Supplementary Table 1 Table of component identifications of Viticis Fructus before and after processed
	
	
	
	
	
	Positive ion mode (m/z)
	Negative ion mode (m/z)
	Fragmented information (m/z)

	No.
	Chemical ingredient name
	Type of compound
	Chemical formula
	Molecular mass
	Quasi-molecular ion
	RT /(min)
	MS /(m/z)
	ppm
	VF
	PVF
	Quasi-molecular ion
	RT /(min)
	MS /(m/z)
	ppm
	VF
	PVF
	Positive ion mode
	Negative ion mode

	
	
	
	
	
	
	VF
	PVF
	
	VF
	PVF
	
	
	
	VF
	PVF
	
	VF
	PVF
	
	
	
	

	1
	Astragalin
	Flavonoids
	C21H20O11
	448.3770 
	[M+H]+
	11.22 
	9.05 
	449.1078 
	-3.31 
	-1.07 
	+
	+
	[M-H]-
	10.32 
	10.30 
	447.0931 
	-0.38 
	-1.00 
	+
	+
	287.05501, 85.02841
	284.03264, 227.03498

	2
	Agnuside
	Flavonoids
	C22H26O11
	466.4350 
	[M+H]+
	8.36 
	8.28 
	489.1367 
	0.85 
	1.97 
	+
	+
	[M-H]-
	8.21 
	8.23 
	465.1382 
	-4.40 
	-4.73 
	+
	+
	N/A
	241.08702, 285.07685

	3
	4'-O-Glucosylvitexin
	Flavonoids
	C27H30O15
	594.5180 
	[M+H]+
	7.48 
	7.49 
	595.1658 
	-1.71 
	-1.71 
	+
	+
	[M-H]-
	8.34 
	8.36 
	593.1514 
	0.40 
	0.50 
	+
	+
	313.07066, 433.11292
	293.04555, 413.08781

	4
	Casticin
	Flavonoids
	C19H18O8
	374.3410 
	[M+H]+
	11.93 
	12.09 
	375.1074 
	-0.94 
	-2.57 
	+
	+
	[M-H]-
	11.80 
	11.83 
	373.0929 
	0.10 
	-3.34 
	+
	+
	317.06558, 342.07340
	343.04594, 257.00916

	5
	Cynaroside
	Flavonoids
	C21H20O11
	448.3770 
	[M+H]+
	8.95 
	9.05 
	449.1078 
	-1.27 
	-1.07 
	+
	+
	[M-H]-
	9.40 
	9.44 
	447.0929 
	-0.79 
	-0.79 
	+
	+
	287.05501, 153.01824
	151.00368, 285.04046

	6
	Genistein
	Flavonoids
	C15H10O5
	270.2370 
	[M+H]+
	10.34 
	10.45 
	271.0601 
	-0.72 
	-0.38 
	+
	+
	[M-H]-
	10.75 
	10.95 
	269.0453 
	-0.97 
	-1.65 
	+
	+
	153.01824, 215.07027
	201.05572, 241.05063

	7
	Genistin
	Flavonoids
	C21H20O10
	432.3780 
	[M+H]+
	9.35 
	9.37 
	433.1129 
	4.71 
	4.85 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	271.06010, 215.07027
	N/A

	8
	Hesperetin
	Flavonoids
	C16H14O6
	302.2790 
	[M+H]+
	10.46 
	10.57 
	303.0863 
	-1.03 
	-0.93 
	+
	+
	[M-H]-
	10.68 
	10.67 
	301.0718 
	0.06 
	-0.25 
	+
	+
	219.06519, 177.05462
	242.05846, 164.01151

	9
	Hesperidin
	Flavonoids
	C28H34O15
	610.5610 
	[M+H]+
	6.90 
	7.71 
	611.1970 
	-1.05 
	-2.27 
	+
	+
	[M-H]-
	6.71 
	7.70 
	609.1825 
	-1.49 
	-3.00 
	+
	+
	303.08631, 245.04445
	301.07176, 257.08193

	10
	Homoorientin
	Flavonoids
	C21H20O11
	448.3770 
	[M+H]+
	8.09 
	8.15 
	449.1078 
	1.24 
	-3.04 
	+
	+
	[M-H]-
	8.12 
	8.00 
	447.0933 
	-1.47 
	-1.27 
	+
	+
	329.06558, 299.05501
	357.06159,  327.05103

	11
	Isorhamnetin
	Flavonoids
	C16H12O7
	316.2620 
	[M+H]+
	11.16 
	10.01 
	317.0656 
	2.99 
	0.78 
	+
	+
	[M-H]-
	10.96 
	11.37 
	315.0510 
	-1.95 
	4.63 
	+
	+
	302.04210, 153.01824
	300.02755, 151.00368

	12
	Isorhamnetin-3-O-nehesperidine
	Flavonoids
	C22H22O12
	624.5440 
	[M+H]+
	7.17 
	7.14 
	625.1763 
	-3.58 
	-3.58 
	+
	+
	[M-H]-
	9.64 
	9.66 
	623.1618 
	0.07 
	-1.10 
	+
	+
	317.06558,  85.02841
	314.04320, 271.02481

	13
	Isoschaftoside
	Flavonoids
	C26H28O14
	564.4920 
	[M+H]+
	7.36 
	7.58 
	565.1552 
	-2.88 
	-3.72 
	+
	+
	[M-H]-
	7.70 
	8.31 
	563.1406 
	-1.74 
	-1.42 
	+
	+
	N/A
	443.09837, 353.06668

	14
	Isovitexin
	Flavonoids
	C21H20O10
	432.3780 
	[M+H]+
	9.34 
	9.23 
	433.1129 
	3.23 
	-1.00 
	+
	+
	[M-H]-
	9.24 
	9.01 
	431.0984 
	-0.38 
	0.68 
	+
	+
	313.07066, 283.06010
	311.05611, 283.06120

	15
	Kaempferol
	Flavonoids
	C15H10O6
	286.2360 
	[M+H]+
	10.48 
	10.51 
	287.0550 
	1.53 
	-0.91 
	+
	+
	[M-H]-
	11.39 
	11.47 
	285.0405 
	-1.69 
	-4.15 
	+
	+
	153.01824, 258.05227
	151.00368, 229.05063

	16
	Kaempferol-3-O-rutinoside
	Flavonoids
	C27H30O15
	594.5180 
	[M+H]+
	8.71 
	7.48 
	617.1477 
	-4.03 
	-1.85 
	+
	+
	[M-H]-
	10.61 
	10.51 
	629.1279 
	-0.97 
	-3.49 
	+
	+
	N/A
	N/A

	17
	Kaempferol-7-O-beta-D-glucopyranoside
	Flavonoids
	C21H20O11
	448.3770 
	[M+H]+
	11.22 
	9.05 
	449.1078 
	-3.31 
	-1.07 
	+
	+
	[M-H]-
	10.35 
	10.35 
	447.0933 
	-0.04 
	-0.11 
	+
	+
	287.05501, 153.01824
	285.04046, 151.00368

