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Table S1 The component of PJ
	Name
	Formula
	Annot. DeltaMass [ppm]
	Calc. MW
	RT [min]
	mzVault Best Match
	Group Area: 5

	Citric acid柠檬酸
	C6 H8 O7
	-1.25
	192.02676
	1.791
	96.3
	25272110984

	Corchorifatty acid F可可脂酸F
	C18 H32 O5
	-1.71
	328.22441
	30.615
	87.9
	11248625733

	(15Z)-9,12,13-Trihydroxy-15-octadecenoic acid
(15Z)-9,12,13-三羟基-15-十八碳烯酸
	C18 H34 O5
	-1.14
	330.24025
	31.739
	80.2
	8623406677

	Oleamide油酰胺
	C18 H35 N O
	-2.05
	281.27129
	48.208
	89.3
	7935042412

	Choline胆碱
	C5 H13 N O
	-1.81
	103.09953
	1.455
	94.1
	6966589081

	L-(-)-Malic acidL-(-)-苹果酸
	C4 H6 O5
	-1.21
	134.02136
	1.603
	98.1
	4750266213

	α-Eleostearic acidα-桐酸
	C18 H30 O2
	-2.01
	278.22402
	43.068
	93.5
	3514696196

	Adenosine腺苷
	C10 H13 N5 O4
	-1.22
	267.09643
	11.2
	93.4
	3162858953

	Isoleucine异亮氨酸
	C6 H13 N O2
	-0.98
	131.0945
	4.695
	98
	3141864400

	(+/-)9-HODE
	C18 H32 O3
	-1.73
	296.23463
	43.064
	90.9
	2996663181

	L-PhenylalanineL-苯丙氨酸
	C9 H11 N O2
	-1.01
	165.07881
	12.919
	93
	2970576007

	trans-3-Indoleacrylic acid(E)-3-吲哚丙烯酸
	C11 H9 N O2
	-1.65
	187.06302
	21.666
	90.2
	2778651261

	2-Phenylglycine2-苯甘氨酸
	C8 H9 N O2
	-1.23
	151.06314
	5.947
	82.4
	2356017701

	Nandrolone诺龙
	C18 H26 O2
	-2.54
	274.19258
	30.618
	75.7
	2209672593

	2-Furoic acid2-糠酸
	C5 H4 O3
	-1.85
	112.01584
	1.791
	94.5
	2120455950

	D-Saccharic acidD-蔗糖酸
	C6 H10 O8
	-1.53
	210.03724
	1.489
	96.2
	1850661439

	Hexadecanamide十六酰胺
	C16 H33 N O
	-2.5
	255.25558
	47.799
	89.7
	1816775306

	Tryptophan色氨酸
	C11 H12 N2 O2
	-1.59
	204.08955
	21.667
	90.1
	1732911562

	Gluconic acid葡萄糖酸
	C6 H12 O7
	-1.71
	196.05797
	1.479
	93.2
	1690941593

	Prostaglandin K2
	C20 H30 O5
	-9.7
	350.20593
	30.62
	64.5
	1475243495

	9S,13R-12-Oxophytodienoic acid9S,13R-12-氧代植物二烯酸
	C18 H28 O3
	-3.01
	292.20296
	30.618
	80.9
	1465347739

	Proline脯氨酸
	C5 H9 N O2
	-1.02
	115.06321
	1.568
	94.2
	1425323003

	Trigonelline葫芦巴碱
	C7 H7 N O2
	-0.62
	137.04759
	1.781
	92.1
	1270855539

	19-Nortestosterone19-去甲睾酮
	C18 H26 O2
	-2.54
	274.19258
	42.487
	71.6
	1230584228

	1-Linoleoyl glycerol1-亚油酰甘油
	C21 H38 O4
	-2.11
	354.27626
	46.898
	87.1
	1088570436

	L-Glutamic acidL-谷氨酸
	C5 H9 N O4
	-1.27
	147.05297
	1.493
	97.2
	1028038177

	Adenine腺嘌呤
	C5 H5 N5
	-0.63
	135.05441
	11.22
	72
	956796546.4

	Valine缬氨酸
	C5 H11 N O2
	-1.28
	117.07883
	1.675
	91.3
	943605545.5

	9-Oxo-ODE9-氧代-ODE
	C18 H30 O3
	-1.64
	294.21901
	31.735
	79.6
	861040471.3

	D-α-Hydroxyglutaric acidD-α-羟基戊二酸
	C5 H8 O5
	-0.55
	148.03709
	4.747
	86.3
	845359606

	Indole吲哚
	C8 H7 N
	-2.09
	117.05761
	21.665
	85.1
	771741435.2

	9-Oxo-10(E),12(E)-octadecadienoic acid9-氧代-10(E),12(E)-十八碳二烯酸
	C18 H30 O3
	-1.58
	294.21903
	44.257
	82.4
	699822102.6

	L-TyrosineL-酪氨酸
	C9 H11 N O3
	-0.7
	181.07377
	5.531
	91.3
	679402634.1

	Glutathione (oxidized)谷胱甘肽（氧化）
	C20 H32 N6 O12 S2
	-1.29
	612.15117
	7.948
	92.1
	641676622.6

	Phytosphingosine植物鞘氨醇
	C18 H39 N O3
	-2.14
	317.29231
	37.736
	86.8
	611308627.5

	Xanthosine黄嘌呤核苷
	C10 H12 N4 O6
	-1.54
	284.07525
	20.627
	98.8
	601720862.1

	Guanine鸟嘌呤
	C5 H5 N5 O
	-1.12
	151.04924
	13.869
	84.3
	584349315.9

	5α-Dihydrotestosterone5α-二氢睾酮
	C19 H30 O2
	-1.84
	290.22405
	45.741
	79.1
	578292328

	Fumaric acid富马酸
	C4 H4 O4
	-1.75
	116.01076
	1.605
	86.3
	565085108.4

	N-Acetyl-DL-tryptophanN-乙酰-DL-色氨酸
	C13 H14 N2 O3
	-1.47
	246.10008
	25.182
	93.1
	553807914.2

	Methionine蛋氨酸
	C5 H11 N O2 S
	-0.86
	149.05092
	1.808
	76.1
	530988202.9

	Salsolinol猪毛菜酚
	C10 H13 N O2
	-0.8
	179.09449
	5.749
	93.6
	530509715

	9(Z),11(E),13(E)-Octadecatrienoic Acid methyl ester9(Z),11(E),13(E)-十八碳三烯酸甲酯
	C19 H32 O2
	-1.91
	292.23967
	49.65
	88
	527222800.7

	4-Indolecarbaldehyde4-吲哚甲醛
	C9 H7 N O
	-1.56
	145.05254
	21.665
	91.6
	500561540

	N-Acetyl-L-phenylalanineN-乙酰基-L-苯丙氨酸
	C11 H13 N O3
	-1.65
	207.0892
	24.44
	96.4
	498274681.9

	2-Naphthylamine2-萘胺
	C10 H9 N
	-1.46
	143.07329
	21.665
	78.4
	490694100.2

	Stearamide硬脂酰胺
	C18 H37 N O
	-2.01
	283.28695
	50.009
	82.6
	449306294.7

	(9Z,12Z)-6,8-Dihydroxy-9,12-octadecadienoic acid
	C18 H32 O4
	-0.99
	312.22975
	39.571
	66.9
	444746193.4

	trans-Aconitic acid反式乌头酸
	C6 H6 O6
	-1.79
	174.01613
	1.781
	92.4
	440052792.6

	Sedanolide景天内酯
	C12 H18 O2
	-1.42
	194.1304
	31.727
	75.7
	427950990.1

	Guanosine鸟苷
	C10 H13 N5 O5
	-1.24
	283.09132
	13.876
	77.6
	425348289.3

	Uridine尿苷
	C9 H12 N2 O6
	-1.22
	244.06924
	5.813
	97
	412791609.9

	Oleoyl ethanolamide油酰乙醇酰胺
	C20 H39 N O2
	-1.87
	325.29747
	47.407
	90.2
	348138739.8

	2-Isopropylmalic acid2-异丙基苹果酸
	C7 H12 O5
	-1.52
	176.0682
	22.229
	97.8
	342147461.9

