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L-Leucine 0,00617981 0,04985046 T0 9.5 +/- 0.014 9.4 +/- 0.016 X130 met_1101_pFPPpos 1101 pFPPpos 132,102 8,51 L-Leucine L-Leucine, L-Isoleucine, (3R)-beta-Leucine, 6-Aminohexanoate, L-Norleucine, beta-Alaninebetaine, N-methylvaline, 1-nitrohexane, L-Alloisoleucine, 2-Amino-4-methylpentanoic acidL-Leucine C6H13NO2 Amino Acid MetabolismValine, leucine and isoleucine degradation__Valine, leucine and isoleucine biosynthesisC00123 HMDB00687 LEU 61-90-5 6260 ROHFNLRQFUQHCH-YFKPBYRVSA-NX100 2,11E-02 2,42E-02 2,57E-03 1,18E-01 2,34E-01 5,80E-01 7,50E-01 1,67E-01 2,00E-01 1,92E-03 1,04E-01 7,00E-02 7,17E-01 4,86E-01 0,45 0,40 0,64 0,37 0,21 0,03 -0,22 0,35 0,34 0,65 -0,17 -0,42 0,11 0,17

Unk_133.0478 0,001693726 0,02411068 M12 5.8 +/- 0.083 6.1 +/- 0.063 X133 met_1109_pFPPpos 1109 pFPPpos 133,0478 11,9 NA 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, DimethylmalonicacidNA NA NA NA NA NA NA NA NA NA X104 5,81E-01 5,57E-01 6,70E-01 4,97E-01 8,84E-01 3,11E-01 9,64E-01 2,28E-01 6,38E-01 6,30E-01 4,89E-01 7,59E-01 1,16E-01 7,64E-01 -0,36 -0,40 -0,30 -0,36 -0,24 -0,06 -0,08 -0,37 -0,10 -0,24 -0,35 0,08 0,23 0,07

Unk_158.1176 0,000125885 0,00761604 M12 5.1 +/- 0.053 5.4 +/- 0.051 X284 met_1185_pFPPNeg 1185 pFPPNeg 158,1176 19,11 NA DL-2-Aminooctanoicacid, [FA amino(8:0)] 3-amino-octanoic acid, Methacholine, PropionylcholineNA NA NA NA NA NA NA NA NA NA X202 2,79E-01 2,80E-01 3,94E-01 1,95E-01 1,95E-01 8,42E-01 3,78E-01 9,40E-01 7,19E-01 6,15E-01 7,29E-01 9,37E-01 4,94E-03 6,47E-01 0,15 0,17 0,19 0,26 0,29 0,01 0,16 0,26 -0,10 0,14 0,11 -0,02 -0,63 0,11

L-3-Phenyllactic Acid, Phenyllactate 0,000267029 0,01292419 T0 6.8 +/- 0.022 6.7 +/- 0.034 X331 met_1389_pFPPNeg 1389 pFPPNeg 165,0547 15,66 L-3-Phenyllactic Acid, Phenyllactate3-(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-PhenoxypropionicacidL-3-Phenyllactic Acid,  PhenyllactateNA, NA NA, NA NA, NA NA, NA NA, NA NA, NA NA, NA NA, NA NA, NA X244 2,09E-02 2,05E-02 2,10E-02 3,98E-02 1,16E-01 9,22E-01 4,16E-01 9,20E-02 7,61E-02 1,42E-01 3,87E-01 6,11E-01 3,57E-01 8,64E-01 0,49 0,52 0,55 0,45 0,28 -0,05 -0,11 0,32 0,07 0,34 -0,13 -0,12 0,27 0,04

Urate 0,00617981 0,04985046 T0 8.9 +/- 0.015 8.8 +/- 0.016 X340 met_1422_pFPPNeg 1422 pFPPNeg 167,02 2,93 Urate Urate Urate C5H4N4O3 Nucleotide MetabolismPurine metabolismC00366 HMDB00289 URATE 69-93-2 9885 LEHOTFFKMJEONL-UHFFFAOYSA-NX251 8,49E-02 8,46E-02 7,64E-01 8,69E-02 8,58E-02 1,02E-01 1,88E-01 7,76E-02 1,95E-01 1,36E-01 6,25E-02 1,26E-01 7,97E-01 9,26E-01 0,45 0,45 0,23 0,41 0,30 -0,25 0,24 0,33 0,16 0,45 -0,36 -0,36 0,11 0,02

