
A1-A2
ID MetaboliteMetab ID Kingdom SuperclassClass Subclass
pos_1007 Thymyl acetatemetab_10 Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
pos_1075 3,5,7-Trimethylepicatechinmetab_84 Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavans
pos_115 (3S,5R,6R,7E)-3,5,6-Trihydroxy-7-megastigmen-9-onemetab_165Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
pos_1210 Indoleacetaldehydemetab_233Organic compoundsOrganoheterocyclic compoundsIndoles and derivativesIndoles
pos_1428 Glycyl-Methioninemetab_471Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_1500 Morph metab_545Organic compoundsOrganoheterocyclic compoundsOxazinanesMorpholines
pos_152 3-Hydroxy-10'-apo-b,y-carotenalmetab_566Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesterterpenoids
pos_160 DG(8:0/0:0/20:3(8Z,11Z,14Z)-2OH(5,6))metab_654Not AvailableNot AvailableNot AvailableNot Available
pos_163 Mosinone Ametab_686Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
pos_1630 N2-(gamma-Glutamyl)-4-carboxyphenylhydrazinemetab_687Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_1690 SN38 glucuronidemetab_752Organic compoundsAlkaloids and derivativesCamptothecinsNot Available
pos_1725 Gibberellin A4metab_789Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids
pos_173 Norethindronemetab_794Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesEstrane steroids
pos_1751 Diosmetin 7-O-beta-D-glucopyranosidemetab_818Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_1755 Diazoethanemetab_822Organic compoundsOrganic 1,3-dipolar compoundsPropargyl-type 1,3-dipolar organic compoundsDiazo compounds
pos_1784 3-Methylindolemetab_853Organic compoundsOrganoheterocyclic compoundsIndoles and derivativesIndoles
pos_1834 Tyrosyl-Leucinemetab_905Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_1887 Oryzalide Ametab_961Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene lactones
pos_1997 Minocyclinemetab_1081Organic compoundsPhenylpropanoids and polyketidesTetracyclinesNot Available
pos_2080 Dihydrocumambrin Ametab_1172Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene lactones
pos_2197 Glucoliquiritin apiosidemetab_1296Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_2216 Methionyl-Asparaginemetab_1318Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_2233 Kuwanol E metab_1336Organic compoundsPhenylpropanoids and polyketidesDiarylheptanoidsLinear diarylheptanoids
pos_2234 Jasmonic acidmetab_1337Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
pos_2236 (Z)-3-Methyl-2-(2-pentenyl)-2-cyclopenten-1-onemetab_1339Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_2268 Leukotriene C5metab_1374Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_2281 Cortolone-3-glucuronidemetab_1388Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSteroidal glycosides
pos_24 Dinotefuranmetab_1511Organic compoundsOrganic nitrogen compoundsOrganonitrogen compoundsGuanidines
pos_2507 1-(9Z-Nonadecenoyl)-glycero-3-phosphoethanolaminemetab_1617Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphoethanolamines
pos_2530 DG(16:0/0:0/18:3(10,12,15)-OH(9))metab_1636Not AvailableNot AvailableNot AvailableNot Available
pos_2531 PS(22:5(4Z,7Z,10Z,13Z,16Z)/20:5(5Z,8Z,11Z,14Z,17Z))metab_1637Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphoserines
pos_2560 DG(18:3(9Z,12Z,15Z)/16:1(9Z)/0:0)metab_1668Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
pos_2623 PC(16:1(9Z)/22:0)metab_1730Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphocholines
pos_3058 DG(20:5(7Z,9Z,11E,13E,17Z)-3OH(5,6,15)/0:0/16:0)metab_2187Not AvailableNot AvailableNot AvailableNot Available
pos_3060 DG(18:4(6Z,9Z,12Z,15Z)/16:0/0:0)metab_2189Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
pos_3110 PE(22:0/20:2(11Z,14Z))metab_2237Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphoethanolamines
pos_3140 Docosahexaenoic acidmetab_2266Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
pos_3184 Phoenicoxanthinmetab_2310Organic compoundsLipids and lipid-like moleculesPrenol lipidsTetraterpenoids
pos_3236 Furanodienonemetab_2361Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
pos_3261 DG(16:0/PGE2/0:0)metab_2388Not AvailableNot AvailableNot AvailableNot Available
pos_3272 Barringtogenol Cmetab_2397Organic compoundsLipids and lipid-like moleculesPrenol lipidsTriterpenoids
pos_3458 Persicachromemetab_2578Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids
pos_3462 Guaiazulenemetab_2582Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
pos_3478 3-Phenylpropyl acetatemetab_2595Organic compoundsBenzenoidsBenzene and substituted derivativesNot Available
pos_3553 12-oxo-PDAmetab_2666Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
pos_3578 9-Hydroxymegastigma-4,6,7-trien-3-onemetab_2690Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
pos_3587 LysoPE(20:3(11Z,14Z,17Z)/0:0)metab_2699Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphoethanolamines
pos_3664 MG(PGD2/0:0/0:0)metab_2780Not AvailableNot AvailableNot AvailableNot Available
pos_3731 Dicyclopentadienemetab_2851Organic compoundsHydrocarbonsPolycyclic hydrocarbonsNot Available
pos_3773 F1alpha metab_2893Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_3808 (S)-3-Hydroxydodecanoyl-CoAmetab_2928Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl thioesters