	Xanthine黄嘌呤
	C5 H4 N4 O2
	-1.27
	152.03323
	20.625
	85.3
	328027400.1

	TDIQTDIQ
	C10 H11 N O2
	-1.19
	177.07877
	20.376
	52
	322933019.3

	3,4-Dimethylbenzoic acid3,4-二甲基苯甲酸
	C9 H10 O2
	-0.87
	150.06795
	12.776
	76.9
	314516852.9

	(+/-)-CP 47,497-C7-Hydroxy metabolite(+/-)-CP 47,497-C7-羟基代谢物
	C21 H34 O3
	-1.87
	334.25017
	45.604
	75.5
	297584613.7

	α-Linolenoyl ethanolamideα-亚麻酰乙醇酰胺
	C20 H35 N O2
	-1.92
	321.26616
	39.447
	59
	283495229.5

	L-Glutathione oxidized氧化型谷胱甘肽
	C20 H32 N6 O12 S2
	-1.13
	612.15127
	1.614
	88.3
	281025739.2

	Uracil尿嘧啶
	C4 H4 N2 O2
	-1.64
	112.02709
	5.813
	79
	277483082.9

	Maleic acid马来酸
	C4 H4 O4
	-1.75
	116.01076
	2.196
	92.8
	276454233.3

	Pantothenic acid泛酸
	C9 H17 N O5
	-1.49
	219.11035
	21.021
	90.3
	270479111

	Bis(4-ethylbenzylidene)sorbitol双(4-乙基亚苄基)山梨糖醇
	C24 H30 O6
	-1.83
	414.20348
	38.537
	88.2
	264978150.5

	Oleoyl-L-α-lysophosphatidic acid油酰-L-α-溶血磷脂酸
	C21 H41 O7 P
	-0.15
	436.25892
	63.743
	95.7
	254116772.5

	Pipecolic acid哌可酸
	C6 H11 N O2
	-1.04
	129.07884
	2.566
	86.5
	238222061

	Nicotinic acid 烟酸
	C6 H5 N O2
	-0.98
	123.03191
	1.596
	78.5
	234464882.8

	Erucamide芥酸酰胺
	C22 H43 N O
	-2.37
	337.33367
	52.186
	89.8
	233990272.7

	4-Hydroxybenzoic acid4-羟基苯甲酸
	C7 H6 O3
	-1.79
	138.03145
	27.03
	98.4
	214024916.7

	Linolenic acid ethyl ester 亚麻酸乙酯
	C20 H34 O2
	-1.81
	306.25533
	47.468
	89.8
	210828536.7

	2',4'-Dihydroxy-3,4-dimethoxychalcone2',4'-二羟基-3,4-二甲氧基查尔酮
	C17 H16 O5
	-1.7
	300.09926
	39.076
	
	209790536.8

	Itaconic acid衣康酸
	C5 H6 O4
	-1.28
	130.02644
	1.796
	96.8
	204457029.3

	5'-S-Methyl-5'-thioadenosine5'-S-甲基-5'-硫腺苷
	C11 H15 N5 O3 S
	-1.86
	297.08901
	21.7
	93.1
	192162877.5

	Procyanidin B1 原花青素 B1
	C30 H26 O12
	-1.02
	578.14183
	22.79
	90.9
	191047492.9

	Flavokawain B 黄卡瓦胡椒素B
	C17 H16 O4
	-1.88
	284.10433
	44.166
	86.7
	190363458.5

	Dihydrosphingosine二氢鞘氨醇
	C18 H39 N O2
	-2.18
	301.29742
	37.739
	53
	187285166.5

	4-Coumaric acid4-香豆酸
	C9 H8 O3
	-1.27
	164.04714
	22.077
	91.6
	186393505.1

	Succinic acid琥珀酸
	C4 H6 O4
	-0.83
	118.02651
	4.529
	96.6
	176756546.6

	1-Methyladenine1-甲基腺嘌呤
	C6 H7 N5
	-1.12
	149.06998
	2.692
	60.4
	172328103.1

	4-Methoxycinnamaldehyde4-甲氧基肉桂醛
	C10 H10 O2
	-0.99
	162.06792
	5.752
	75.7
	165142600.3

	Adenosine 3'5'-cyclic monophosphate腺苷 3'5'-环一磷酸
	C10 H12 N5 O6 P
	-1.1
	329.05216
	6.827
	87.7
	151022974.8

	Acetophenone苯乙酮
	C8 H8 O
	-1.36
	120.05735
	5.957
	89
	150724917.3

	(-)-Caryophyllene oxide石竹素
	C15 H24 O
	-2.52
	220.18216
	27.337
	79.4
	150269162.8

	3-Methoxybenzaldehyde3-甲氧基苯甲醛
	C8 H8 O2
	-0.89
	136.05231
	3.746
	77.8
	147025357.6

	(+/-)12(13)-DiHOME(+/-)12(13)-DiHOME
	C18 H34 O4
	-1.28
	314.24531
	38.542
	86.8
	143282771

	α,α-Trehaloseα,α-海藻糖
	C12 H22 O11
	-1.35
	342.11575
	1.566
	92.8
	138040079

	Leucylproline亮氨酰脯氨酸
	C11 H20 N2 O3
	-1.64
	228.14702
	21.707
	89.9
	136243909.9

	Protocatechualdehyde 原儿茶醛
	C7 H6 O3
	-1.79
	138.03145
	21.942
	84.5
	135960204

	Astragalin 紫云英苷
	C21 H20 O11
	-1.3
	448.09998
	25.618
	86.4
	130264448.9

	Cytosine 胞嘧啶
	C4 H5 N3 O
	-1.11
	111.04314
	2.961
	84.6
	125431576.9

	D-(+)-GalactoseD-(+)-半乳糖
	C6 H12 O6
	-1.13
	180.06318
	1.55
	78.6
	124212008

	Germacrone 吉马酮
	C15 H22 O
	-1.38
	218.16677
	42.156
	82.3
	122807619.8

	Arachidonic acid花生四烯酸
	C20 H32 O2
	-1.64
	304.23973
	46.696
	82.4
	122613438.8

	N-FeruloyloctopamineN-阿魏洛多巴胺
	C18 H19 N O5
	-1.16
	329.12594
	25.299
	88.1
	122473956.8

	3-Hydroxybenzoic acid3-羟基苯甲酸
	C7 H6 O3
	-1.7
	138.03146
	22.161
	93.9
	120582199.1

	3-Methoxytyramine3-甲氧基酪胺
	C9 H13 N O2
	-1.32
	167.09441
	12.788
	71.5
	116936275

	7-Methoxycoumarin 7-甲氧基香豆素
	C10 H8 O3
	-1.61
	176.04706
	22.876
	72.3
	116740077.4

	Deoxyandrographolide 脱氧穿心莲内酯
	C20 H30 O4
	-9.06
	334.21138
	38.856
	80.1
	114637692.4

	Flavokawain C 黄卡瓦胡椒素C
	C17 H16 O5
	-1.61
	300.09929
	39.295
	81
	112947620.2

	16-Hydroxyhexadecanoic acid16-羟基十六烷酸
	C16 H32 O3
	-1.1
	272.23485
	47.129
	87.9
	112896126.3

	L-Aspartic acidL-天冬氨酸
	C4 H7 N O4
	-1.06
	133.03737
	1.413
	93.9
	111778943.1

	Sibiricose A5 西伯利亚远志糖A5
	C22 H30 O14
	-1.32
	518.16287
	23.099
	83.8
	109854874.8

	Orsellinic acid 苔色酸
	C8 H8 O4
	-1.52
	168.042
	22.603
	72.2
	108350927.8

	Azelaic acid壬二酸
	C9 H16 O4
	-1.1
	188.10465
	26.482
	93.6
	104119216.4

	1,5-Naphthalenediamine1,5-萘二胺
	C10 H10 N2
	-1.26
	158.0842
	21.664
	86.8
	100869531.9

	Guanosine-3',5'-cyclic monophosphate鸟苷-3',5'-环一磷酸
	C10 H12 N5 O7 P
	-1.39
	345.04695
	8.999
	92.4
	100689997.3