	18
	Luteolin
	Flavonoids
	C15H10O6
	286.2360 
	[M+H]+
	10.48 
	10.51 
	287.0550 
	1.53 
	-0.91 
	+
	+
	[M-H]-
	11.39 
	11.47 
	285.0405 
	-1.69 
	-4.15 
	+
	+
	153.01824, 135.04406
	151.00368, 133.02950

	19
	Methyl hesperidin
	Flavonoids
	C29H36O15
	624.5870 
	[M+H]+
	11.07 
	N/A
	625.2127 
	-1.65 
	N/A
	+
	-
	[M-H]-
	8.97 
	9.93 
	623.1981 
	-0.67 
	-0.03 
	+
	+
	245.04445, 317.10200
	271.09758, 315.08740

	20
	Neohesperidin
	Flavonoids
	C28H34O15
	610.5610 
	[M+H]+
	6.90 
	7.71 
	611.1964 
	-1.05 
	-2.27 
	+
	+
	[M-H]-
	6.71 
	7.70 
	609.1825 
	-1.49 
	-3.00 
	+
	+
	303.08631, 153.01824
	489.14023, 301.07176

	21
	Neosperidin dihydrochalcone
	Flavonoids
	C28H36O15
	612.5760 
	[M+H]+
	7.48 
	7.22 
	635.1946 
	0.00 
	-3.36 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	N/A
	N/A

	22
	Rutin
	Flavonoids
	C27H30O16
	610.5180 
	[M+H]+
	8.42 
	7.53 
	611.1607 
	-4.42 
	-3.82 
	+
	+
	[M-H]-
	7.53 
	7.54 
	609.1461 
	-0.89 
	0.92 
	+
	+
	303.04990, 345.06050
	255.06630, 300.02760

	23
	Orientin
	Flavonoids
	C21H20O11
	448.3770 
	[M+H]+
	8.15 
	8.15 
	449.1078 
	0.50 
	-3.04 
	+
	+
	[M-H]-
	8.12 
	8.22 
	447.0933 
	-1.47 
	-1.41 
	+
	+
	329.06560, 353.06560
	213.05570, 327.05100

	24
	Quercetin
	Flavonoids
	C15H10O7
	302.2360 
	[M+H]+
	9.65 
	9.72 
	303.0499 
	-0.61 
	-3.64 
	+
	+
	[M-H]-
	10.37 
	10.54 
	301.0354 
	-0.95 
	-0.74 
	+
	+
	153.01820, 165.01820
	151.00368, 178.99860

	25
	Apigenin
	Flavonoids
	C15H10O5
	270.2370 
	[M+H]+
	10.34 
	10.45 
	271.0601 
	-0.72 
	-0.38 
	+
	+
	[M-H]-
	10.75 
	10.95 
	269.05 
	-0.97 
	-1.65 
	+
	+
	153.01824, 197.05971
	151.00368, 201.05572

	26
	Schaftoside
	Flavonoids
	C26H28O14
	564.4900 
	[M+H]+
	7.36 
	7.58 
	565.1552 
	-2.88 
	-3.72 
	+
	+
	[M-H]-
	7.70 
	8.31 
	563.1406 
	-1.74 
	-1.42 
	+
	+
	N/A
	353.06668, 117.03459

	27
	Taxifolin
	Flavonoids
	C15H12O7
	304.2520 
	[M+H]+
	9.01 
	8.10 
	305.0656 
	-0.89 
	-2.59 
	+
	+
	[M-H]-
	8.49 
	8.42 
	303.0510 
	-2.53 
	-1.63 
	+
	+
	259.06010, 213.05462
	275.05611, 241.05063

	28
	Vitexin
	Flavonoids
	C21H20O10
	432.3780 
	[M+H]+
	8.55 
	8.59 
	433.1129 
	3.44 
	-0.58 
	+
	+
	[M-H]-
	8.75 
	8.81 
	431.0984 
	-3.50 
	0.26 
	+
	+
	165.01824, 313.07066
	239.07137, 311.05611

	29
	Vitexin rhamnoside
	Flavonoids
	C27H30O14
	578.5190 
	[M+H]+
	10.39 
	9.76 
	601.1528 
	-1.94 
	-0.93 
	+
	+
	[M-H]-
	9.26 
	9.44 
	577.1563 
	-0.05 
	-2.06 
	+
	+
	N/A
	413.08781, 293.04555

	30
	Chlorogenic acid
	Phenolic acids
	C16H18O9
	354.3090 
	[M+H]+
	5.07 
	5.06 
	355.1024 
	-0.61 
	-1.30 
	+
	+
	[M-H]-
	5.08 
	5.03 
	353.0878 
	-2.80 
	-2.19 
	+
	+
	117.03349, 163.03897
	161.02442, 191.05611

	31
	Cryptochlorogenic acid
	Phenolic acids
	C16H18O9
	354.3090 
	[M+H]+
	5.20 
	5.24 
	355.1024 
	-2.46 
	-4.22 
	+
	+
	[M-H]-
	5.26 
	5.26 
	353.0878 
	-0.90 
	-2.28 
	+
	+
	N/A
	173.04555, 135.04515

	32
	Neochlorogenic acid
	Phenolic acids
	C16H18O9
	354.3090 
	[M+H]+
	3.74 
	3.51 
	355.1024 
	-1.39 
	-3.28 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	117.03349, 163.03897
	N/A

	33
	3,5-Dicaffeoylquinic acid
	Phenolic acids
	C25H24O12
	516.4510 
	[M+H]+
	8.97 
	8.99 
	539.1160 
	-2.55 
	1.18 
	+
	+
	[M-H]-
	10.00 
	10.00 
	515.1195 
	-1.05 
	-1.53 
	+
	+
	N/A
	191.05611, 353.08781

	34
	Isochlorogenic acid B
	Phenolic acids
	C25H24O12
	516.4510 
	[M+H]+
	8.97 
	8.99 
	539.1160 
	-2.55 
	1.18 
	+
	+
	[M-H]-
	9.90 
	9.80 
	515.1195 
	-2.71 
	-1.65 
	+
	+
	N/A
	173.04555, 135.04515

	35
	Isochlorogenic acid C
	Phenolic acids
	C25H24O12
	516.4510 
	[M+H]+
	8.97 
	8.99 
	539.1160 
	-2.55 
	1.18 
	+
	+
	[M-H]-
	10.00 
	10.25 
	515.1195 
	-1.05 
	-4.13 
	+
	+
	N/A
	353.08781, 135.04515

	36
	Protocatechuic acid
	Phenolic acids
	C7H6O4
	154.1200 
	[M+H]+
	1.97 
	2.01 
	155.0339 
	-0.99 
	-1.58 
	+
	+
	[M-H]-
	2.04 
	2.04 
	153.0193 
	-1.28 
	-0.88 
	+
	+
	N/A
	109.02950, 81.03459

