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Glutarate -0,4038574 0,1631008 1,67E-03 4,48E-02 NEG X118 met_665_pFPPNeg 665 pFPPNeg 131,0337 6,23 Glutarate 2-Acetolactate, (S)-2-Acetolactate, [FA hydroxy,methyl,oxo(4:0)] 3-hydroxy-3-methyl-2-oxo-butanoic acid, 4-Hydroxy-2-oxopentanoate, Glutarate, (S)-4,5-dihydroxypentan-2,3-dione, 2-(Hydroxymethyl)-4-oxobutanoate, Deoxyribonolactone, (2R,4S)-2-methyl-2,4-dihydroxydihydrofuran-3-one, (2S,4S)-2-methyl-2,4-dihydroxydihydrofuran-3-one, methylsuccinate, mono-methyl hydrogen succinate, 5-hydroxy-2-oxopentanoate, Monoethylmalonicacid, Ethylmalonicacid, Dimethylmalonicacid, PteridineC5H8O4 Lipids: Fatty AcylsFatty acid metabolism__Lysine degradationC00489 HMDB00661 GLUTARATE 110-94-1 5434 JFCQEDHGNNZCLN-UHFFFAOYSA-NX86 0,0042 0,013 LGC 5,90E-01 7,44E-01 6,09E-02 7,17E-01 7,59E-01 2,65E-01 9,95E-01 3,36E-01 2,81E-01 7,05E-01 6,78E-01 3,18E-02 8,59E-01 9,54E-01 8,99E-01 1,89E-03 0,07 0,04 0,26 0,06 0,06 -0,13 -0,06 0,05 -0,01 -0,06 0,40 9,84E-01 9,88E-01

3-Methoxyphenylacetic Acid 0,6618167 0,4380014 1,544E-08 3,736E-06 POS X330 met_1388_pFPPNeg 1388 pFPPNeg 165,0546 17,05 3-Methoxyphenylacetic Acid 3-(3-Hydroxy-phenyl)-propanoic acid, Phenyllactate, 3-(2-Hydroxyphenyl)propanoate, 3-Methoxy-4-hydroxyphenylacetaldehyde, Phloretate, Tropate, Veratraldehyde, 3-Ethoxybenzoate, 4-Hydroxyhydratropate, Paeonol, Apocynin, Caffeyl alcohol, 3-hydroxy-3-phenylpropionate, Atrolacticacid, L-3-Phenyllacticacid, 4-Methoxyphenylaceticacid, 3-PhenoxypropionicacidNA NA NA NA NA NA NA NA NA X243 0,00014 0,0013 HGC 7,93E-01 5,62E-02 8,04E-01 1,92E-01 4,27E-02 3,39E-02 2,94E-01 7,47E-01 2,03E-01 9,08E-01 9,92E-01 6,43E-01 4,51E-01 3,28E-02 4,01E-01 6,43E-01 -0,04 -0,25 0,01 -0,26 -0,29 0,17 -0,02 0,02 -0,28 0,18 -0,06 2,04E-02 1,12E-01

Phloretate 0,6084777 0,3702451 4,041E-07 4,89E-05 POS X333 met_1391_pFPPNeg 1391 pFPPNeg 165,0548 14,8 Phloretate 3-(3-Hydroxy-phenyl)-propanoic acid, Phenyllactate, 3-(2-Hydroxyphenyl)propanoate, 3-Methoxy-4-hydroxyphenylacetaldehyde, Phloretate, Tropate, Veratraldehyde, 3-Ethoxybenzoate, 4-Hydroxyhydratropate, Paeonol, Apocynin, Caffeyl alcohol, 3-hydroxy-3-phenylpropionate, Atrolacticacid, L-3-Phenyllacticacid, 4-Methoxyphenylaceticacid, 3-PhenoxypropionicacidC9H10O3 NA NA C01744 HMDB02199 PHLORETATE501-97-3 8110 NMHMNPHRMNGLLB-UHFFFAOYSA-NX246 0,00092 0,0041 HGC 1,88E-01 2,75E-01 3,78E-01 1,70E-01 7,53E-02 2,90E-01 3,08E-01 4,81E-01 2,47E-02 8,23E-01 3,06E-01 2,86E-01 4,95E-01 7,60E-01 2,53E-01 4,22E-01 -0,18 -0,15 -0,12 -0,23 -0,25 0,17 -0,14 -0,16 0,04 0,22 -0,11 4,46E-02 1,96E-01