	Ferulic acid阿魏酸
	C10 H10 O4
	-1.52
	194.05761
	22.867
	90.2
	99729409.35

	7-Hydroxycoumarine7-羟基香豆素
	C9 H6 O3
	-2.35
	162.03131
	27.034
	51
	99437514.54

	Skatole3-甲基吲哚
	C9 H9 N
	-1.6
	131.07329
	21.667
	88.7
	98387081.84

	Spermidine亚精胺
	C7 H19 N3
	-1.14
	145.15773
	1.223
	88.5
	98174291.66

	Palmitoyl ethanolamide棕榈酰乙醇酰胺
	C18 H37 N O2
	-1.95
	299.28185
	46.849
	91.7
	92842327.42

	Amfepramone安非拉酮
	C13 H19 N O
	-1.09
	205.14644
	32.753
	62.6
	91763637.43

	Estriol雌三醇
	C18 H24 O3
	-2.26
	288.17189
	36.379
	67.8
	83429376.86

	Pinolenic acid松油酸
	C18 H30 O2
	-1.61
	278.22413
	42.721
	73.4
	81551765.78

	Quercetin-3β-D-glucoside槲皮素-3β-D-葡萄糖苷
	C21 H20 O12
	-0.58
	464.09521
	24.785
	96.5
	80887896.63

	17α-Methyl-androstan-3-hydroxyimine-17β-ol17α-Methyl-androstan-3-hydroxyimine-17β-ol
	C20 H33 N O2
	-2.24
	319.25041
	47.137
	62.4
	80555556.17

	Tolycaine托利卡因
	C15 H22 N2 O3
	-2
	278.16248
	24.031
	68.6
	78368469.83

	(+/-)9,10-dihydroxy-12Z-octadecenoic acid(+/-)9,10-二羟基-12Z-十八烯酸
	C18 H34 O4
	-1.2
	314.24533
	38.932
	84.1
	77702509.04

	Ligustilide藁本内酯
	C12 H14 O2
	-1.83
	190.09903
	23.967
	85.2
	73872752.01

	Monoolein单油精
	C21 H40 O4
	-1.91
	356.29198
	48.183
	83.7
	71486157.85

	Linoleic acid亚油酸
	C18 H32 O2
	-1.9
	280.2397
	44.599
	63.6
	69168873.82

	Phthaldialdehyde邻苯二甲醛
	C8 H6 O2
	-1.28
	134.03661
	5.935
	77.4
	65127228.51

	α-Cyano-3-hydroxycinnamic acidα-氰基-3-羟基肉桂酸
	C10 H7 N O3
	-1.65
	189.04228
	21.913
	73.4
	64028547.2

	Kaempferol-3-O-rutinosideKaempferol-3-O-芸香苷
	C27 H30 O15
	-1.19
	594.15777
	24.554
	81.3
	63787239.95

	Cytidine胞苷
	C9 H13 N3 O5
	-0.95
	243.08529
	2.96
	81
	60858550.85

	Uridine 5'-diphosphogalactose尿苷 5'-二磷酸半乳糖
	C15 H24 N2 O17 P2
	-0.89
	566.05452
	1.585
	85.7
	60617885.59

	Nandrolone glucuronide诺龙葡糖苷酸
	C24 H34 O8
	-2.73
	450.22414
	30.507
	64.1
	59480043.69

	Riboflavin核黄素
	C17 H20 N4 O6
	-1.96
	376.13755
	23.081
	86.2
	58867102.17

	2-Hydroxy-4-methoxybenzaldehyde 2-羟基-4-甲氧基苯甲醛
	C8 H8 O3
	-1.64
	152.0471
	24.621
	85
	57025547.06

	Citral柠檬醛
	C10 H16 O
	-1.68
	152.11986
	23.098
	79
	56896748.74

	MDMA摇头丸
	C11 H15 N O2
	-0.8
	193.11012
	8.909
	57.3
	56793491.15

	N-Acetyl-D-alloisoleucineN-乙酰基-D-别异亮氨酸
	C8 H15 N O3
	-1.24
	173.10498
	23.393
	95.6
	55462327.91

	Victoria Pure Blue BO维多利亚纯蓝BO
	C33 H39 N3
	-1.08
	477.31388
	43.723
	89.2
	55223186.85

	5-Amino-3-(4-methoxyphenyl)-5-oxopentanoic acid5-氨基-3-(4-甲氧基苯基)-5-氧代戊酸
	C12 H15 N O4
	-1.04
	237.09986
	10.644
	75.6
	55018088.68

	Indole-3-carboxaldehyde吲哚-3-甲醛
	C9 H7 N O
	-1.39
	145.05256
	26.319
	73.9
	54415916.45

	Taxifolin 二氢槲皮素
	C15 H12 O7
	-1.33
	304.0579
	25.421
	94.1
	52767308.89

	Kaempferol 山柰酚
	C15 H10 O6
	-2.53
	286.04701
	25.609
	87.2
	52114857.33

	4-Aminophenol4-氨基苯酚
	C6 H7 N O
	-1.82
	109.05257
	21.911
	89.2
	51294766.83

	Isorhamnetin-3-glucoside异鼠李素-3-葡萄糖苷
	C22 H22 O12
	-1.35
	478.11048
	25.784
	86.9
	49676680.17

	L-(-)-CarvoneL-(-)-香芹酮
	C10 H14 O
	-1.54
	150.10423
	31.738
	64.1
	49029261

	D-SphingosineD-鞘氨醇
	C18 H37 N O2
	-2.33
	299.28173
	38.351
	72
	48496875.76

	Catechin儿茶素
	C15 H14 O6
	-1.33
	290.07865
	23.264
	94.7
	48376453.04

	Uridine monophosphate (UMP)尿苷一磷酸 (UMP)
	C9 H13 N2 O9 P
	-0.64
	324.03566
	4.153
	82.3
	48183667.01

	3-Indoleacetic Acid3-吲哚乙酸
	C10 H9 N O2
	-0.89
	175.06317
	21.16
	
	47804610.78

	Valylproline缬氨酰脯氨酸
	C10 H18 N2 O3
	-0.34
	214.13167
	20.596
	82
	47609192.28

	5-Hydroxyindole5-羟基吲哚
	C8 H7 N O
	-1.24
	133.0526
	5.936
	79.7
	45931822.46

	19-Norandrostenedione19-去雄烯二酮
	C18 H24 O2
	-2.36
	272.17699
	35.055
	67.8
	42262372.99

	Lupeol羽扇豆
	C30 H50 O
	-1.81
	426.38539
	53.731
	85.5
	41341426

	γ-Linolenic acidγ-亚麻酸
	C18 H30 O2
	-1.6
	278.22413
	42.312
	54.1
	40103829.86

	4-Hydroxybenzaldehyde4-羟基苯甲醛
	C7 H6 O2
	-1.63
	122.03658
	23.552
	82.7
	39127330.23

	Cardamoni 小豆蔻明
	C16 H14 O4
	-1.5
	270.0888
	38.81
	91.8
	36458607.22

	2,3,4,9-Tetrahydro-1H-β-carboline-3-carboxylic acid2,3,4,9-四氢-1H-β-咔啉-3-羧酸
	C12 H12 N2 O2
	-1.63
	216.08953
	22.597
	87.8
	35614705.06

	Terephthalic acid对苯二甲酸
	C8 H6 O4
	-1.74
	166.02632
	23.381
	89.2
	35378407.48

	Demethoxyyangonin 去甲氧基醉椒素
	C14 H12 O3
	-2
	228.07819
	36.079
	88.4
	33986947.32

	(+/-)11(12)-EET
	C20 H32 O3
	-2.06
	320.23448
	36.64
	77.9
	33798784.57

	CMPFCMPF
	C12 H16 O5
	-1.89
	240.09932
	24.065
	77.3
	32714468.33

	DL-TryptophanDL-色氨酸
	C11 H12 N2 O2
	-0.85
	204.0897
	25.181
	93.2
	32342098.63

	Isoquinoline异喹啉
	C9 H7 N
	-1.9
	129.0576
	25.181
	71.7
	31500813.4

	Luteolin木犀草素
	C15 H10 O6
	-1.12
	286.04742
	28.86
	89.4
	31432863.74

	10-HDA
	C10 H18 O3
	-1.65
	186.12529
	27.047
	80.6
	30671078.22

	3-Hydroxy-3-methylglutaric acid3-羟基-3-甲基戊二酸
	C6 H10 O5
	-1.6
	162.05256
	13.883
	83
	30262270.95