Unk_167.034 0,005329132 0,04960192 M12 5.9 +/- 0.072 6.2 +/- 0.082 X346 met_1429_pFPPNeg 1429 pFPPNeg 167,034 18 NA Dehydroacetic acid, 3-Methoxysalicylic acid, Isodehydracetic acid,  4-Methoxysalicylic acid, 3,4-Dihydroxyphenylacetate, Homogentisate, 3,4-Dihydroxymandelaldehyde, 2,6-Dihydroxyphenylacetate, [PK] Orsellinic acid, Vanillate, 4-Hydroxymandelate, (S)-4-Hydroxymandelate, (R)-4-Hydroxymandelate, 2-Hydroxy-6-oxoocta-2,4,7-trienoate, 4-Hydroxymethylsalicylate, 4-Hydroxypheoxyacetate, 2,6-Dimethoxybenzoquinone, 1,2-Dihydrophthalic acid, 3-methylgentisate, 3-Hydroxymandelicacid, 5-MethoxysalicylicacidNA NA NA NA NA NA NA NA NA NA X258 4,21E-01 3,83E-01 4,90E-01 4,06E-01 3,39E-01 4,56E-01 4,80E-01 8,16E-01 6,65E-01 4,73E-01 9,93E-01 8,58E-01 1,77E-01 9,43E-01 -0,21 -0,26 -0,07 -0,21 -0,29 0,27 -0,03 -0,36 0,12 0,06 -0,05 0,04 0,29 -0,02

N-Acetyl-L-Leucine 0,001171112 0,02411068 T0 5.5 +/- 0.028 5.4 +/- 0.025 X382 met_1542_pFPPNeg 1542 pFPPNeg 172,0969 14,64 N-Acetyl-L-LeucineN-Acetyl-L-leucine, Swainsonine, Hexanoylglycine, Isovalerylalanine, Isovalerylsarcosine, N-Acetyl-D-allo-isoleucineN-Acetyl-L-LeucineNA NA NA NA NA NA NA NA NA X287 3,15E-02 3,61E-02 1,04E-03 1,05E-01 2,57E-01 3,54E-01 7,68E-01 1,39E-01 1,28E-01 1,63E-02 1,55E-01 5,76E-01 1,53E-01 6,47E-01 0,42 0,42 0,61 0,29 0,12 0,24 -0,15 0,34 0,14 0,44 -0,18 -0,14 0,45 0,11

N-Acetyl-Isoleucine, N-Acetyl-D-allo-isoleucine 0,004577637 0,04615784 T0 5.5 +/- 0.019 5.4 +/- 0.026 X380 met_1543_pFPPNeg 1543 pFPPNeg 172,0969 14,16 N-Acetyl-Isoleucine, N-Acetyl-D-allo-isoleucineN-Acetyl-L-leucine, Swainsonine, Hexanoylglycine, Isovalerylalanine, Isovalerylsarcosine, N-Acetyl-D-allo-isoleucineN-Acetyl-Isoleucine,  N-Acetyl-D-allo-isoleucineNA, NA NA, NA NA, NA NA, NA NA, NA NA, NA NA, NA NA, NA NA, NA X285 2,55E-01 2,71E-01 8,90E-01 2,47E-01 3,91E-01 5,45E-01 6,20E-01 4,52E-02 1,49E-01 3,33E-01 6,63E-01 8,64E-01 3,21E-01 2,12E-01 0,33 0,31 0,12 0,25 0,15 -0,18 0,19 0,19 0,15 0,26 -0,11 -0,04 0,20 0,30