	37
	Caffeic acid
	Phenolic acids
	C9H8O4
	180.1570
	[M+H]+
	5.15 
	5.12 
	181.0495 
	0.62 
	-0.56 
	+
	+
	[M-H]-
	5.19 
	5.19 
	179.0350 
	-0.89 
	-1.23 
	+
	+
	117.03349, 135.04406
	135.04515, 107.05024

	38
	Salicylic acid
	Phenolic acids
	C7H6O3
	138.1210 
	[M+H]+
	8.46 
	6.97 
	139.0390 
	-1.42 
	-1.64 
	+
	+
	[M-H]-
	7.83 
	7.95 
	137.0244 
	-1.16 
	-1.60 
	+
	+
	N/A
	93.03459, 65.03967

	39
	Vanillic acid
	Phenolic acids
	C8H8O4
	168.1470 
	[M+H]+
	4.61 
	4.58 
	169.0495 
	-1.32 
	-1.41 
	+
	+
	[M-H]-
	4.93 
	4.81 
	167.0350 
	-1.32 
	-1.41 
	+
	+
	125.05971, 93.03349
	N/A

	40
	4-Methoxyphenylacetic acid
	Phenolic acids
	C9H10O3
	166.1740 
	[M+H]+
	3.78 
	3.81 
	167.0703 
	2.08 
	-0.11 
	+
	+
	[M-H]-
	4.01 
	3.88 
	165.0557 
	-1.36 
	-1.54 
	+
	+
	N/A
	137.02442, 123.04515

	41
	4-Hydroxybenzoic acid
	Phenolic acids
	C7H6O3
	138.1210 
	[M+H]+
	3.35 
	3.39 
	139.0390 
	-1.31 
	-1.31 
	+
	+
	[M-H]-
	3.82 
	3.82 
	137.0244 
	-0.93 
	-1.05 
	+
	+
	N/A
	93.03459, 65.03967

	42
	4-Methoxysalicylic acid
	Phenolic acids
	C8H8O4
	168.1470 
	[M+H]+
	7.07 
	7.04 
	169.0495 
	-1.86 
	-1.50 
	+
	+
	[M-H]-
	10.77 
	10.79 
	167.0350 
	-1.96 
	-3.33 
	+
	+
	125.05971, 95.04914
	80.02676, 123.04515

	43
	5-Acetylsalicylic acid
	Phenolic acids
	C9H8O4
	180.1570 
	[M+H]+
	6.37 
	6.34 
	181.0495 
	2.22 
	1.88 
	+
	+
	[M-H]-
	6.93 
	7.19 
	179.0350 
	-0.38 
	-1.91 
	+
	+
	107.04914, 121.02841
	108.02168, 135.04515

	44
	(+)-Nootkatone
	Terpenoids
	C15H22O
	218.3350 
	[M+H]+
	11.30 
	11.33 
	219.1743 
	-1.08 
	-1.43 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	81.06988, 163.11174
	N/A

	45
	Atractylenolide I
	Terpenoids
	C15H18O2
	230.3020 
	[M+H]+
	10.56 
	11.73 
	231.1380 
	-1.34 
	-2.00 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	185.13248, 157.10118
	N/A

	46
	Atractylenolide II
	Terpenoids
	C15H20O2
	232.3180 
	[M+H]+
	11.36 
	11.30 
	233.1536 
	-0.32 
	-4.12 
	+
	+
	[M-H]-
	12.17 
	11.65 
	277.1445 
	-0.99 
	-0.33 
	+
	+
	N/A
	N/A

	47
	Atractylenolide III
	Terpenoids
	C15H20O3
	248.3180 
	[M+H]+
	12.98 
	12.92 
	249.1485 
	-3.70 
	-4.86 
	+
	+
	[M-H]-
	11.29 
	11.29 
	247.1340 
	-2.03 
	-0.42 
	+
	+
	163.07536, 213.12739
	N/A

	48
	14-Deoxyandrographolide
	Terpenoids
	C20H30O4
	334.4500 
	[M+H]+
	12.66 
	12.97 
	335.2217 
	-3.22 
	-1.03 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	215.14304, 121.10118
	N/A

	49
	Andrographolide
	Terpenoids
	C20H30O5
	350.4490 
	[M+H]+
	11.89 
	12.51 
	351.2166 
	-4.83 
	-1.70 
	+
	+
	[M-H]-
	11.60 
	11.62 
	349.2020 
	-4.52 
	-0.16 
	+
	+
	
	213.16487, 287.20165

	50
	Dihydroartemisinic acid
	Terpenoids
	C15H24O2
	236.3500 
	[M+H]+
	11.30 
	10.75 
	237.1849 
	-2.20 
	-1.56 
	+
	+
	[M-H]-
	11.07 
	11.12 
	235.1704 
	-0.91 
	-2.02 
	+
	+
	163.14813, 107.08553
	217.15979, 191.14414

	51
	Artemisinin
	Terpenoids
	C15H22O5
	282.3320 
	[M+H]+
	12.64 
	12.05 
	283.1540 
	-0.24 
	-1.65 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	173.09609, 219.13796
	N/A

	52
	Artesunate
	Terpenoids
	C19H28O8
	384.4210 
	[M+H]+
	7.12 
	6.98 
	407.1676 
	-0.54 
	-0.99 
	+
	+
	[M-H]-
	9.78 
	9.77 
	383.1711 
	3.99 
	-1.46 
	+
	+
	N/A
	N/A

	53
	Artemetin
	Terpenoids
	C20H20O8
	388.3680 
	[M+H]+
	11.34 
	11.35 
	389.1231 
	-0.97 
	-1.05 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	331.08123, 356.08905
	N/A

	54
	Dehydroandrographolidesuccinate
	Terpenoids
	C28H36O10
	532.5790 
	[M+H]+
	9.10 
	11.03 
	550.2647 
	4.44 
	4.29 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	N/A
	N/A

	55
	Deoxyandrographolide
	Terpenoids
	C20H30O4
	334.4500 
	[M+H]+
	12.66 
	12.97 
	335.2217 
	-3.22 
	-1.03 
	+
	+
	[M-H]-
	11.52 
	11.51 
	333.2071 
	2.82 
	-0.75 
	+
	+
	287.20056, 119.08553
	N/A

	56
	Neoandrographolide
	Terpenoids
	C26H40O8
	480.5910 
	[M+H]+
	11.35 
	11.34 
	498.3061 
	-2.98 
	-0.40 
	+
	+
	[M-H]-
	11.09 
	N/A
	479.2650 
	-4.76 
	N/A
	+
	-
	N/A
	317.21222, 387.21770

	57
	Geniposide
	Terpenoids
	C17H24O10
	388.3660 
	[M+H]+
	6.23 
	6.20 
	411.1262 
	4.21 
	3.24 
	+
	+
	[M-H]-
	6.08 
	6.21 
	387.1297 
	-1.50 
	-2.60 
	+
	+
	249.07334, 217.04713
	225.07685, 207.06628