	Isobornyl methacrylate甲基丙烯酸异冰片酯
	C14 H22 O2
	-1.8
	222.16158
	43.097
	78.2
	29943070.99

	Guanosine monophosphate (GMP)鸟苷一磷酸 (GMP)
	C10 H14 N5 O8 P
	-0.34
	363.05787
	6.853
	94.1
	29819411.01

	Caffeic acid咖啡酸
	C9 H8 O4
	-1.72
	180.04195
	21.284
	79.5
	29636774.46

	Kynurenic acid犬尿酸
	C10 H7 N O3
	-1.47
	189.04231
	22.222
	86.7
	29243436.52

	Artemisinic acid 青蒿酸
	C15 H22 O2
	-2.05
	234.1615
	40.995
	81.5
	28569843.48

	BMK methyl glycidateBMK甲基缩水甘油酸酯
	C11 H12 O3
	-1.34
	192.07839
	23.03
	57.5
	28501155.17

	Ferulaldehyde 松柏醛
	C10 H10 O3
	5.84
	178.06403
	23.836
	67.1
	27629775.43

	6,7-Dihydroxycoumarin6,7-二羟基香豆素
	C9 H6 O4
	-1.19
	178.0264
	23.131
	87.6
	27424727.7

	Ethyl 4-(2-methoxyphenyl)piperazine-1-carboxylate4-(2-甲氧基苯基)哌嗪-1-甲酸乙酯
	C14 H20 N2 O3
	-1.87
	264.1469
	22.724
	51.4
	27019233.69

	Bufalin蟾蜍灵
	C24 H34 O4
	-2.2
	386.24486
	42.724
	73.6
	26791495.06

	Quercetin槲皮素
	C15 H10 O7
	-2.23
	302.04198
	24.789
	88.3
	25747329.81

	N-Acetyl-L-tyrosineN-乙酰-L-酪氨酸
	C11 H13 N O4
	-1.86
	223.08404
	22.044
	89.9
	25026115.94

	gamma-Glutamylleucineγ-谷氨酰亮氨酸
	C11 H20 N2 O5
	-1.13
	260.13693
	20.491
	73.3
	22650572.97

	Abscisic acid脱落酸
	C15 H20 O4
	-1.44
	264.13578
	28.417
	90
	22365706

	7-Methoxy-3',4'-methylenedioxyflavone7-甲氧基-3',4'-亚甲二氧基黄酮
	C17 H12 O5
	-1.98
	296.06789
	34.429
	
	21800593.04

	Methyl 4-hydroxy-3-methoxycinnamate 阿魏酸甲酯
	C11 H12 O4
	-1.88
	208.07317
	24.63
	69.4
	21166255.6

	Quercetin-3-O-beta-glucopyranosyl-6'-acetate槲皮素-3-O-β-吡喃葡萄糖基-6'-乙酸酯
	C23 H22 O13
	-0.56
	506.10576
	25.218
	91.9
	20748053.16

	Caffeic acid咖啡酸
	C9 H8 O4
	-1.87
	180.04192
	22.389
	91.5
	20650721.8

	Inosine肌苷
	C10 H12 N4 O5
	-1.5
	268.08037
	13.553
	80
	19601964.17

	Stearoyl ethanolamide硬脂酰乙醇酰胺
	C20 H41 N O2
	-2.21
	327.31301
	49.12
	87.8
	19253599.65

	(+)-Nootkatone 诺卡酮
	C15 H22 O
	-1.38
	218.16677
	31.776
	75
	18985364.64

	1-Stearoylglycerol1-硬脂酰甘油
	C21 H42 O4
	-2.28
	358.30749
	50.136
	80.7
	18816263.86

	1,2,3,4-Tetramethyl-1,3-cyclopentadiene1,2,3,4-四甲基-1,3-环戊二烯
	C9 H14
	-2.42
	122.10925
	47.143
	71.3
	18614315.76

	Sibiricose A3西伯利亚糖 A3
	C19 H26 O13
	-0.52
	462.1371
	21.643
	72.6
	18435335.12

	Rosmarinic acid 迷迭香酸
	C18 H16 O8
	-1.1
	360.08412
	26.383
	80.7
	18419161.11

	Tyramine对羟基苯乙胺
	C8 H11 N O
	-0.9
	137.08394
	5.962
	72.5
	18211143.38

	Cytidine-5'-monophosphate胞苷5-单磷酸水合物
	C9 H14 N3 O8 P
	-1.47
	323.05137
	3.108
	75
	18210649.81

	Jasmonic acid茉莉酸
	C12 H18 O3
	-1.96
	210.12518
	33.682
	71.5
	18075674.48

	Xanthurenic acid黄尿酸
	C10 H7 N O4
	-1.39
	205.03722
	21.398
	80.8
	18047181.8

	11(Z),14(Z),17(Z)-Eicosatrienoic acid11(Z),14(Z),17(Z)-二十碳三烯酸
	C20 H34 O2
	-2.2
	306.25521
	48.627
	87.5
	17831268.99

	4-Ethoxy ethylbenzoate4-乙氧基苯甲酸乙酯
	C11 H14 O3
	-0.91
	194.09412
	23.683
	56.2
	17818281.98

	Cantharidin斑蝥素
	C10 H12 O4
	-1.61
	196.07324
	23.846
	81
	17640517.85

	Procyanidin A2 原花青素 A2
	C30 H24 O12
	-0.41
	576.12654
	25.666
	84.8
	17078466.82

	Naringenin柚皮素
	C15 H12 O5
	-1.38
	272.0681
	30.482
	93.5
	16946654.87

	Carbetamide卡贝酰胺
	C12 H16 N2 O3
	-1.56
	236.11572
	20.981
	70.3
	16786077.8

	Melittoside 密力特苷
	C21 H32 O15
	-1.7
	524.17323
	24.49
	70.6
	15827494.53

	Sinapinic acid芥子酸
	C11 H12 O5
	-1.76
	224.06808
	23.129
	75
	15755286.29

	3-Hydroxybenzyl alcohol3-羟基苯甲醇
	C7 H8 O2
	-0.94
	124.05231
	5.948
	87.3
	14921670.33

	Aspartame阿斯巴甜
	C14 H18 N2 O5
	-1.15
	294.12123
	20.865
	73.3
	14734747.46

	N-AcetylvalineN-乙酰缬氨酸
	C7 H13 N O3
	-1.67
	159.08928
	21.591
	87.2
	14090017.91

	Gentisic acid龙胆酸
	C7 H6 O4
	-0.98
	154.02646
	21.104
	76.9
	14040592.06

	3,5-Dimethoxy-4-hydroxybenzaldehyde 丁香醛
	C9 H10 O4
	-1.59
	182.05762
	25.023
	85.1
	13774245.73

	Fraxinellone 梣酮
	C14 H16 O3
	-2.05
	232.10947
	25.789
	80.2
	13343538.98

	2-Aminooctadec-4-yne-1,3-diol
	C18 H35 N O2
	-2.08
	297.26616
	36.604
	78.8
	13260506.49

	3,4-Dihydroxyphenylethanol 3,4-二羟基苯乙醇
	C8 H10 O3
	-1.63
	154.06274
	21.22
	76.7
	13052016.73

	Curcumol 莪术醇
	C15 H24 O2
	-2.13
	236.17713
	25.667
	74.3
	13022258.69

	9(Z),11(E)-Conjugated linoleic acid9(Z),11(E)-共轭亚油酸
	C18 H32 O2
	-1.46
	280.23982
	48.178
	60.2
	12836200.17

	4-Hydroxycoumarin4-羟基香豆素
	C9 H6 O3
	-1.43
	162.03146
	25.196
	76.2
	12569753.42

	Dodemorph吗菌灵
	C18 H35 N O
	-2.05
	281.27129
	38.915
	
	12444551.98

	Adenosine 5'-monophosphate5'-一磷酸腺苷
	C10 H14 N5 O7 P
	-0.71
	347.06284
	5.711
	87.3
	12205437.2