Unk_159.138 0,00617981 0,04985046 M12 6.3 +/- 0.038 6.5 +/- 0.036 X301 met_1607_pFPPpos 1607 pFPPpos 159,138 19,78 NA Nonanoic acid, [FA methyl(8:0)] 6-methyl-octanoic acid, [FA methyl(8:0)] 7-methyl-octanoic acid, [FA methyl(8:0)] 2-methyl-octanoic acid, [FA (3:2/6:0)] 2-isopropyl-hexanoic acid, [FA trimethyl(6:0)] 3,5,5-trimethyl-hexanoic acid, [FA methyl(8:0)] 3-methyl-octanoic acid, [FA methyl(8:0)] 4-methyl-octanoic acid, [FA methyl(8:0)] 5-methyl-octanoic acid, [FA methyl(8:0)] d-6-methyl-octanoic acid, Oenanthicether, 7:0(6Me,6Me), 6-oxo-Nonan-1-ol, Heptyl acetate, hexyl propionate, propionyl hexanoate, formyl octanoate, butyl 2-methyl-butanoate, 2-Methylpropyl 2-methylbutanoate, 2-Methylbutyl 2-methylpropionate, 2-Methylbutyl butyrate, 3-Methylbutyl 2-methylpropionate, 3-Methylbutyl butyrate, 1-Methylbutyl 3-methylbutanoate, Isopropyl hexanoateNA NA NA NA NA NA NA NA NA NA X199 8,37E-01 9,00E-01 7,28E-01 6,24E-01 7,39E-01 1,83E-01 5,97E-01 2,20E-01 4,11E-01 9,24E-01 8,26E-01 8,14E-01 6,68E-01 6,58E-01 0,00 -0,03 -0,07 -0,01 -0,07 0,40 0,08 0,01 0,14 0,01 0,06 0,06 0,24 0,11

Unk_160.1332 0,000522614 0,01733483 M12 7.1 +/- 0.052 7.3 +/- 0.063 X306 met_1635_pFPPpos 1635 pFPPpos 160,1332 19,11 NA DL-2-Aminooctanoicacid, [FA amino(8:0)] 3-amino-octanoic acid, Methacholine, PropionylcholineNA NA NA NA NA NA NA NA NA NA X202 6,94E-01 7,22E-01 9,46E-01 5,30E-01 4,74E-01 6,38E-01 8,33E-01 9,33E-01 7,92E-01 9,03E-01 7,93E-01 6,52E-01 8,05E-02 5,76E-01 0,05 0,04 0,06 0,10 0,15 -0,01 -0,21 0,16 -0,05 -0,03 -0,01 -0,11 -0,31 0,14

Hexose 0,001411438 0,02411068 T0 7.1 +/- 0.021 7 +/- 0.024 X433 met_1716_pFPPNeg 1716 pFPPNeg 179,0552 2,54 Hexose D-Glucose, myo-Inositol, D-Fructose, D-Mannose, beta-D-Glucose, D-Galactose, alpha-D-Glucose, D-Allose, L-Sorbose, D-Tagatose, L-Gulose, L-Rhamnonate, D-Hexose, D-Fuconate, L-Galactose, beta-D-Fructose, D-Sorbose, beta-D-Galactose, scyllo-Inositol, alpha-D-Galactose, 2-Deoxy-D-gluconate, L-Fuconate, D-Hamamelose, 1D-chiro-inositol, 1L-chiro-inositol, muco-Inositol, D-Altrose, D-Idose, D-Talose, D-Psicose, alpha-D-Mannose, Hexose, Ketose, Sorbose, Aldohexose, L-Fructose, beta-D-Mannose, Fructose(pyranose), D-Gulose, beta-D-Hamamelopyranose, alpha-L-Sorbopyranose, 2-keto-3-deoxy-L-mannonate, &alpha;-D-fructofuranose, &alpha;-D-fructopyranose, &beta;-D-fructopyranose, &alpha;-L-fructopyranose, &alpha;-L-fructofuranose, &beta;-L-fructofuranose, &beta;-L-mannose, &alpha;-L-mannose, L-glucose, neo-inositol, epi-inositol, cis-inositol, allo-inositol, D-gulopyranose, 3-Deoxyarabinohexonicacid, Theophylline, Theobromine, ParaxanthineHexose C6H12O6 NA NA C01381 NA NA NA 5709 NA X320 1,50E-01 1,39E-01 8,05E-02 2,02E-01 2,25E-01 2,80E-01 5,27E-01 7,42E-01 2,63E-01 2,83E-01 8,59E-01 3,63E-01 3,03E-01 5,23E-01 0,49 0,50 0,60 0,53 0,45 -0,19 0,15 0,33 0,45 0,32 0,24 -0,22 -0,37 0,16