	58
	Aucubin
	Terpenoids
	C15H22O9
	346.3300 
	[M+H]+
	0.93 
	1.15 
	369.1156 
	-2.64 
	-1.16 
	+
	+
	[M-H]-
	1.11 
	1.11 
	391.1246 
	-2.20 
	-1.58 
	+
	+
	N/A
	165.05572, 139.04007

	59
	Dehydroandrographolide
	Terpenoids
	C20H28O4
	332.4300 
	[M+H]+
	11.61 
	12.98 
	333.2060 
	0.50 
	-3.99 
	+
	+
	[M-H]-
	11.39 
	11.45 
	331.1915 
	-2.43 
	-3.96 
	+
	+
	297.18491, 145.10118
	N/A

	60
	18 beta-glycyrrhetintic acid
	Terpenoids
	C30H46O4 
	470.6800 
	[M+H]+
	9.22 
	6.09 
	471.3453 
	-3.30 
	-1.00 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	317.21112, 407.33084
	N/A

	61
	L-5-hydroxytryptophan
	Amino acids
	C11H12N2O3
	220.2200 
	[M+H]+
	3.39 
	0.91 
	221.0921 
	-2.48 
	-2.41 
	+
	+
	[M-H]-
	3.06 
	2.89 
	265.0830 
	-2.35 
	-0.97 
	+
	+
	134.06004, 162.05496
	N/A

	62
	L-glutamic acid
	Amino acids
	C5H9NO4
	147.1290 
	[M+H]+
	0.84 
	0.84 
	148.0604 
	-1.99 
	-1.79 
	+
	+
	[M-H]-
	0.83 
	0.83 
	146.0459 
	-1.44 
	-1.23 
	+
	+
	84.04439, 102.05496
	102.05605, 85.02950

	63
	L-hydroxyproline
	Amino acids
	C5H9NO3
	131.1300 
	[M+H]+
	0.63 
	0.62 
	132.0655 
	-1.72 
	-1.03 
	+
	+
	[M-H]-
	0.81 
	1.10 
	130.0510 
	-1.69 
	-2.16 
	+
	+
	68.04948, 86.06004
	71.01385, 84.04549

	64
	L-leucine
	Amino acids
	C6H13NO2
	131.1730 
	[M+H]+
	0.85 
	1.03 
	132.1019 
	-2.05 
	-1.36 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	69.06988, 86.09643
	N/A

	65
	L-phenylalanine
	Amino acids
	C9H11NO2
	165.1890 
	[M+H]+
	1.50 
	1.59 
	166.0863 
	-1.30 
	-1.94 
	+
	+
	[M-H]-
	2.74 
	2.75 
	164.0717 
	-1.39 
	-0.64 
	+
	+
	120.08078, 149.05971
	N/A

	66
	L-theanine
	Amino acids
	C7H14N2O3
	174.1980 
	[M+H]+
	0.89 
	4.45 
	175.1077 
	-1.53 
	-1.79 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	N/A
	N/A

	67
	L-threonine
	Amino acids
	C4H9NO3
	119.1190 
	[M+H]+
	0.81 
	0.83 
	120.0655 
	-2.66 
	-2.09 
	+
	+
	[M-H]-
	0.81 
	0.82 
	118.0510 
	-1.40 
	-1.02 
	+
	+
	102.05496, 74.06004
	N/A

	68
	L-tryptophan
	Amino acids
	C11H12N2O2
	204.2300 
	[M+H]+
	3.15 
	3.07 
	205.0972 
	-1.55 
	-0.88 
	+
	+
	[M-H]-
	3.93 
	3.93 
	203.0826 
	-1.15 
	-0.40 
	+
	+
	118.06513, 146.06004
	116.05057, 142.06622

	69
	L-tyrosine
	Amino acids
	C9H11NO3
	181.1890 
	[M+H]+
	0.80 
	0.80 
	182.0812 
	-2.48 
	-2.23 
	+
	+
	[M-H]-
	1.37 
	1.39 
	180.0666 
	-2.37 
	-0.68 
	+
	+
	136.07569, 123.04406
	163.04007, 119.05024

	70
	L-valine
	Amino acids
	C5H11NO2
	117.1460 
	[M+H]+
	12.93 
	12.99 
	140.0682 
	-1.91 
	-2.02 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	N/A
	N/A

	71
	2-Pyrrolidinecarboxylic acid
	Amino acids
	C5H9NO2
	115.1310 
	[M+H]+
	0.86 
	0.86 
	116.0706 
	-1.97 
	-1.77 
	+
	+
	[M-H]-
	N/A
	N/A
	N/A
	N/A
	N/A
	-
	-
	70.06513, 88.07569
	N/A

	72
	5-Hydroxytryptophan
	Amino acids
	C11H12N2O3
	220.2250 
	[M+H]+
	3.39 
	0.91 
	221.0921 
	-2.48 
	-2.41 
	+
	+
	[M-H]-
	3.06 
	2.89 
	265.0830 
	-2.35 
	-0.97 
	+
	+
	134.06000, 204.06550
	N/A

	73
	4-Hydroxyisoleucine
	Amino acids
	C6H13NO3
	147.1720 
	[M+H]+
	0.61 
	0.68 
	148.0968 
	-2.08 
	-1.67 
	+
	+
	[M-H]-
	0.78 
	0.79 
	146.0823 
	-1.11 
	-1.32 
	+
	+
	74.02365, 113.05971
	111.04515, 126.05605

	74
	Physcion
	Anthraquinones
	C16H12O5
	284.2600 
	[M+H]+
	7.32 
	10.15 
	285.0758 
	-1.09 
	3.09 
	+
	+
	[M-H]-
	10.89 
	11.21 
	283.0612 
	-1.12 
	-4.25 
	+
	+
	242.05736, 186.06753
	240.04281, 175.00368

	75
	Pyrogallol
	Other
	C6H6O3
	126.1100 
	[M+H]+
	0.85 
	1.33 
	127.0390 
	-2.03 
	-1.31 
	+
	+
	[M-H]-
	1.43 
	1.45 
	125.0244 
	-1.33 
	-1.08 
	+
	+
	N/A
	81.03460, 97.02950

	76
	Methyl vanillate
	Other
	C9H10O4
	182.1730 
	[M+H]+
	9.78 
	11.50 
	183.0652 
	0.89 
	-3.28 
	+
	+
	[M-H]-
	10.25 
	9.83 
	181.0506 
	-0.60 
	-1.44 
	+
	+
	124.05188, 151.03897
	151.00368, 166.02716

	77
	Ferulaldehyde
	Other
	C10H10O3
	178.1850 
	[M+H]+
	9.31 
	9.31 
	179.0703 
	-0.96 
	-0.61 
	+
	+
	[M-H]-
	9.13 
	9.12 
	177.0557 
	-1.61 
	-2.21 
	+
	+
	161.05971, 147.04406
	162.03224, 134.03733