	Nabumetone萘丁酮
	C15 H16 O2
	-2.24
	228.11452
	28.414
	
	12148950.53

	Spiroxamine螺噁茂胺
	C18 H35 N O2
	-1.77
	297.26625
	46.298
	
	11783040.24

	Dihydroroseoside二氢蔷薇苷
	C19 H32 O8
	-0.83
	388.20939
	23.76
	84.2
	11735547.39

	Atropine阿托品
	C17 H23 N O3
	-2.29
	289.16713
	26.835
	
	10673237.39

	Cinnamic acid 肉桂酸
	C9 H8 O2
	-1.43
	148.05222
	23.551
	83.4
	10631757.01

	Phloroglucinol间苯三酚
	C6 H6 O3
	-1.15
	126.03155
	25.847
	71.2
	10438912.1

	α-Linolenic acid α-亚麻酸
	C18 H30 O2
	-1.7
	278.22411
	60.029
	88.9
	9809463.975

	Eicosapentaenoic acid二十碳五烯酸
	C20 H30 O2
	-1.97
	302.22399
	36.64
	85.2
	9603322.979

	Carvone香芹酮
	C10 H14 O
	-1.54
	150.10423
	37.283
	63
	9221659.772

	3-tert-Butyladipic acid3-叔丁基己二酸
	C10 H18 O4
	-0.97
	202.12031
	28.562
	75.6
	8905467.589

	(+)-Syringaresinol(+)-丁香脂素
	C22 H26 O8
	-1.41
	418.16218
	25.418
	84.3
	8742931.245

	Shogaol6-姜烯酚
	C17 H24 O3
	-2.03
	276.17198
	40.159
	83.2
	8694246.722

	Isorhamnetin异鼠李素
	C16 H12 O7
	-0.77
	316.05806
	27.209
	92.2
	8528069.6

	3-(4-Methylbenzoyl)acrylic acid3-(4-甲基苯甲酰基)丙烯酸
	C11 H10 O3
	-1.15
	190.06278
	23.745
	53
	7440353.615

	Lupenone 羽扇烯酮
	C30 H48 O
	-1.26
	424.36998
	53.407
	84.9
	6461273.756

	Dioctyl Phthalate邻苯二甲酸二辛酯
	C24 H38 O4
	-2.58
	390.276
	50.993
	86.9
	6239840.359

	Atractylenolide II 白术内酯Ⅱ
	C15 H20 O2
	-1.89
	232.14589
	36.379
	69
	5846632.239

	Pinolenic acid ethyl ester松油酸乙酯
	C20 H34 O2
	-2.8
	306.25502
	41.157
	79.2
	4598264.055

	Geniposide栀子苷
	C17 H24 O10
	-0.55
	388.13673
	23.741
	77.9
	4432183.309

	Roburic acid 栎樱酸
	C30 H48 O2
	-1.52
	440.36476
	52.505
	78
	3937004.253

	Manninotriose 甘露三糖
	C18 H32 O16
	0.45
	504.16926
	5.272
	75.9
	3474742.95

	L-Glutathione (reduced)L-谷胱甘肽（还原）
	C10 H17 N3 O6 S
	-0.96
	307.08351
	7.916
	76.7
	2892665.294

	Isoferulic acid异阿魏酸
	C10 H10 O4
	-1.49
	194.05762
	39.076
	59
	2761668.948





Table S2 The component of POE
	Name
	Formula
	Annot. DeltaMass [ppm]
	Calc. MW
	RT [min]
	mzVault Best Match
	Group Area: 6

	Gluconic acid葡萄糖酸
	C6 H12 O7
	-0.48
	196.05821
	1.949
	95.9
	5291293303

	Citric acid柠檬酸
	C6 H8 O7
	-0.19
	192.02697
	3.96
	95.8
	3413221349

	Choline胆碱
	C5 H13 N O
	-0.85
	103.09963
	1.915
	93.3
	1771193729

	Betaine甜菜碱
	C5 H11 N O2
	-0.82
	117.07888
	1.978
	90.1
	1410250584

	D-(+)-Pyroglutamic AcidD-(+)-焦谷氨酸
	C5 H7 N O3
	-0.31
	129.04255
	4.233
	97.5
	1223812359

	L-Pyroglutamic acidL-焦谷氨酸
	C5 H7 N O3
	-0.4
	129.04254
	3.935
	96.8
	1155331252

	L-(-)-Malic acidL-(-)-苹果酸
	C4 H6 O5
	0.27
	134.02156
	2.164
	97.8
	1071155059

	(15Z)-9,12,13-Trihydroxy-15-octadecenoic acid(15Z)-9,12,13-三羟基-15-十八碳烯酸
	C18 H34 O5
	-0.21
	330.24055
	31.829
	83.9
	1070908250

	L-PhenylalanineL-苯丙氨酸
	C9 H11 N O2
	0.09
	165.07899
	13.305
	94.1
	1019793980

	Proline脯氨酸
	C5 H9 N O2
	-0.16
	115.06331
	2.068
	87.5
	1004126567

	Trigonelline葫芦巴碱
	C7 H7 N O2
	0.16
	137.0477
	2.068
	93.6
	923442478.8

	α-Eleostearic acidα-桐酸
	C18 H30 O2
	-1.14
	278.22426
	43.252
	93.8
	834278684.2

	Corchorifatty acid F可可脂酸F
	C18 H32 O5
	-0.33
	328.22487
	30.707
	91.1
	834001129

	Oleamide油酰胺
	C18 H35 N O
	-1.06
	281.27157
	48.545
	85.6
	786689485.6

	D-Saccharic acidD-蔗糖酸
	C6 H10 O8
	-0.44
	210.03747
	1.936
	95.8
	743857934.9

	Guanine鸟嘌呤
	C5 H5 N5 O
	-0.22
	151.04938
	14.195
	89.4
	714303143.9

	L-NorleucineL-正亮氨酸
	C6 H13 N O2
	-0.29
	131.09459
	5.467
	94.3
	626975523.2

	Allopurinol别嘌醇
	C5 H4 N4 O
	-0.19
	136.03848
	13.877
	73.9
	513255929.7

	Uridine尿苷
	C9 H12 N2 O6
	-0.16
	244.0695
	6.202
	96.8
	417600483.9

	DL-StachydrineDL-水苏碱
	C7 H13 N O2
	0.09
	143.09464
	2.069
	59.2
	412540945.1

	Adenine腺嘌呤
	C5 H5 N5
	-0.11
	135.05448
	3.252
	77
	395598720.6

	Phenylalanine苯丙氨酸
	C9 H11 N O2
	-0.45
	165.07891
	3.577
	85.5
	392418865.5

	trans-3-Indoleacrylic acidtrans-3-吲哚丙烯酸
	C11 H9 N O2
	-0.59
	187.06322
	21.861
	92.9
	390790231.7

	Guanosine鸟苷
	C10 H13 N5 O5
	-0.38
	283.09156
	14.177
	80
	385181488.7

	Hypoxanthine次黄嘌呤
	C5 H4 N4 O
	-0.15
	136.03849
	4.454
	84.9
	353604542.8

	Uracil尿嘧啶
	C4 H4 N2 O2
	-0.75
	112.02719
	6.197
	74.1
	344780365

	1,5-Isoquinolinediol1,5-异喹啉二醇
	C9 H7 N O2
	0.1
	161.04769
	20.702
	67.8
	338998692.4

	Erucamide芥酸酰胺
	C22 H43 N O
	-1.64
	337.33391
	52.448
	90.3
	302041671.6

	N-FeruloyloctopamineN-阿魏洛多巴胺
	C18 H19 N O5
	-0.32
	329.12622
	25.429
	88
	301311988.6

	Azelaic acid壬二酸
	C9 H16 O4
	-0.17
	188.10483
	26.591
	93.6
	288761653.3

	D-α-Hydroxyglutaric acidD-α-羟基戊二酸
	C5 H8 O5
	0.38
	148.03723
	5.147
	87.6
	279994620.5

	2-Furoic acid2-糠酸
	C5 H4 O3
	-0.83
	112.01595
	3.958
	90.5
	279679177.3

	Tryptophan色氨酸
	C11 H12 N2 O2
	-0.43
	204.08979
	21.86
	88.9
	254604566.9

	Salsolinol猪毛菜酚
	C10 H13 N O2
	-0.2
	179.09459
	6.145
	92.6
	251967768

	2-Isopropylmalic acid2-异丙基苹果酸
	C7 H12 O5
	-0.31
	176.06842
	22.431
	93.9
	238134856