Hippurate 0,5298533 0,2807445 1,892E-05 0,0015265 POS X430 met_1687_pFPPNeg 1687 pFPPNeg 178,05 13,61 Hippurate Hippurate, N-Acetylanthranilate, 2,5,6-Trihydroxy-5,6-dihydroquinoline, 4-oxo-4-(3-pyridyl)-butanoate, 3-Succinoylpyridine, AdrenochromeC9H9NO3 Amino Acid MetabolismPhenylalanine metabolismC01586 HMDB11723 CPD-425 495-69-2 5725 QIAFMBKCNZACKA-UHFFFAOYSA-NX319 0,024 0,036 HGC 9,19E-01 6,04E-01 6,84E-01 4,40E-01 3,37E-01 6,14E-01 2,73E-01 8,98E-01 6,66E-01 9,01E-01 6,63E-01 4,99E-01 5,43E-01 4,61E-01 5,34E-01 6,00E-01 -0,01 -0,07 0,04 -0,16 -0,19 0,05 -0,15 0,18 0,10 0,12 0,07 7,98E-01 9,11E-01

Unk_162.055 0,5143499 0,2645558 3,62E-05 2,19E-03 POS X312 met_1661_pFPPpos 1661 pFPPpos 162,055 13,65 NA 4,6-Dihydroxyquinoline, 4,8-Dihydroxyquinoline, Quinoline-3,4-diol, Quinolin-2,8-diol, 3-hydroxy-1H-quinolin-4-one, 2-Indolecarboxylicacid, Indole-3-carboxylicacid, 2,4-Quinolinediol NA NA NA NA NA NA NA NA NA X205 0,028 0,036 HGC 7,39E-01 5,13E-01 9,28E-01 2,89E-01 1,91E-01 6,33E-01 2,86E-01 9,89E-01 5,39E-01 8,90E-01 7,46E-01 1,31E-01 9,61E-01 4,67E-01 2,37E-01 8,39E-01 -0,04 -0,09 -0,02 -0,15 -0,21 0,07 -0,13 0,18 0,10 0,18 0,03 8,29E-01 9,12E-01

3-Hydroxyphenylacetate 0,4541819 0,2062812 0,0003421 0,0165565 POS X227 met_1040_pFPPNeg 1040 pFPPNeg 151,0389 14,45 3-Hydroxyphenylacetate cystamine, azaguanine, p-Anisic acid, Resorcinol monoacetate, 3,4-Dihydroxyphenylacetaldehyde, 4-Hydroxyphenylacetate, 3-Hydroxyphenylacetate, 2-Hydroxyphenylacetate, [PK] 6-Methylsalicylic acid, 4-Hydroxy-3-methoxy-benzaldehyde, (S)-Mandelate, 4-Methoxybenzoate, 3-Methylsalicylate, (R)-Mandelate, Phenoxyacetate, 2',4'-Dihydroxyacetophenone, Methyl salicylate, 4-Hydroxyphenacyl alcohol, 4-Methylsalicylate, 4-Hydroxyphenyl acetate, 4-Hydroxymethylsalicylaldehyde, 3-Methoxytropolone, 3',4'-Dihydroxyacetophenone, 2-(Hydroxymethyl)benzoic acid, 4-carboxybenzyl alcohol, 5-methylsalicylate, 3-methoxybenzoate, isovanillin, 4-Hydroxy-3-methylbenzoicacid, &alpha;-xylosyl fluorideC8H8O3 Amino Acid MetabolismTyrosine metabolism__Phenylalanine metabolism__Styrene degradationC05593 HMDB00440 3-HYDROXYPHENYLACETATE621-37-4 1550 FVMDYYGIDFPZAX-UHFFFAOYSA-NX165 0,019 0,034 HGC 3,61E-01 2,08E-01 1,23E-01 3,51E-01 1,73E-01 4,96E-01 3,94E-01 1,43E-02 2,22E-01 2,37E-01 9,47E-01 3,64E-01 9,06E-01 5,98E-01 5,72E-01 3,46E-01 -0,12 -0,17 -0,22 -0,16 -0,18 0,03 0,16 -0,28 -0,07 0,15 -0,13 2,30E-02 1,18E-01