	78
	Luteolin 7-glucuronide
	Other
	C21H18O13
	478.3600 
	[M+H]+
	9.27 
	9.36 
	463.0871 
	-0.86 
	-0.93 
	+
	+
	[M-H]-
	9.34 
	9.36 
	461.0726 
	-1.48 
	-1.87 
	+
	+
	241.04954, 287.05501
	285.04046, 327.05103



Supplementary Table 2 The tables of 444 differential metabolites based on metabolome
	No.
	Differential metabolites
	FoldChange
(PVF/VF)
	p
	No.
	Differential metabolites
	FoldChange (PVF/VF)
	p
	No.
	Differential metabolites
	FoldChange (PVF/VF)
	p

	1
	Casbene
	0.4943
	**
	150
	Coniferyl alcohol
	0.4047
	**
	298
	Moupinamide
	0.3868
	*

	2
	Acetone
	2.0210
	**
	151
	Fa 20_5
	2.3005
	**
	299
	Lipomycin
	0.3110
	*

	3
	Camalexin
	2.0358
	**
	152
	N-methyl-4-
dimethylallyltryptophan
	0.3670
	**
	300
	Prostaglandin e2
	0.3188
	*

	4
	Brassinolide
	2.0382
	**
	153
	2,5-diamino-6-(5-phospho-d-ribosylamino)pyrimidin-4(3h)-one
	0.3719
	**
	301
	Alpha-tocopherol acetate
	0.3519
	*

	5
	Fa 8_4;o4
	2.0316
	**
	154
	5a-pregnane-3,20-dione
	2.6645
	**
	302
	Dibucaine
	3.2649
	*

	6
	Magnolol
	0.4916
	**
	155
	Gossypetin 8-glucoside-3-sulfate
	0.4084
	**
	303
	Cathasterone
	0.3119
	*

	7
	Ent-cassa-12,15-diene
	2.0493
	**
	156
	Lycopene
	2.7529
	**
	304
	Flaccidin b
	0.3564
	*

	8
	7-benzylidenenaltrexone
	2.1007
	**
	157
	Fucosterol
	2.3943
	**
	305
	Nonadecanoic acid
	2.5448
	*

	9
	Pilocarpine
	0.4696
	**
	158
	1-aminocyclopropane-1-carboxylate
	0.3919
	**
	306
	Cyanidin 3-(6'-dioxalylglucoside)
	3.0698
	*

	10
	Magnoline
	0.4678
	**
	159
	3a,7a-dihydroxy-5b-cholestane
	0.4068
	**
	307
	4'-demethylepipodophyllotoxin
	0.4126
	*

	11
	6-oxocineole
	0.4678
	**
	160
	5-(4-acetoxy-1-butynyl)-2,2'-bithiophene
	0.4395
	*
	308
	Pyridoxate
	0.3438
	*

	12
	Pc(16_0_18_3)
	2.1409
	**
	161
	Fa 18_2
	2.5786
	*
	309
	Limonene-1,2-diol
	2.9829
	*

	13
	Ethylmalonate
	0.4767
	**
	162
	Harden-young ester
	0.3636
	*
	310
	Germacra-1(10),4,11(13)-trien-12-al
	2.9181
	*

	14
	Lysope(0_0_22_6
(4z,7z,10z,13z,16z,19z))
	2.1596
	**
	163
	Sesamolinol
	2.7821
	*
	311
	6-methoxy-3-(2-thiazolyl)-1h-indole
	0.4015
	*

	15
	Vanillylamine
	0.4617
	**
	164
	Oleic acid
	0.4123
	*
	312
	4-oxo-27-tbdms withaferin a
	3.0154
	*

	16
	Antibiotic a-31438
	0.4718
	**
	165
	Phenylacetylglycine
	2.6781
	*
	313
	N2-succinoylarginine
	3.3766
	*

	17
	Coprocholic acid
	0.4765
	**
	166
	Corydalis l
	0.4138
	*
	314
	1-methylhistidine
	0.2880
	*

	18
	1-o-hexadecyl-2-c-methyl-3-phosphatidylcholine
	2.1013
	**
	167
	D-ribose
	0.3882
	*
	315
	D-urobilin
	0.3769
	*

	19
	D-glucuronate
	2.1511
	**
	168
	Dihydrocucurbitacin b
	2.5850
	*
	316
	Pc(18_3(9z,12z,15z)_18_1(9z))
	3.4074
	*

	20
	Acacetin
	2.2083
	**
	169
	Corytuberine
	2.4601
	*
	317
	Abietinol
	0.2923
	*

	21
	Caffeylaldehyde
	2.2070
	**
	170
	Nalpha-methylhistidine
	0.3807
	*
	318
	Gibberellin a20
	0.2926
	*

	22
	Mg(18_1(9z)_0_0_0_0)
	0.4586
	**
	171
	Bacterioruberin
	0.3977
	*
	319
	3-hexaprenyl-4-hydroxybenzoic acid
	2.4690
	*

	24
	Alisol c monoacetate
	0.1171
	**
	172
	Citrulline
	0.3641
	*
	320
	4-nitrophenol
	3.4877
	*

	25
	Fa 20_2
	0.4550
	**
	173
	Epicatechin
	0.3539
	*
	321
	Seryllysine
	0.3020
	*

	26
	Prostaglandin a1
	2.1357
	**
	174
	Cucurbitacin d
	0.3544
	*
	322
	Campesterol
	2.6540
	*

	27
	L-hypoglycin a
	2.1991
	**
	175
	Epo a
	0.4098
	*
	323
	Pateamine
	0.3701
	*

	28
	Phosphohydroxypyruvic acid
	0.4507
	**
	176
	Fal 16_1
	2.7215
	*
	324
	Aminoparathion
	2.6592
	*

	29
	15h-11,12-eeta
	0.4661
	**
	177
	Justicidins
	15.9479
	*
	325
	2,3-dihydroxyphenylpropanoate
	0.3873
	*

	30
	Ethyl (±)-3-hydroxyhexanoate
	2.2509
	**
	178
	Lycopene
	0.4200
	*
	326
	Tryptamine
	3.5135
	*

	31
	Docosanedioic acid
	0.4461
	**
	179
	Ascorbic acid
	2.7804
	*
	327
	Butylone
	3.2452
	*

	32
	Deoxyguanosine
	2.2404
	**
	180
	Rubusoside
	2.7596
	*
	328
	Trilobine
	2.7818
	*

	33
	16-hydroxyhexadecanoic acid
	2.1341
	**
	181
	Delphinidin
	2.7737
	*
	329
	Cis-1,2-dihydro-3-ethylcatechol
	0.3097
	*