	Adenosine 3'5'-cyclic monophosphate腺苷 3'5'-环一磷酸
	C10 H12 N5 O6 P
	-0.68
	329.0523
	7.217
	89.5
	229695990.3

	Succinic acid琥珀酸
	C4 H6 O4
	-0.19
	118.02659
	4.917
	98.1
	216492622.8

	Protocatechualdehyde 原儿茶醛
	C7 H6 O3
	0
	138.03169
	22.161
	91.1
	213653237.2

	Nicotinic acid烟酸
	C6 H5 N O2
	-0.29
	123.03199
	3.32
	91.1
	213103745.1

	L-Glutamic acidL-谷氨酸
	C5 H9 N O4
	-0.44
	147.05309
	1.931
	94.7
	201307075.4

	Inosine肌苷
	C10 H12 N4 O5
	-0.14
	268.08073
	13.895
	81.4
	188631337

	Prostaglandin K2
	C20 H30 O5
	-8.3
	350.20642
	30.709
	68.8
	155181416.5

	19-Nortestosterone19-去甲睾酮
	C18 H26 O2
	-1.43
	274.19289
	30.712
	79.2
	149447758.6

	Gentiopicrin 龙胆苦苷
	C16 H20 O9
	0.17
	356.11079
	23.044
	73.5
	148493093.9

	(9Z,12Z)-6,8-Dihydroxy-9,12-octadecadienoic acid(9Z,12Z)-6,8-Dihydroxy-9,12-octadecadienoic acid
	C18 H32 O4
	0.18
	312.23012
	39.722
	65.8
	129357445.1

	9-Oxo-ODE
	C18 H30 O3
	-0.71
	294.21929
	31.826
	79.1
	126493966.8

	Fumaric acid富马酸
	C4 H4 O4
	-0.3
	116.01092
	2.164
	89.4
	126064288.4

	2,3,4,9-Tetrahydro-1H-β-carboline-3-carboxylic acid2,3,4,9-四氢-1H-β-咔啉-3-羧酸
	C12 H12 N2 O2
	-0.29
	216.08981
	22.78
	90.3
	125165115.1

	Valine缬氨酸
	C5 H11 N O2
	-0.82
	117.07888
	2.795
	84.8
	118841444.3

	9-Oxo-10(E),12(E)-octadecadienoic acid9-氧代-10(E),12(E)-十八碳二烯酸
	C18 H30 O3
	-0.55
	294.21933
	44.804
	81.2
	111670422.2

	Pipecolic acid哌可酸
	C6 H11 N O2
	-0.21
	129.07895
	2.136
	83.8
	111414837

	9S,13R-12-Oxophytodienoic acid9S,13R-12-氧代植物二烯酸
	C18 H28 O3
	-1.88
	292.20329
	30.698
	82.8
	109383742.4

	N-Acetyl-DL-tryptophanN-乙酰-DL-色氨酸
	C13 H14 N2 O3
	-0.35
	246.10036
	25.322
	96.4
	103813082.7

	Xanthine黄嘌呤
	C5 H4 N4 O2
	-0.05
	152.03342
	5.511
	71.2
	96842115.35

	D-(-)-Quinic acidD-(-)-奎尼酸
	C7 H12 O6
	0.37
	192.06346
	2.063
	73.2
	94504543.42

	Phytosphingosine植物鞘氨醇
	C18 H39 N O3
	-1.18
	317.29262
	37.886
	87.1
	94074399.37

	D-(+)-GalactoseD-(+)-半乳糖
	C6 H12 O6
	0.23
	180.06343
	2.059
	82.9
	92525475.66

	Flavokawain C 黄卡瓦胡椒素C
	C17 H16 O5
	-1.13
	300.09943
	33.23
	85.3
	85742234.62

	β-Asaroneβ-细辛醚
	C12 H16 O3
	-0.67
	208.1098
	23.631
	58.3
	83295644.87

	(+/-)9,10-dihydroxy-12Z-octadecenoic acid(+/-)9,10-二羟基-12Z-十八烯酸
	C18 H34 O4
	-0.05
	314.24569
	39.079
	89.7
	81687946.55

	3-Indoleacetic Acid3-吲哚乙酸
	C10 H9 N O2
	0.51
	175.06342
	21.38
	
	77631258.88

	7-Methoxycoumarin 7-甲氧基香豆素
	C10 H8 O3
	-0.75
	176.04721
	25.386
	73
	76383924.11

	4-Hydroxybenzoic acid4-羟基苯甲酸
	C7 H6 O3
	-0.02
	138.03169
	27.154
	95.3
	75756103.16

	6-Methylquinoline6-甲基喹啉
	C10 H9 N
	2.72
	143.07389
	21.857
	69.8
	71575715.36

	5-Amino-3-(4-methoxyphenyl)-5-oxopentanoic acid5-氨基-3-(4-甲氧基苯基)-5-氧代戊酸
	C12 H15 N O4
	-0.91
	237.09989
	10.996
	78.1
	70060714.13

	Leucylproline亮氨酰脯氨酸
	C11 H20 N2 O3
	-0.69
	228.14723
	21.89
	84.3
	69673300.03

	N-Acetyl-DL-glutamic acidN-乙酰-DL-谷氨酸
	C7 H11 N O5
	-0.07
	189.06371
	4.959
	92.4
	65280868.01

	Guanine鸟嘌呤
	C5 H5 N5 O
	-0.5
	151.04933
	2.106
	60.3
	65041558.58

	3-Methoxybenzaldehyde3-甲氧基苯甲醛
	C8 H8 O2
	-0.1
	136.05242
	3.578
	76.5
	64963989.8

	3-Hydroxy-3-methylglutaric acid3-羟基-3-甲基戊二酸
	C6 H10 O5
	0.29
	162.05287
	14.229
	84.2
	62685561.75

	Isocitric acid异柠檬酸
	C6 H8 O7
	-0.14
	192.02698
	2.647
	92.2
	60687891.46

	4-Methoxycinnamaldehyde4-甲氧基肉桂醛
	C10 H10 O2
	-0.52
	162.06799
	6.152
	74.2
	59870096.57

	D-(+)-XyloseD-(+)-木糖
	C5 H10 O5
	-0.26
	150.05278
	2.073
	81
	58613187.97

	Pantothenic acid泛酸
	C9 H17 N O5
	0.73
	219.11083
	21.259
	78.4
	57399107.95

	4-Guanidinobutyric acid4-胍基丁酸
	C5 H11 N3 O2
	-0.39
	145.08507
	3.241
	84.8
	56636774.7

	Adenosine腺苷
	C10 H13 N5 O4
	0.63
	267.09692
	11.539
	92.7
	54055306.03

	Shogaol6-姜烯酚
	C17 H24 O3
	-0.48
	276.17241
	35.66
	83.3
	53880701.45

	Uridine monophosphate (UMP)尿苷一磷酸 (UMP)
	C9 H13 N2 O9 P
	0.2
	324.03593
	4.507
	82.4
	53492799.24

	2-Aminoadipic acid2-氨基己二酸
	C6 H11 N O4
	-0.4
	161.06874
	2.075
	84.4
	50434167.35

	Caffeic acid咖啡酸
	C9 H8 O4
	-0.3
	180.0422
	23.338
	84.1
	49191738.9

	Cytidine胞苷
	C9 H13 N3 O5
	-0.2
	243.08547
	3.369
	76.1
	45917999.31

	Estriol雌三醇
	C18 H24 O3
	-1.52
	288.17211
	36.5
	68.3
	43768244.37

	Melibiose蜜二糖
	C12 H22 O11
	0.27
	342.1163
	2.076
	87.9
	43009952.47

	Uric acid尿酸
	C5 H4 N4 O3
	-0.47
	168.02826
	4.22
	87.2
	42595563.27

	6,7-Dihydroxycoumarin6,7-二羟基香豆素
	C9 H6 O4
	0
	178.02661
	23.322
	87.9
	42206943.35

	Guanosine monophosphate (GMP)鸟苷一磷酸 (GMP)
	C10 H14 N5 O8 P
	0.58
	363.05821
	7.266
	94.2
	40219530.63

	Vanillin香兰素
	C8 H8 O3
	-0.32
	152.0473
	24.788
	83.8
	40006158.28

	2',4'-Dihydroxy-3,4-dimethoxychalcone2',4'-二羟基-3,4-二甲氧基查尔酮
	C17 H16 O5
	-1.16
	300.09943
	39.22
	
