentation pattern of S22.
[image: ]
Supplementary figure 4   Fragmentation pattern of S22（Tetrahydroxystilbene-O-(5-hydroxymethylfuran-2-carboxylyl)-hexoside）
[bookmark: OLE_LINK2]Fragmentation pattern of S34 [7].
[image: ]
Supplementary figure 5 Fragmentation pattern of S34（2，3，5，4'- tetrahydroxystilbene -2-O-β-D- glucopyranoside）
[bookmark: OLE_LINK3]Fragmentation pattern of S36.
[image: ]
Supplementary figure 6   Fragmentation pattern of S36（polygonumoside C）
Fragmentation pattern of S38 [8].
[image: ]
Supplementary figure 7  Fragmentation pattern of S38（tetrahydroxystilbene-O-di-hexoside）
Fragmentation pattern of S40 [7].
[image: ]
Supplementary figure 8 Fragmentation pattern of S40（2,3,5,4'-tetrahydroxystilbene-2-O-(Caffeoyl)-glucopyranoside）
Fragmentation pattern of S50 [7].
[image: ]
Supplementary figure 9 Fragmentation pattern of S50（Tetrahydroxystilbene-O-(coumaroyl)-hexose）
Fragmentation pattern of S53 [7].
[image: ]
Supplementary figure 10 Fragmentation pattern of S53（2, 3, 5, 4’-Tetrahydroxystilbene-2-O-β-D-(2’’-O-monogalloyl ester)-glucoside）
[bookmark: OLE_LINK4]Fragmentation pattern of S47 [7].
[image: ]
[bookmark: _Hlk207652091]Supplementary figure 11  Fragmentation pattern of S47（polydatin）
Fragmentation pattern of S45 [24].
[image: ]
Supplementary figure 12  Fragmentation pattern of S45（multiflorumiside A）
Fragmentation pattern of S60 [8].
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Supplementary figure 13 Fragmentation pattern of S60（Multiflorumiside H）

Fragmentation pattern of A7 [6].
[image: ]
Supplementary figure 14   Fragmentation pattern of A7 （emodin）
Fragmentation pattern of A19 [1].
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Supplementary figure 15   Fragmentation pattern of A19（2-Acetylemodin）
Fragmentation pattern of A6 [7].
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Supplementary figure 16   Fragmentation pattern of A6（Emodin-8-O-β-D-hexose-sulfate）
[bookmark: OLE_LINK9]Fragmentation pattern of A11.
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Supplementary figure 17   Fragmentation pattern of A11 （questinol）
Fragmentation pattern of A5 [6].
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Supplementary figure 18  Fragmentation pattern of A5（Physcion-8-O-β-D-glucopyranoside）

[bookmark: OLE_LINK5]Fragmentation pattern of A1 [1].
[image: ]
Supplementary figure 19  Fragmentation pattern of A1（1,3,8-Trihydroxy-6-methyl-9(10H)-anthracenone）
Fragmentation pattern of A18 [7].
[image: ]
Supplementary figure 20  Fragmentation pattern of A18（cis-emodin physcion bianthrone）
[bookmark: OLE_LINK11]Fragmentation pattern of FL1 [7].
[image: ]
Supplementary figure 21   Fragmentation pattern of FL1（baicalin）
[bookmark: OLE_LINK12]Fragmentation pattern of FL7.
[image: ]
Supplementary figure 22  Fragmentation pattern of FL7（kaempferol）
Fragmentation pattern of FL29 [7].
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Supplementary figure 23  Fragmentation pattern of FL29（epicatechin）
[bookmark: OLE_LINK13]Fragmentation pattern of FL13 [7].
[image: ]
Supplementary figure 24  Fragmentation pattern of FL13（catechin gallyl ester）
Fragmentation pattern of FL19 [7].
[image: ]
Supplementary figure 25  Fragmentation pattern of FL19（polygonflavanol A）
[bookmark: _Hlk189848775]Fragmentation pattern of FL21 [7].
[image: ]
Supplementary figure 26   Fragmentation ppattern of FL21（quercetin）

[bookmark: _Hlk189848673]Fragmentation pattern of FL10 [6].
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Supplementary figure 27  Fragmentationpattern of FL10（procyanidin B）
Fragmentation pattern of FL32 [7].
[image: ]
Supplementary figure 28   Fragmentation pattern of FL32（di-O-galloyl procyanidin）
[bookmark: _Hlk189848817]Fragmentation pattern of FL26 [7].
[image: ]
Supplementary figure 29 Fragmentation pattern of FL26（new-compound-2）

[bookmark: OLE_LINK15]Fragmentation pattern of P36 [5, 7, 25].
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Supplementary figure 30   Fragmentation pattern of P36（gallic acid）
Fragmentation pattern of F1 [7].
[image: ]
Supplementary figure 31  Fragmentation pattern of F1（Shikimic acid）
Fragmentation pattern of AM9 [7].
[image: ]
Supplementary figure 32  Fragmentation pattern of AM9（1-piperidinepentanoic acid, α-amino-δ-oxo-, (S)-） 
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