3-(4-Hydroxyphenyl)lactate 0,000419617 0,01692454 T0 7.4 +/- 0.022 7.1 +/- 0.13 X448 met_1764_pFPPNeg 1764 pFPPNeg 181,0497 12,32 3-(4-Hydroxyphenyl)lactate3,4-dihydroxy-hydrocinnamic acid , DL-p-Hydroxyphenyllactic acid, 3-(4-Hydroxyphenyl)lactate, 3-Methoxy-4-hydroxyphenylglycolaldehyde, 3-(2,3-Dihydroxyphenyl)propanoate, homovanillate, cis-3-(3-Carboxyethenyl)-3,5-cyclohexadiene-1,2-diol, 3-Methoxy-4-hydroxyphenylacetate, (R)-3-(4-Hydroxyphenyl)lactate, Dihydrocaffeic acid, 2',6'-Dihydroxy-4'-methoxyacetophenone, ubiquinone-0, methylphoracetophenone, Isohomovanillicacid, 3-(3-hydroxyphenyl)-3-hydroxypropanoicacid, 2-deoxy-2-fluoro-&beta;-D-galactopyranosyl fluoride, FMPP3-(4-Hydroxyphenyl)lactateC9H10O4 Amino Acid MetabolismTyrosine metabolismC03672 HMDB00755 4-HYDROXYPHENYLLACTATENA 1430 JVGVDSSUAVXRDY-UHFFFAOYSA-NX333 9,60E-02 1,01E-01 1,10E-01 7,00E-02 3,73E-03 1,49E-01 1,60E-01 7,81E-02 4,71E-01 8,19E-01 7,29E-01 7,26E-01 1,28E-01 5,09E-01 0,39 0,39 0,38 0,42 0,63 -0,34 0,17 0,47 0,35 0,06 0,13 0,09 -0,38 0,16

L-Tyrosine 5,34E-05 0,00584666 T0 9.1 +/- 0.02 9 +/- 0.018 X467 met_2007_pFPPpos 2007 pFPPpos 182,0813 8,47 L-Tyrosine L-Tyrosine, 3-Amino-3-(4-hydroxyphenyl)propanoate, D-Tyrosine, L-threo-3-Phenylserine, o-Tyrosine, Tyrosine, 4-hydroxy-4-(3-pyridyl)-butanoate, &alpha;-aminooxy-&beta;-phenylpropionate, L-erythro-phenylserine, L-threo-phenylserine, 4-Hydroxy-4-(3-pyridyl)-butanoicacidL-Tyrosine C9H11NO3 Amino Acid MetabolismTyrosine metabolism__Phenylalanine, tyrosine and tryptophan biosynthesis__Novobiocin biosynthesis__Thiamine metabolism__Phenylpropanoid biosynthesis__Alkaloid biosynthesis IC00082 HMDB00158 TYR 60-18-4 6313 OUYCCCASQSFEME-QMMMGPOBSA-NX280 7,45E-02 8,83E-02 9,51E-02 1,93E-01 2,28E-01 9,07E-01 5,45E-01 3,43E-02 3,34E-01 2,53E-01 4,08E-01 1,23E-01 1,33E-01 4,77E-01 0,40 0,36 0,45 0,30 0,27 -0,06 -0,35 0,48 0,24 0,22 -0,04 -0,37 0,41 0,17

L-Kynurenine 0,001693726 0,02411068 T0 7.9 +/- 0.022 7.8 +/- 0.031 X723 met_2421_pFPPpos 2421 pFPPpos 209,0922 12,95 L-Kynurenine L-Kynurenine, Formyl-5-hydroxykynurenamine, (2S,3R,6S)-3-fluoro-2,6-diaminopimelate, (2R,3R,6S)-3-fluoro-2,6-diaminopimelate, (2S,3S,6S)-3-fluoro-2,6-diaminopimelate, (2R,3S,6S)-3-fluoro-2,6-diaminopimelate, Chalcone, 1-MethoxyphenanthreneL-Kynurenine C10H12N2O3Amino Acid MetabolismTryptophan metabolismC00328 HMDB00684 L-KYNURENINE2922-83-0 6258 YGPSJZOEDVAXAB-QMMMGPOBSA-NX362 4,51E-01 4,36E-01 8,07E-01 3,02E-01 1,53E-01 1,17E-01 7,28E-01 2,16E-01 2,01E-01 6,60E-01 9,22E-01 6,89E-01 7,07E-01 8,92E-01 0,35 0,35 0,19 0,38 0,54 -0,49 0,12 0,30 0,52 -0,11 -0,17 -0,10 -0,21 -0,03