	34
	Glycerol tributanoate
	2.2012
	**
	182
	Fuberidazole
	0.3577
	*
	330
	Melatonin
	2.7670
	*

	35
	Dl-xylose
	2.2668
	**
	183
	2,3,7,8-tetrachlorodibenzo-p-dioxin
	0.3522
	*
	331
	Allicin
	3.5395
	*

	36
	Gibberellin a4
	0.4585
	**
	184
	D-myo-inositol-1,2,4,5,6-pentaphosphate
	0.3654
	*
	332
	L-tyrosine
	2.6552
	*

	37
	Glucose 6-phosphate
	0.4530
	**
	185
	Avermectin a1a
	2.8518
	*
	333
	Vinorine
	3.1387
	*

	38
	1,3,6,8-naphthalenetetrol
	0.4367
	**
	186
	Corydalis l
	2.6736
	*
	334
	2,4,5-trimethoxybenzaldehyde
	3.4875
	*

	39
	Plumbagin
	0.4621
	**
	187
	Leucocyanidin
	0.3474
	*
	335
	Ajmaline
	0.2958
	*

	40
	Tetrahydrocorticosterone
	0.4346
	**
	188
	Xylose
	0.4265
	*
	336
	Nci60_031845
	3.4494
	*

	41
	10-deoxygeniposidic acid
	2.2949
	**
	189
	7-ketocholesterol
	0.4276
	*
	337
	Deoxycorticosterone
	0.3024
	*

	42
	Rishitin
	2.1465
	**
	190
	3-phosphoglycerate
	0.4197
	*
	338
	13-apo-beta-carotenone
	3.3829
	*

	43
	Haloxyfop-p
	0.4265
	**
	191
	N-[(7,8-dihydropterin-6-yl)methyl]-4-(beta-d-ribofuranosyl)aniline 5-phosphate
	2.4464
	*
	339
	Neotussilagine
	0.2884
	*

	44
	3-phosphoglycerate
	2.3411
	**
	192
	N-(p-hydroxyphenyl)ethyl p-hydroxycinnamide
	0.3529
	*
	340
	Batatasin iv
	2.8878
	*

	45
	Gingerol
	0.4450
	**
	193
	(z)-4',6-dihydroxyaurone
	0.3504
	*
	341
	1-linoleoyl-gpc (18_2)
	0.3007
	*

	46
	Karion
	2.2311
	**
	194
	11z-eicosenoic acid（20_1）
	0.3765
	*
	342
	Kaempferide 3-galactoside
	0.3992
	*

	47
	Pelargonidin
	2.2169
	**
	195
	Glucosamine 6-phosphate
	0.3449
	*
	343
	Sugeonol
	3.5569
	*

	48
	Gentisein
	0.4366
	**
	196
	Allicin
	0.3590
	*
	344
	Physalin o
	0.3365
	*

	49
	Calcidiol
	0.4225
	**
	197
	1-phenyl-1,2-propanedione
	0.3679
	*
	345
	6-hydroxydelphinidin 3-glucoside
	3.4035
	*

	50
	Apigenidin
	0.0809
	**
	198
	Sphingomyelin
	2.5247
	*
	346
	Deoxycholic acid
	2.7758
	*

	51
	Levamisole
	0.4596
	**
	199
	L-dihydroorotic acid
	0.3445
	*
	347
	All-trans-heptaprenyl diphosphate
	0.3376
	*

	52
	Creatinine
	0.4309
	**
	200
	N-[(7,8-dihydropterin-6-yl)methyl]-4-(beta-d-ribofuranosyl)aniline 5-phosphate
	0.3427
	*
	348
	3-isoxazolidinone
	3.6575
	*

	53
	Antheraxanthin a
	2.1745
	**
	201
	Cyclopentanone
	1.4577
	*
	349
	Pterostilbene
	2.9432
	*

	54
	Ganodermic acid p2
	0.4482
	**
	202
	(s)-4',5,7-trihydroxy-6-prenylflavanone
	2.4460
	*
	350
	Costunolide
	3.6874
	*

	55
	3-(indol-3-yl)pyruvate
	2.3764
	**
	203
	Mechlorethamine
	2.3700
	*
	351
	St 21_2;o5
	0.2811
	*

	56
	Decuroside iii
	0.4241
	**
	204
	5alpha-cyprinol
	0.3418
	*
	352
	Decuroside iii
	2.7471
	*

	57
	Oleic acid
	2.3567
	**
	205
	Fa 20_5
	0.3985
	*
	353
	6-hydroxy-alpha-pyrufuran
	0.3474
	*

	58
	Etaconazole
	2.3759
	**
	206
	Pc(18_2(9z,12z)_18_3(9z,12z,15z))
	2.3896
	*
	354
	2-undecanone
	0.3127
	*

	59
	(-)-thebaine
	82.5479
	**
	207
	Hordatine a
	0.3421
	*
	355
	3-amino-2-azepanone
	0.2781
	*

	60
	Dodecanoic acid
	2.3388
	**
	208
	Isoliensinin
	2.6311
	*
	356
	Propyl acetate
	3.4022
	*

	
	
	
	
	
	
	
	
	
	
	
	

	61
	Ltb4_20-hydroxy
	0.4215
	**
	209
	Phosphatidylethanolamine alkyl 20_0-22_6
	2.6052
	*
	357
	Methyl farnesoate
	3.4146
	*

	62
	Pc 38_4
	0.4158
	**
	210
	Haematommic acid
	2.7645
	*
	358
	Gentamicin
	3.4202
	*

	63
	Leucocyanidin
	2.3521
	**
	211
	Ltb4_20-hydroxy
	2.5439
	*
	359
	Ethyl 4-dimethylaminobenzoate
	2.6827
	*

	64
	Kinetin-9-n-glucoside
	2.4116
	**
	212
	Biphenyl
	0.3370
	*
	360
	Cholic acid
	3.6228
	*

	65
	1,5-anhydroglucitol (1,5-ag)
	0.4356
	**
	213
	Imidazoleacetic acid ribotide
	0.3536
	*
	361
	Neomethymycin
	3.4973
	*

	66
	Succinic acid
	0.4156
	**
	214
	2-aminoacrylic acid
	2.4045
	*
	362
	Ubiquinone-8
	3.5117
	*

	67
	Germacrene a acid
	2.3943
	**
	215
	13-hydroxyabscisic acid
	0.4264
	*
	363
	Dimethyl diselenide
	0.2690
	*

	68
	Indigo_dye
	0.4540
	**
	216
	Chenodeoxycholic acid
	2.7784
	*
	364
	Etorphine
	2.8256
	*

	69
	Phytoene 1,2-epoxide
	0.4127
	**
	217
	Inulicin
	2.4510
	*
	365
	Chamaejasmenin b
	0.2681
	*

	70
	Glycylleucine
	0.4320
	**
	218
	Uridine diphosphate glucose
	2.8974
	*
	366
	Sagequinone methide a
	0.2878
	*

	71
	Ala-glu-oh
	0.4406
	**
	219
	6-hydroxydaidzein
	0.3568
	*
	367
	Linoleic acid
	2.4892
	*

	72
	Carpachromene
	2.2149
	**
	220
	2-pyrocatechuic acid
	2.5316
	*
	368
	Gibberellin a37
	2.4889
	*

	73
	4'-demethylepipodophyllotoxin
	2.2277
	**
	221
	Olivetol
	0.3495
	*
	369
	9z-octadecenedioic acid
	0.2655
	*