	39938110.96

	Acetophenone苯乙酮
	C8 H8 O
	-0.21
	120.05749
	6.357
	87.9
	39703993.76

	Phloroglucinol间苯三酚
	C6 H6 O3
	-0.54
	126.03163
	1.962
	81.2
	39345739.64

	(-)-Caryophyllene oxide(-)-氧化石竹
	C15 H24 O
	-1.2
	220.18245
	26.445
	73
	38048120.11

	Sedanolide景天内酯
	C12 H18 O2
	-0.17
	194.13065
	31.842
	78.2
	37017022.78

	D-(+)-CamphorD-(+)-樟脑
	C10 H16 O
	-0.07
	152.1201
	22.426
	71.2
	35876286.36

	Benzoic acid苯甲酸
	C7 H6 O2
	-0.33
	122.03674
	23.737
	89.8
	34623191.53

	Valylproline缬氨酰脯氨酸
	C10 H18 N2 O3
	0.3
	214.13181
	20.812
	81.6
	33891517.42

	2,3-Dihydroxybenzoic acid2,3-二羟基苯甲酸
	C7 H6 O4
	0.01
	154.02661
	18.798
	94.7
	33734512.19

	Suberic acid辛二酸
	C8 H14 O4
	-0.71
	174.08909
	24.734
	93.8
	33152854.98

	Indole-3-carboxaldehyde吲哚-3-甲醛
	C9 H7 N O
	-0.51
	145.05269
	22.218
	82.1
	32303503.98

	4-Coumaric acid4-香豆酸
	C9 H8 O3
	-0.08
	164.04733
	24.773
	90.2
	31570245.27

	Oleoyl ethanolamide油酰乙醇酰胺
	C20 H39 N O2
	-0.93
	325.29778
	47.731
	88.3
	31396919.92

	Isoferulic acid异阿魏酸
	C10 H10 O4
	-0.66
	194.05778
	25.371
	85.5
	31179915.53

	DL-Tartaric acidDL-酒石酸
	C4 H6 O6
	-0.34
	150.01639
	2.035
	79
	31130949.65

	Daidzein黄豆苷元
	C15 H10 O4
	-0.97
	254.05766
	28.256
	90.5
	30805430.75

	Riboflavin核黄素
	C17 H20 N4 O6
	-0.74
	376.13801
	23.244
	80.9
	29095526.77

	2-Methylbenzoic acid2-甲基苯甲酸
	C8 H8 O2
	0.1
	136.05244
	23.347
	68
	28296991.24

	Nicotinamide烟酰胺
	C6 H6 N2 O
	-0.99
	122.04789
	3.739
	61.3
	27623164.27

	(2R)-2,3-Dihydroxypropanoic acid(2R)-2,3-二羟基丙酸
	C3 H6 O4
	-0.93
	106.02651
	2.074
	78.4
	27561678.45

	Acetylarginine乙酰精氨酸
	C8 H16 N4 O3
	-0.28
	216.12218
	3.413
	80.7
	27108376.45

	Cytidine-5'-monophosphate胞苷5-单磷酸水合物
	C9 H14 N3 O8 P
	-0.01
	323.05185
	3.515
	76.7
	27031871.67

	16-Hydroxyhexadecanoic acid16-羟基十六烷酸
	C16 H32 O3
	0.02
	272.23515
	47.463
	81.8
	26989114.64

	4-Vinylphenol4-乙烯基苯酚
	C8 H8 O
	-0.88
	120.05741
	24.771
	53.6
	26885721.86

	Pinolenic acid松油酸
	C18 H30 O2
	-1
	278.2243
	39.082
	74.1
	25430130.26

	Ligustilide 藁本内酯
	C12 H14 O2
	-0.39
	190.09931
	24.204
	84.3
	25284222.11

	(R)-3-Hydroxy myristic acid(R)-3-羟基肉豆蔻酸
	C14 H28 O3
	-0.33
	244.20376
	43.438
	82.3
	23678633.71

	19-Norandrostenedione19-去雄烯二酮
	C18 H24 O2
	-1.8
	272.17714
	34.715
	71.9
	23035512.72

	Pseudouridine假尿苷
	C9 H12 N2 O6
	-0.2
	244.06949
	3.365
	79.7
	22228158.72

	3'-Adenosine monophosphate (3'-AMP)3'-一磷酸腺苷 (3'-AMP)
	C10 H14 N5 O7 P
	0.1
	347.06312
	6.093
	93.9
	21385352.76

	Xanthosine黄嘌呤核苷
	C10 H12 N4 O6
	0.47
	284.07582
	20.841
	95.1
	19663201.71

	Pimelic acid庚二酸
	C7 H12 O4
	-0.08
	160.07355
	23.115
	93.5
	19384267.07

	L-IsoleucineL-异亮氨酸
	C6 H13 N O2
	-0.24
	131.0946
	23.153
	
	18967175.46

	Methylsuccinic acid甲基丁二酸
	C5 H8 O4
	0.16
	132.04228
	10.122
	94.8
	18896018.73

	gamma-Glutamylleucineγ-谷氨酰亮氨酸
	C11 H20 N2 O5
	-0.06
	260.13721
	22.035
	88.7
	18059266.24

	N-Acetyl-D-alloisoleucineN-乙酰基-D-别异亮氨酸
	C8 H15 N O3
	-0.09
	173.10518
	23.582
	89.8
	18011155.29

	Coumarin香豆素
	C9 H6 O2
	-0.03
	146.03678
	22.756
	79.3
	17785615.01

	Clareolide  香紫苏内酯
	C16 H26 O2
	-1.57
	250.19289
	39.087
	69
	17706603.3

	α-Linolenic acid α-亚麻酸
	C18 H30 O2
	-1.15
	278.22426
	37.372
	79.2
	16109790.24

	Fumonisin B1伏马菌素B1
	C34 H59 N O15
	-0.52
	721.38809
	29.51
	79.9
	15932263.17

	4-Quinolinecarboxylic acid4-喹啉羧酸
	C10 H7 N O2
	-0.4
	173.04761
	7.497
	58.4
	15459126.52

	1-Methylguanine1-甲基鸟嘌呤
	C6 H7 N5 O
	1.05
	165.06523
	21.022
	56.8
	15122913.25

	Palmitoyl ethanolamide棕榈酰乙醇酰胺
	C18 H37 N O2
	-0.82
	299.28218
	47.161
	90.9
	14775532.1

	Formononetin芒柄花素
	C16 H12 O4
	-1.01
	268.07329
	33.118
	92.5
	14380915.26

	Puerarin葛根素
	C21 H20 O9
	-0.36
	416.11058
	23.048
	80.8
	14368814.61

	Glycyrrhizic acid 甘草酸
	C42 H62 O16
	0.04
	822.40382
	33.22
	86.2
	13554916.84

	Butyl benzoate苯甲酸丁酯
	C11 H14 O2
	-1.29
	178.09915
	26.147
	76.4
	13335067.51

	Catechol儿茶酚
	C6 H6 O2
	-0.62
	110.03671
	18.795
	60.8
	12995130.05

	Dimethyl Phthalate邻苯二甲酸二甲酯
	C10 H10 O4
	-0.94
	194.05773
	32.611
	
	12954490.1

	Skatole粪臭素
	C9 H9 N
	-0.55
	131.07343
	21.87
	81.1
	12813292.63

	Glutathione (oxidized)谷胱甘肽（氧化）
	C20 H32 N6 O12 S2
	-1.11
	612.15128
	8.293
	87.2
	12733532.87

	Thymine胸腺嘧啶
	C5 H6 N2 O2
	0.77
	126.04302
	21.046
	82.2
	12644739.25

	Kynurenic acid犬尿酸
	C10 H7 N O3
	-0.18
	189.04256
	22.439
	84.5
	12620265.25

	Quercetin-3β-D-glucoside槲皮素-3β-D-葡萄糖苷
	C21 H20 O12
	0.23
	464.09558
	24.784
	87.8
	12538295.15