Indolelactate 0,002399445 0,03056135 T0 7.3 +/- 0.026 7.2 +/- 0.034 X689 met_2438_pFPPNeg 2438 pFPPNeg 204,0659 17,07 Indolelactate Indolelactate, 5-Methoxyindoleacetate, Gentianamine, Swietenidin B, CinnamoylglycineIndolelactate C11H11NO3 Amino Acid MetabolismTryptophan metabolismC02043 HMDB00671 INDOLE_LACTATE1821-52-9 5916 XGILAAMKEQUXLS-UHFFFAOYSA-NX544 4,34E-02 4,36E-02 5,74E-02 3,57E-02 3,68E-02 6,61E-01 3,68E-02 1,85E-01 1,65E-02 6,71E-01 6,77E-01 8,08E-01 8,67E-01 2,57E-01 0,35 0,39 0,46 0,38 0,38 -0,22 0,33 0,20 0,35 0,06 0,12 -0,06 -0,14 -0,27

unk_107.0486 0,00202179 0,02718184 M12 6.4 +/- 0.11 6.9 +/- 0.07 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 NA X29 1,52E-02 1,64E-02 7,17E-02 1,36E-02 4,07E-02 9,57E-02 5,03E-01 4,89E-02 5,98E-02 6,98E-01 8,76E-02 8,03E-01 1,59E-01 7,75E-01 -0,63 -0,60 -0,51 -0,54 -0,36 0,36 0,14 -0,56 -0,40 -0,41 0,20 0,06 -0,34 0,07

Unk_107.0488 0,001693726 0,02411068 M12 5.4 +/- 0.032 5.5 +/- 0.028 X42 met_281_pFPPNeg 281 pFPPNeg 107,0488 14,43 NA Benzyl alcohol, 4-Cresol, o-Cresol, 3-Cresol, AnisoleNA NA NA NA NA NA NA NA NA NA X30 4,25E-01 4,45E-01 9,41E-01 3,09E-01 5,28E-01 4,93E-01 4,68E-01 6,88E-01 3,76E-01 3,88E-01 2,33E-01 8,70E-01 9,22E-01 6,27E-01 -0,24 -0,23 -0,18 -0,23 -0,01 -0,27 -0,01 -0,20 0,18 -0,29 0,07 -0,04 -0,12 -0,12

N-Acetyl-tyrosine 7,25E-05 0,00584666 T0 5.4 +/- 0.037 5.2 +/- 0.039 X834 met_2947_pFPPNeg 2947 pFPPNeg 222,0766 12,87 N-Acetyl-tyrosineBendiocarb, N-Acetyl-L-tyrosineN-Acetyl-tyrosineNA NA NA NA NA NA NA NA NA X680 4,82E-01 5,02E-01 7,22E-01 3,83E-01 2,24E-01 4,93E-01 7,89E-01 7,91E-02 2,70E-01 5,85E-01 6,22E-01 1,52E-01 6,83E-01 5,23E-01 0,23 0,20 0,06 0,18 0,31 -0,30 0,06 0,37 0,14 -0,14 -0,11 0,34 0,01 0,16

Unk_282.1196 0,003341675 0,03850882 T0 6.8 +/- 0.017 6.8 +/- 0.019 X1286 met_3095_pFPPpos 3095 pFPPpos 282,1196 8,86 NA 1-Methyladenosine, O6-Methyl-2'-deoxyguanosine, N(6)-methylformycin A, N6-Methyladenosine, 3'-O-Methyladenosine, 2'-O-MethyladenosineNA NA NA NA NA NA NA NA NA NA X554 5,30E-02 6,23E-02 4,85E-01 2,39E-02 3,08E-02 4,86E-01 3,24E-01 1,19E-01 1,17E-01 5,66E-01 3,26E-01 3,00E-01 2,20E-01 2,35E-01 0,35 0,31 0,21 0,34 0,41 -0,09 0,13 0,35 0,47 0,06 0,24 -0,25 -0,19 0,29