Unk_361.1599 0,4368944 0,1908767 6,06E-04 2,44E-02 POS X1498 met_5980_pFPPNeg 5980 pFPPNeg 361,1599 12,42 NA Leu-Cys-Gln, Met-Val-Asn, Ala-Leu-Cys-Gly, Ala-Met-Ala-Ala, Ala-Val-Ala-Cys, Ile-Ala-Cys-Gly, Met-Val-Gly-Gly, Ile-Cys-Gln, DU 122290, Thyrotropin releasing hormone, Gibberellin A19, Gibberellin A36, Enmein, Shikodonin, Desacetyleupaserrin, Eupatoriopicrin, Fastigilin B, Heliangin, gibberellin A34 methyl ester, GA25, GA38, (-)-secoisolariciresinol, (+)-secoisolariciresinol, 12-Oxo-20-carboxy-leukotriene B4, Met-Gly-ArgNA NA NA NA NA NA NA NA NA X1548 0,019 0,034 HGC 1,77E-01 6,83E-01 6,76E-01 2,54E-01 6,46E-01 1,77E-03 1,89E-01 7,81E-01 6,91E-01 7,99E-01 7,99E-01 4,58E-01 4,25E-02 8,46E-02 1,68E-01 5,43E-01 0,18 0,05 0,13 0,24 0,07 0,43 0,18 0,01 -0,23 0,19 -0,08 9,22E-01 9,57E-01

L-Histidine 0,4089021 0,167201 0,0014381 0,0435034 POS X265 met_1533_pFPPpos 1533 pFPPpos 156,0768 2,37 L-Histidine L-Histidine, 3-(Pyrazol-1-yl)-L-alanine, D-Histidine, bacimethrin, N3-hydroxyethylcytosineC6H9N3O2 Amino Acid MetabolismHistidine metabolism__beta-Alanine metabolismC00135 HMDB00177 HIS 71-00-1 6240 HNDVDQJCIGZPNO-YFKPBYRVSA-NX191 0,14 0,14 HGC 1,85E-01 7,28E-01 6,07E-01 3,83E-01 2,56E-01 3,32E-01 2,47E-01 4,56E-01 1,05E-03 8,69E-01 7,97E-01 6,08E-02 3,87E-02 2,14E-01 2,60E-01 5,64E-03 -0,18 -0,05 -0,10 -0,14 -0,17 0,13 -0,08 -0,09 -0,17 0,18 -0,36 4,65E-01 7,17E-01

Unk_107.0486 0,4092713 0,167503 0,0014225 0,0435034 POS X41 met_278_pFPPNeg 278 pFPPNeg 107,0486 13,93 NA Benzyl alcohol, 4-Cresol, o-Cresol, 3-Cresol, AnisoleNA NA NA NA NA NA NA NA NA X29 0,067 0,075 HGC 8,98E-01 8,77E-01 4,74E-01 4,68E-01 5,36E-01 3,18E-01 4,27E-01 6,13E-01 2,52E-01 6,81E-01 3,04E-01 1,65E-01 9,82E-01 5,68E-01 9,13E-01 6,30E-01 0,02 0,02 0,07 -0,12 -0,11 0,10 0,00 -0,07 -0,08 0,08 -0,06 2,02E-03 2,72E-02
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