	Nandrolone诺龙
	C18 H26 O2
	-1.43
	274.19289
	35.905
	74.9
	12095518.81

	Senkyunolide A 洋川芎内酯A
	C12 H16 O2
	-0.67
	192.1149
	23.532
	77.7
	11468335.09

	2'-Deoxyadenosine 5'-monophosphate2'-脱氧腺苷 5'-一磷酸
	C10 H14 N5 O6 P
	0.05
	331.06819
	5.788
	87.4
	11308049.87

	2'-O-Methyluridine2'-O-甲基尿苷
	C10 H14 N2 O6
	0.66
	258.08536
	20.795
	74.2
	10861366.12

	Citric acid柠檬酸
	C6 H8 O7
	-0.14
	192.02698
	20.84
	79
	10730626.4

	Ametryn莨菪碱
	C9 H17 N5 S
	-0.99
	227.12024
	29.172
	90.3
	9548250.082

	DL-TryptophanDL-色氨酸
	C11 H12 N2 O2
	-0.17
	204.08984
	24.771
	91.5
	9218559.974

	Estrone雌酮
	C18 H22 O2
	-1.49
	270.16158
	36.5
	76.5
	9103055.645

	Hexadecanedioic acid十六烷二酸
	C16 H30 O4
	-0.03
	286.2144
	40.877
	82.5
	9064538.223

	N-AcetylvalineN-乙酰缬氨酸
	C7 H13 N O3
	-0.23
	159.08951
	21.806
	85.6
	8844497.738

	α-Linolenoyl ethanolamideα-亚麻酰乙醇酰胺
	C20 H35 N O2
	-0.97
	321.26647
	44.453
	61
	8842121.087

	Cyclo(Leu-Pro)
	C11 H18 N2 O2
	-1.02
	210.13661
	24.624
	74.4
	8827290.646

	Gentisic acid龙胆酸
	C7 H6 O4
	0.01
	154.02661
	22.42
	91.1
	8658731.754

	CMPF
	C12 H16 O5
	0.07
	240.09979
	24.231
	72.5
	8654195.192

	Jasmonic acid茉莉酸
	C12 H18 O3
	-0.86
	210.12541
	24.528
	85.7
	8154063.085

	3-Phenyllactic acid3-苯乳酸
	C9 H10 O3
	-0.14
	166.06297
	24.875
	85.7
	8080756.479

	Indole-3-acetic acid吲哚-3-乙酸
	C10 H9 N O2
	-0.12
	175.06331
	25.186
	72.8
	8072091.472

	Dioctyl Phthalate邻苯二甲酸二辛酯
	C24 H38 O4
	-0.56
	390.27679
	51.309
	95.1
	8063303.432

	N-Acetyl-L-tyrosineN-乙酰-L-酪氨酸
	C11 H13 N O4
	-0.08
	223.08444
	22.256
	85.6
	7980552.442

	3-Hydroxydecanoic acid3-羟基癸酸
	C10 H20 O3
	0.02
	188.14125
	33.681
	70.6
	7770781.326

	Anacardic acid漆树酸
	C22 H36 O3
	-1.43
	348.26595
	40.943
	73.7
	7198328.448

	Sibiricose A3西伯利亚糖 A3
	C19 H26 O13
	0.66
	462.13765
	21.823
	78.2
	6738884.822

	L-TyrosineL-酪氨酸
	C9 H11 N O3
	0.52
	181.07399
	21.777
	65.3
	6724053.713

	Fumonisin B2伏马菌素 B2
	C34 H59 N O14
	-0.42
	705.39326
	32.266
	84.4
	6603864.599

	Curdione 莪术二酮
	C15 H24 O2
	-1.36
	236.17731
	27.557
	67
	6422890.831

	Cinnamic acid 肉桂酸
	C9 H8 O2
	-0.2
	148.0524
	25.4
	80.4
	6284840.876

	2-Anisic acid2-茴香酸
	C8 H8 O3
	-0.09
	152.04733
	21.811
	79.1
	6240077.777

	p-Coumaric acid 对羟基肉桂酸
	C9 H8 O3
	0.15
	164.04737
	22.742
	77.2
	6200603.65

	Calycosin 毛蕊异黄酮
	C16 H12 O5
	-0.84
	284.06823
	28.643
	79.9
	6191828.136

	Isoquinoline异喹啉
	C9 H7 N
	-0.25
	129.05782
	24.307
	56.4
	5890692.968

	Kaempferol-7-O-β-D-glucopyranoside 山奈酚-7-O-β-D-吡喃葡萄糖苷
	C21 H20 O11
	0.05
	448.10059
	25.958
	85.7
	5872443.373

	Ethyl 4-(2-methoxyphenyl)piperazine-1-carboxylate4-(2-甲氧基苯基)哌嗪-1-甲酸乙酯
	C14 H20 N2 O3
	-0.95
	264.14714
	22.909
	51.8
	5692274.626

	Nalidixic Acid萘啶酸
	C12 H12 N2 O3
	-0.14
	232.08476
	25.387
	
	5639021.325

	4-Nitrocatechol4-硝基儿茶酚
	C6 H5 N O4
	-0.35
	155.0218
	24.782
	81
	5613783.646

	Dodecanedioic acid十二烷二酸
	C12 H22 O4
	-0.4
	230.15172
	26.174
	70.9
	5308500.42

	Naringenin柚皮素
	C15 H12 O5
	-0.51
	272.06834
	30.794
	92.4
	5127311.419

	Astragalin 紫云英苷
	C21 H20 O11
	0.63
	448.10084
	25.745
	86.2
	5082216.64

	Gallic acid 没食子酸
	C7 H6 O5
	0.48
	170.0216
	8.402
	81
	4915962.833

	N-Acetyl-DL-norvalineN-乙酰-DL-正缬氨酸
	C7 H13 N O3
	-0.23
	159.08951
	22.016
	82.7
	4884149.739

	UWA-101
	C13 H17 N O2
	1.19
	219.12619
	23.084
	73.5
	4838463.393

	Shikimic acid 莽草酸
	C7 H10 O5
	-0.08
	174.05281
	2.799
	73.2
	4628861.381

	Daidzin豆苷
	C21 H20 O9
	-0.58
	416.11049
	23.929
	81.3
	4569969.078

	Maltopentaose 麦芽五糖
	C30 H52 O26
	1.09
	828.27559
	20.815
	75.4
	4441934.954

	Orotic acid乳清酸
	C5 H4 N2 O4
	0.57
	156.01719
	2.918
	75.5
	4093532.068

	Sakuranetin樱花素
	C16 H14 O5
	-0.83
	286.08389
	28.841
	81.3
	4058554.873

	3,4-Dihydroxyphenylethanol 羟基酪醇
	C8 H10 O3
	0.45
	154.06306
	21.15
	79
	3901841.154

	Stachyose 水苏糖
	C24 H42 O21
	1.22
	666.22267
	20.689
	81.1
	3635535.768

	Asperulosidic acid 车叶草苷酸
	C18 H24 O12
	0.02
	432.12678
	22.544
	74.9
	3616291.172

	Manninotriose 甘露三糖
	C18 H32 O16
	1.12
	504.1696
	5.666
	74.5
	3543605.915

	Isorhamnetin-3-glucoside异鼠李素-3-葡萄糖苷
	C22 H22 O12
	0.52
	478.11137
	25.912
	85.7
	3149225.104

	Genistein金雀异黄酮
	C15 H10 O5
	-0.39
	270.05272
	30.911
	72.7
	3072532.592

	4-Nitrophenol4-硝基苯酚
	C6 H5 N O3
	-0.64
	139.02685
	27.287
	87.7
	3020353.688



Table S3 Score system of DAI
	Body weight loss(%)
	Stool
	Bleeding
	Score

	<1%
	Normal
	Negative
	0

	1%-5%
	Softer stool
	Negative
	1

	6%-10%
	Softer stool
	Negative 
	2

	11%-15%
	Diarrhoea
	Positive 
	3

	＞15%
	Diarrhoea
	Visual blood in stool
	4
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Figure S1. TIC diagram of PJ in positive ion mode

[image: ]
Figure S2. TIC diagram of PJ in negative ion mode
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Figure S3. TIC diagram of POE in positive ion mode
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Figure S4. TIC diagram of POE in negative ion mode
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Figure S5. GO analysis of POE.
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Figure S6. GO analysis of PJ.
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Figure S7. GO analysis of shared components.
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