Dodecanedioic acid 0,000789642 0,01910934 M12 6.3 +/- 0.07 6.6 +/- 0.041 X888 met_3133_pFPPNeg 3133 pFPPNeg 229,1441 19,23 Dodecanedioic acidDodecanedioic acid, Diisopropyl adipateDodecanedioic acidC12H22O4 Lipids: Fatty AcylsFatty Acids and ConjugatesC02678 HMDB00623 CPD-10670 693-23-2 4676 TVIDDXQYHWJXFK-UHFFFAOYSA-NX730 4,19E-01 4,51E-01 3,39E-01 4,12E-01 4,18E-01 4,59E-01 2,30E-01 5,38E-01 9,57E-02 6,50E-01 4,38E-02 1,73E-01 2,24E-01 5,33E-01 -0,29 -0,26 -0,36 -0,30 -0,19 0,13 0,11 -0,12 -0,31 0,09 0,43 0,33 -0,27 0,15

L-gamma-glutamyl-L-valine 0,004577637 0,04615784 T0 5.9 +/- 0.024 5.8 +/- 0.023 X1020 met_3565_pFPPNeg 3565 pFPPNeg 245,114 9,78 L-gamma-glutamyl-L-valineGlu-Val, Leu-Asp, Ile-Asp, 2,4-diacetamido-2,4,6-trideoxy-&beta;-L-altropyranose, L-beta-aspartyl-L-leucine, L-gamma-glutamyl-L-valine, [PR] alpha-Santonin, [PR] beta-Santonin, Achillin, Ambrosin, Aromaticin, Desacetoxymatricarin, 7alpha-Hydroxydehydrocostus lactone, Xanthatin, Xerantholide, Zaluzanin C, lacinilene CL-gamma-glutamyl-L-valineC10H18N2O5Peptide NA NA HMDB11172 NA NA NA AQAKHZVPOOGUCK-UHFFFAOYSA-NX861 3,62E-02 3,89E-02 2,39E-02 4,86E-02 1,10E-01 7,93E-01 9,37E-01 2,26E-01 2,98E-01 2,11E-02 1,38E-01 7,97E-01 7,82E-01 6,42E-01 0,56 0,55 0,57 0,56 0,47 -0,12 -0,02 0,56 0,35 0,50 -0,13 -0,06 0,03 -0,11

Maleic acid 0,00617981 0,04985046 T0 6.5 +/- 0.017 6.4 +/- 0.029 X59 met_369_pFPPNeg 369 pFPPNeg 115,0023 4,16 Maleic acid Fumarate, Maleic acid, FormylpyruvateMaleic acid C4H4O4 Carbohydrate MetabolismButanoate metabolism__Nicotinate and nicotinamide metabolismC01384 HMDB00176 MALEATE 110-16-7 6653 VZCYOOQTPOCHFL-UPHRSURJSA-NX41 3,38E-01 3,59E-01 1,26E-01 3,68E-01 3,95E-01 3,36E-01 8,76E-01 8,49E-01 7,34E-02 9,40E-01 3,89E-01 5,71E-01 1,76E-01 3,51E-01 0,29 0,24 0,39 0,30 0,35 -0,26 0,10 0,18 0,63 0,03 0,30 -0,14 -0,43 0,23

Acetylglycine 0,000644684 0,01733483 M12 6.8 +/- 0.054 7.1 +/- 0.063 X65 met_386_pFPPNeg 386 pFPPNeg 116,034 2,56 Acetylglycine L-2-Amino-3-oxobutanoic acid, L-Aspartate 4-semialdehyde, 3-ketothreonine, succinamate, AcetylglycineAcetylglycine C4H7NO3 NA NA NA HMDB00532 NA NA NA OKJIRPAQVSHGFK-UHFFFAOYSA-NX44 7,68E-03 6,03E-03 2,16E-02 2,67E-02 3,88E-02 1,32E-01 9,19E-01 1,00E-02 6,21E-02 3,48E-01 6,60E-01 4,08E-01 3,07E-01 6,16E-01 -0,59 -0,61 -0,52 -0,51 -0,48 0,36 0,18 -0,51 -0,26 -0,23 0,15 0,20 -0,23 -0,12