	74
	Kynurenic acid
	2.3957
	**
	222
	N-deacetylcolchicine
	0.3974
	*
	370
	Biperiden
	0.2665
	*

	75
	Ginsenoside f2
	2.3491
	**
	223
	Dimethyl maleate
	2.4948
	*
	371
	Coprocholic acid
	2.8332
	*

	76
	Isoquercitrin
	0.4426
	**
	224
	Lotaustralin
	0.3611
	*
	372
	2-hydroxybenzalpyruvate
	3.0515
	*

	77
	9-oxo-ode
	2.3503
	**
	225
	Trimethylglycine
	2.9547
	*
	373
	Eridictiol
	3.8042
	*

	78
	Pseudoionone
	2.2267
	**
	226
	O-acetylhomoserine
	2.9562
	*
	374
	Caffeine
	2.6165
	*

	79
	Pyrethrin i
	2.1980
	**
	227
	Ensulizole
	0.3386
	*
	375
	D-pinitol
	0.2756
	*

	80
	Calcidiol
	2.2497
	**
	228
	Resveratrol
	0.3559
	*
	376
	5(s)-hydroperoxyeicosatetraenoic acid
	3.6824
	*

	81
	Xanthoxylol
	2.4581
	**
	229
	Flutriafol
	0.3492
	*
	377
	Quercetin 4'-glucoside
	0.2837
	*

	82
	L-histidinol-phosphate
	0.4233
	**
	230
	Dihydrochelirubine
	0.3639
	*
	378
	Mibefradil
	0.2683
	*

	83
	Norfuraneol
	0.4188
	**
	231
	Xanthopurpurin
	0.3526
	*
	379
	Phytoene 1,2-epoxide
	2.7161
	*

	84
	6-hydroxypseudooxynicotine
	2.3012
	**
	232
	Corchorusoside d
	0.3283
	*
	380
	3-(3-methoxy-4,5-methylenedioxyphenyl)-2-propen-1-ol
	0.3411
	*

	85
	Chlorflavonin
	2.2290
	**
	233
	Dioscorine
	2.6502
	*
	381
	Vanillin
	0.3592
	*

	86
	Gambogenic acid
	2.3184
	**
	234
	Harmalol
	0.3963
	*
	382
	Hyodeoxycholic acid
	2.3474
	*

	87
	L-cystine
	2.4467
	**
	235
	Haloxyfop-p
	2.8682
	*
	383
	Cytochalasin a
	0.3434
	*

	88
	4-nitrophenol
	0.4047
	**
	236
	1,3,5-trichloro-2-methoxybenzene
	0.3295
	*
	384
	Phenylglucoside
	0.3376
	*

	89
	Caffeoyl tyrosine
	0.4043
	**
	237
	6-hydroxyflavanone
	2.4267
	*
	385
	1,3,5-trihydroxybenzene
	0.2610
	*

	90
	2-deoxybrassinolide
	0.4131
	**
	238
	Combretol
	0.3384
	*
	386
	4-oxo-27-tbdms withaferin a
	0.3545
	*

	91
	P-hydroxybenzoyl glucose
	0.4438
	**
	239
	6'-o-malonyldaidzin
	0.3489
	*
	387
	Allantoin
	0.2591
	*

	92
	Aminohydroquinone
	0.4090
	**
	240
	Eucalyptol
	0.4097
	*
	388
	Nicardipine
	3.7624
	*

	93
	Methyl beta-d-glucopyranoside
	2.4178
	**
	241
	Ketospirilloxanthin
	2.4892
	*
	389
	Phosphodimethylethanolamine
	0.3858
	*

	94
	4-amino-5-hydroxymethyl-2-methylpyrimidine
	0.4529
	**
	242
	Cyathic acid
	3.0471
	*
	390
	Dehydrotumulosic acid
	0.3699
	*

	95
	Paspalinine
	0.4065
	**
	243
	12-kete
	3.0005
	*
	391
	Bisnoryangonin
	3.9316
	*

	96
	Gardnerine
	2.4609
	**
	244
	Tryptophan
	2.6487
	*
	392
	6'-malonylgenistin
	3.7418
	*

	97
	Phloretin
	0.4059
	**
	245
	Emetine
	3.0031
	*
	393
	Gibberellin a44
	0.2665
	*

	98
	Valeroidine
	1368.3427
	**
	246
	Ketospirilloxanthin
	0.3230
	*
	394
	Methyl beta-d-glucopyranoside
	0.2830
	*

	99
	2-hexadecanoyl-3-o-beta-d-galactosyl-sn-glycerol
	0.4270
	**
	247
	Pinocembrin
	2.6077
	*
	395
	St 21_3;o3
	3.7315
	*

	100
	Phosphatidylcholine lyso 15_0
	2.5154
	**
	248
	Isovalerylcarnitine
	3.0357
	*
	396
	(-)-lariciresinol
	3.6844
	*

	101
	Heptafluorobutyric acid
	0.3966
	**
	249
	Magnolol
	2.4168
	*
	397
	3-amino-2-azepanone
	3.0164
	*

	102
	Malonic semialdehyde
	2.5329
	**
	250
	Citric acid
	3.0757
	*
	398
	Trans-aconitic acid
	2.9343
	*

	103
	D-pinitol
	2.4364
	**
	251
	(z)-3-hexenal
	2.5474
	*
	399
	1,2-diacylglycerol-ld-ps-pool
	3.4584
	*

	104
	1-o-hexadecyl-2-c-methyl-3-phosphatidylcholine
	0.4028
	**
	252
	Isotetrandrine
	0.3415
	*
	400
	Ganoderic acid mk
	0.2509
	*

	105
	N-acetyl-l-phenylalanine
	2.4977
	**
	253
	2-methylcitric acid
	2.7355
	*
	401
	3-deoxy-d-arabino-heptulosonate-7-phosphate
	0.2509
	*

	106
	Dipropylphthalate
	2.2849
	**
	254
	Beta-ionone
	0.3358
	*
	402
	6'-malonylgenistin
	0.3297
	*

	107
	Fa 10_2;o
	2.4380
	**
	255
	2,4,5-trihydroxytoluene
	0.3224
	*
	403
	Stevioside
	3.0864
	*

	108
	Lysopc(16_0_0_0)
	2.2943
	**
	256
	2-methyl-1-pyrroline
	2.9980
	*
	404
	Deoxyguanosine
	0.2512
	*

	109
	Licodione
	0.3910
	**
	257
	Avenic acid b
	3.0684
	*
	405
	Synephrine
	0.3135
	*

	110
	S-lactoylglutathione
	0.3922
	**
	258
	Beta-bisabolene
	0.3944
	*
	406
	Bufotenin
	0.2664
	*

	111
	12,13-dihome
	2.5484
	**
	259
	Camptothecin
	0.3354
	*
	407
	Rishitin
	0.3060
	*