Methylmalonate 0,003341675 0,03850882 M12 5.7 +/- 0.024 5.9 +/- 0.038 X70 met_397_pFPPNeg 397 pFPPNeg 117,018 4,31 MethylmalonateAcetoxyacetic acid, Dimethyl oxalate, Succinate, Methylmalonate, Methyl oxalate, 2-keto-4-hydroxybutyrate, D,L-malic semialdehyde, Erythrono-1-4-lactone, ThreonolactoneMethylmalonateC4H6O4 Nucleotide MetabolismPyrimidine metabolism__Valine, leucine and isoleucine degradation__Propanoate metabolismC02170 HMDB00202 CPD-546 516-05-2 6881 ZIYVHBGGAOATLY-UHFFFAOYSA-NX48 1,31E-02 1,02E-02 3,14E-01 2,28E-03 1,57E-02 6,68E-01 5,16E-04 1,17E-01 1,46E-02 8,87E-01 9,78E-01 3,87E-01 1,89E-01 1,63E-01 -0,56 -0,57 -0,24 -0,66 -0,55 0,11 -0,64 -0,41 -0,32 -0,04 -0,12 0,21 0,43 -0,33

alpha-N-Phenylacetyl-L-glutamine 0,003917694 0,04309464 M12 7.4 +/- 0.053 7.7 +/- 0.082 X1146 met_4018_pFPPNeg 4018 pFPPNeg 263,1037 13,61 alpha-N-Phenylacetyl-L-glutaminealpha-N-Phenylacetyl-L-glutamine, Formyl-N-acetyl-5-methoxykynurenamine, Phenylacetylglutamine, N1-acetyl-N2-formyl-5-methoxykynuraminealpha-N-Phenylacetyl-L-glutamineC13H16N2O4Amino Acid MetabolismPhenylalanine metabolismC04148 HMDB06344 CPD-1097 NA 10317 JFLIEFSWGNOPJJ-JTQLQIEISA-NX995 2,16E-02 2,15E-02 5,59E-02 2,27E-02 7,05E-02 5,16E-01 4,37E-02 3,28E-01 3,18E-02 2,54E-01 4,22E-01 3,75E-01 6,86E-01 7,00E-01 -0,55 -0,59 -0,54 -0,56 -0,41 0,18 -0,34 -0,44 -0,22 -0,29 -0,05 0,22 0,18 0,09

Glycine 0,001693726 0,02411068 M12 5.6 +/- 0.065 5.8 +/- 0.073 X8 met_51_pFPPNeg 51 pFPPNeg 74,0233 2,58 Glycine Glycine, NitroethaneGlycine C2H5NO2 Amino Acid MetabolismBile acid biosynthesis__Purine metabolism__Glycine, serine and threonine metabolism__Lysine degradation__Cyanoamino acid metabolism__Glutathione metabolism__Methane metabolism__Thiamine metabolism__Porphyrin and chlorophyll metabolism__Nitrogen metabolismC00037 HMDB00123 GLY 56-40-6 5460 DHMQDGOQFOQNFH-UHFFFAOYSA-NX5 3,36E-03 3,59E-03 4,03E-03 2,37E-02 2,62E-02 1,84E-01 2,97E-01 6,30E-03 1,75E-02 4,10E-01 3,07E-01 2,07E-01 3,31E-01 4,55E-01 -0,62 -0,62 -0,56 -0,55 -0,49 0,45 0,17 -0,61 -0,19 -0,16 0,08 0,30 -0,13 -0,18