	112
	2-formyl-1-indanone
	0.4227
	**
	260
	Corosolic acid
	0.3200
	*
	408
	Rubusoside
	0.3126
	*

	113
	Isotanshinone iia
	2.4426
	**
	261
	St 21_2;o5
	2.5133
	*
	409
	3-hydroxyisobutyric acid
	3.1708
	*

	114
	4-sulfobenzoate
	2.3581
	**
	262
	Calcitriol
	2.8962
	*
	410
	D-glucurono-6,3-lactone
	2.6598
	*

	115
	Alpha-zeacarotene
	2.5871
	**
	263
	Bupropion
	0.3856
	*
	411
	2,2,6,7-tetramethylbicyclo[4.3.0]nona-1(9),4-diene-7,8-diol
	2.9988
	*

	116
	Guattegaumerine
	2.2504
	**
	264
	Lithocholic acid
	0.3455
	*
	412
	Indole-3-carbinol
	3.2638
	*

	117
	6-hydroxyflavanone
	0.4319
	**
	265
	Kaempferide 3-galactoside
	2.9381
	*
	413
	Phaseollin
	0.3165
	*

	118
	Milrinone
	0.4377
	**
	266
	2-undecanone
	2.6194
	*
	414
	Scopolamine
	4.2221
	*

	119
	Phaseollidin
	0.4039
	**
	267
	5-chlorobenzene-1,2,4-triol
	0.3184
	*
	415
	Vulgarone b
	3.4853
	*

	120
	Geranial
	2.5069
	**
	268
	(2s)-2-(carboxymethyl)pyrrolidinium chloride
	0.3663
	*
	416
	Methyl farnesoate
	0.2786
	*

	121
	Alpha-tocotrienol
	0.3858
	**
	269
	5a-androstan-3b-ol
	0.3206
	*
	417
	Pyridoxal 5'-phosphate
	0.2471
	*

	122
	Dihydrobunolol
	0.4095
	**
	270
	Pgd2 ethanolamide
	3.2020
	*
	418
	Piperine
	0.3831
	*

	123
	Dmask
	2.5168
	**
	271
	7-ketodeoxycholic acid
	0.4038
	*
	419
	Tyramine
	4.2183
	*

	124
	St 18_3;o3
	0.3836
	**
	272
	Neomycin
	0.3174
	*
	420
	2-methylcitric acid
	0.3760
	*

	125
	2-oxo-4-hydroxy-4-carboxy-5-ureidoimidazoline
	0.3850
	**
	273
	Aconitate [cis or trans]
	0.3662
	*
	421
	Cortol
	0.3206
	*

	126
	Aesculetin
	2.5118
	**
	274
	Adomet
	3.1223
	*
	422
	Alpha-terpineol
	2.6760
	*

	127
	Thymidine
	2.3760
	**
	275
	Talatizamine
	2.8779
	*
	423
	Alpha-tocopherol acetate
	4.2689
	*

	128
	L-cysteine
	2.3671
	**
	276
	(s)-10,16-dihydroxyhexadecanoic acid
	3.2524
	*
	424
	N-benzoylanthranilic acid
	0.2438
	*

	129
	Trans-coumaryl acetate
	2.5274
	**
	277
	Cyanidin 3-(3-malonylglucoside)
	0.3074
	*
	425
	6-hydroxydelphinidin 3-glucoside
	0.2940
	*

	130
	Lutein
	0.3826
	**
	278
	Lysopc(16_0_0_0)
	0.3081
	*
	426
	Pisiferic acid
	3.9326
	*

	131
	(±)-furaneol
	0.4054
	**
	279
	Dolabradiene
	0.3063
	*
	427
	Limonene-1,2-diol
	0.2298
	*

	132
	Alizarina
	0.4404
	**
	280
	St 28_2;o4
	0.4140
	*
	428
	Pyridoxal 5'-phosphate
	4.1585
	*

	133
	Urocanic acid
	2.5230
	**
	281
	Apigenidin
	0.3442
	*
	429
	Thiamine monophosphate
	2.9561
	*

	134
	Pc(16_0_18_1(9z))
	2.6467
	**
	282
	Fenchyl acetate
	2.9196
	*
	430
	Capsanthin
	0.2258
	*

	135
	Coformycin
	2.3431
	**
	283
	(s)-4',5,7-trihydroxy-6-prenylflavanone
	0.3715
	*
	431
	Formyl-5-hydroxykynurenamine
	4.4176
	*

	136
	(6e)-8-oxogeraniol
	0.3944
	**
	284
	P-hydroxyphenylethanolamine
	2.7847
	*
	432
	Pyrethrin i
	0.3862
	*

	137
	Euphorbia factor l8
	2.3559
	**
	285
	Pc(18_3(9z,12z,15z)_18_3(9z,12z,15z))
	0.3083
	*
	433
	5-carboxypyranopelargonidin 3-o-beta-glucopyranoside
	4.2445
	*

	138
	Valine
	2.6604
	**
	286
	Castasterone
	3.3011
	*
	434
	Emodinanthranol
	2.5746
	*

	139
	All-trans-hexaprenyl diphosphate
	0.3799
	**
	287
	Antheraxanthin a
	0.3680
	*
	435
	Altholactone
	0.2320
	*

	140
	Mibefradil
	2.4699
	**
	288
	Hericenone f
	0.4126
	*
	436
	Antibiotic a-31438
	3.0080
	*

	141
	Adonirubin
	2.6691
	**
	289
	Pc(18_1(9z)_18_1(9z))
	2.5565
	*
	437
	Gamma-tocopherol
	0.7793
	*

	142
	Ipomoeassin f
	2.5065
	**
	290
	Methyl 2e-hexenoate
	0.2998
	*
	438
	Barbituric acid
	0.3622
	*

	143
	3-dimethylallyl-4-hydroxybenzaldehyde
	0.4194
	**
	291
	Phenylacetylglycine
	0.3539
	*
	439
	2-oxophytanate
	0.3523
	*

	144
	Pregnenolone
	2.6489
	**
	292
	3-prenylrubranine
	0.3485
	*
	440
	Isoimperatorin
	0.2245
	*

	145
	(5s)-5-ammonio-3-oxohexanoate
	0.0183
	**
	293
	Ethyl (±)-3-hydroxyhexanoate
	0.4160
	*
	441
	Sphinganine
	0.3842
	*

	146
	Dl-malic acid
	2.2997
	**
	294
	Cryptotanshinone
	0.3985
	*
	442
	3,4-dihydro-2h-1-benzopyran-2-one
	4.5497
	*

	147
	All-trans-heptaprenyl diphosphate
	2.4128
	**
	295
	(-)-menthone
	0.3938
	*
	443
	19-oxotestosterone
	0.2202
	*

	148
	Harmol
	0.3818
	**
	296
	Palmatine
	3.0473
	*
	444
	Capsiconiate
	3.6029
	*

	149
	6-deoxocastasterone
	2.6182
	**
	297
	9(s)-hpode
	2.9247
	*
	
	
	
	