Unk_464.3014 5,34E-05 0,00584666 M12 5.2 +/- 0.077 5.7 +/- 0.068 X1677 met_6995_pFPPNeg 6995 pFPPNeg 464,3014 18,3 NA Glycocholate, 3a-7b-12a-Trihydroxyoxocholanyl-GlycineNA NA NA NA NA NA NA NA NA NA X1854 1,24E-03 1,26E-03 3,30E-02 1,65E-03 5,03E-03 5,12E-02 1,52E-02 2,25E-02 4,33E-02 5,23E-01 1,35E-01 3,71E-01 5,17E-01 3,95E-01 -0,64 -0,65 -0,48 -0,68 -0,55 0,25 -0,08 -0,50 -0,24 -0,23 0,22 0,22 0,14 -0,21

Unk_528.2636 0,001693726 0,02411068 M12 5.8 +/- 0.088 6.1 +/- 0.089 X1753 met_7326_pFPPNeg 7326 pFPPNeg 528,2636 18,14 NA Asn-Leu-Phe-His, Gln-Phe-Val-His, Ile-Phe-Asn-His, Glycochenodeoxycholate 7-sulfate, N-[(3a-5b-7b)-7-hydroxy-24-oxo-3-(sulfooxy)cholan-24-yl]-Glycine, Glycochenodeoxycholate-3-sulfate, Ala-Phe-Arg-HisNA NA NA NA NA NA NA NA NA NA X1953 1,97E-03 1,76E-03 3,88E-02 1,09E-03 2,04E-03 4,87E-02 1,87E-01 6,45E-03 7,81E-02 6,11E-01 1,90E-02 9,32E-01 9,22E-01 7,21E-01 -0,66 -0,67 -0,48 -0,69 -0,66 0,46 0,16 -0,66 -0,21 -0,12 0,46 -0,02 0,00 -0,09

L-Valine 0,005329132 0,04960192 T0 9.5 +/- 0.027 9.2 +/- 0.097 X78 met_834_pFPPpos 834 pFPPpos 118,0865 3,52 L-Valine Isopentyl nitrite, L-Valine, Betaine, 5-Aminopentanoate, [FA amino(5:0)] 2S-amino-pentanoic acid, 4-Methylaminobutyrate, D-Norvaline, D-Valine, Amyl nitrite, [FA amino(5:0)] 4R-aminopentanoic acid, [FA amino(5:0)] 4S-aminopentanoic acid, [FA amino(5:0)] 4-amino-pentanoic acid, 2-Amino-2-methylbutanoate, 4-methylmorpholine N-Oxide, N,N-dimethyl-&beta;-alanine, 1-nitropentane, N-Methyl-a-aminoisobutyricacid, 2-Amino-3-methylbutanoic acidL-Valine C5H11NO2 Amino Acid MetabolismValine, leucine and isoleucine degradation__Valine, leucine and isoleucine biosynthesis__Penicillin and cephalosporin biosynthesis__Propanoate metabolism__Pantothenate and CoA biosynthesisC00183 HMDB00883 VAL 72-18-4 6321 KZSNJWFQEVHDMF-BYPYZUCNSA-NX63 5,09E-01 5,33E-01 6,52E-01 5,23E-01 9,83E-01 1,75E-01 7,04E-01 2,40E-01 8,20E-01 2,86E-01 8,86E-02 6,16E-01 6,56E-01 8,08E-02 0,16 0,15 0,11 0,16 -0,01 0,32 0,04 0,02 -0,20 0,26 -0,39 0,12 0,23 0,41

Unk_144.0656 0,000644684 0,01733483 M12 5.4 +/- 0.034 5.6 +/- 0.047 X176 met_873_pFPPNeg 873 pFPPNeg 144,0656 6,19 NA [FA oxo,amino(6:0)] 3-oxo-5S-amino-hexanoic acid, 6-Amino-2-oxohexanoate, L-2-Aminoadipate 6-semialdehyde, Allysine, 2-Amino-5-oxohexanoate, 5-hydroxy-pipecolate, Isobutyrylglycine, N-ButyrylglycineNA NA NA NA NA NA NA NA NA NA X129 2,18E-02 2,02E-02 5,81E-02 1,09E-02 2,38E-02 3,36E-02 3,63E-01 4,18E-01 1,89E-01 6,36E-01 4,56E-01 8,47E-01 4,96E-01 7,16E-01 -0,53 -0,53 -0,57 -0,56 -0,44 0,40 0,12 -0,34 -0,44 -0,24 0,07 0,05 0,27 -0,09
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