pos_3873 2-Methyl-2-cyclopenten-1-onemetab_2999Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_3929 Leukotriene E4metab_3058Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
pos_3994 2-Methyl-3-(2-pentenyl)-2-cyclopenten-1-onemetab_3128Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_4027 Cuminaldehydemetab_3166Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
pos_4045 Gibberellin A51-catabolitemetab_3184Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids



pos_4048 Arlatin metab_3187Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene lactones
pos_4120 Chrysosplenetinmetab_3266Organic compoundsPhenylpropanoids and polyketidesFlavonoidsO-methylated flavonoids
pos_4167 Kainic acidmetab_3312Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_4233 Linalool 3,7-oxide beta-primeverosidemetab_3384Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_4235 Isofraxidin metab_3386Organic compoundsPhenylpropanoids and polyketidesCoumarins and derivativesHydroxycoumarins
pos_4306 17alpha-Estradiolmetab_3462Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesEstrane steroids
pos_4310 (7'R,8'R)-4,7'-Epoxy-3'-methoxy-4',5,9,9'-lignanetetrol 9'-glucosidemetab_3467Organic compoundsPhenylpropanoids and polyketides2-arylbenzofuran flavonoidsNot Available
pos_4311 Resolvin E2metab_3468Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
pos_4324 S-Lactoylglutathionemetab_3482Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_4483 N'-Hydroxymethylnorcotininemetab_3652Organic compoundsOrganoheterocyclic compoundsPyridines and derivativesPyrrolidinylpyridines
pos_4521 17-AAG metab_3695Organic compoundsPhenylpropanoids and polyketidesMacrolactamsNot Available
pos_4601 Oryzalide Bmetab_3783Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene lactones
pos_4667 Sterigmatocystinmetab_3847Organic compoundsPhenylpropanoids and polyketidesSterigmatocystinsNot Available
pos_4668 1-Naphthylaminemetab_3848Organic compoundsBenzenoidsNaphthalenesNot Available
pos_4692 Dauricine metab_3875Organic compoundsOrganoheterocyclic compoundsIsoquinolines and derivativesBenzylisoquinolines
pos_4703 Subaphyllinemetab_3888Organic compoundsPhenylpropanoids and polyketidesCinnamic acids and derivativesHydroxycinnamic acids and derivatives
pos_4713 2-Hydroxy-2,6,6-trimethylcyclohexanonemetab_3899Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_4721 9-Oxo-nonanoic acidmetab_3908Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
pos_4831 Aucubin metab_4026Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
pos_4882 Gynocardinmetab_4079Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_4976 Hydroxyprolylhydroxyprolinemetab_4180Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_501 Secologanatemetab_4218Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
pos_5147 1-Ethyl-2-pyrrolidinonemetab_4363Organic compoundsOrganoheterocyclic compoundsPyrrolidinesN-alkylpyrrolidines
pos_5188 Luteone 7-glucosidemetab_4406Organic compoundsPhenylpropanoids and polyketidesIsoflavonoidsIsoflavonoid O-glycosides
pos_5200 Trigonellinemetab_4418Organic compoundsAlkaloids and derivativesNot AvailableNot Available
pos_53 Delta-12-PGJ2metab_4518Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
pos_59 6-beta-D-Glucopyranosyl-4',5-dihydroxy-3',7-dimethoxyflavonemetab_4813Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_63 Estradiol 17-sulfatemetab_4855Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSulfated steroids
pos_802 DG(20:5(7Z,9Z,11E,13E,17Z)-3OH(5,6,15)/16:0/0:0)metab_5038Not AvailableNot AvailableNot AvailableNot Available
pos_860 Androsta-4,16-dien-3-onemetab_5100Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesAndrostane steroids
pos_863 Tenuazonic acidmetab_5103Organic compoundsOrganoheterocyclic compoundsPyrrolines Not Available
pos_869 Indoxacarbmetab_5109Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylcarbamic acid esters
pos_874 7a-Hydroxydehydroepiandrosteronemetab_5115Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesAndrostane steroids
pos_940 Pregnanetriol 3a-O-b-D-glucuronidemetab_5189Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSteroidal glycosides
pos_995 5(6)-Epoxy Prostaglandin E1metab_5249Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
pos_301 Aspartic Acidmetab_5260Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_1040 Betonicinemetab_5329Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_1045 Succinic Acidmetab_5334Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesDicarboxylic acids and derivatives
neg_1059 2-Aminoheptanedioic Acidmetab_5349Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_1068 3',4',5'-Trimethoxytricetin 7-[rhamnosyl-(1->6)-glucoside]metab_5359Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_1082 LL-2,6-Diaminopimelic Acidmetab_5375Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_1138 8-Hydroxyguaninemetab_5437Organic compoundsOrganoheterocyclic compoundsImidazopyrimidinesPurines and purine derivatives
neg_1207 (R)-Pantothenic acid 4'-O-b-D-glucosidemetab_5514Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_1341 Fleroxacin metab_5662Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
neg_1353 5-Hydroxyconiferyl alcoholmetab_5675Organic compoundsBenzenoidsPhenols Methoxyphenols
neg_1519 Prenyl glucosidemetab_5858Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_1611 (S)-2-Aceto-2-hydroxybutanoic acidmetab_5959Organic compoundsOrganic acids and derivativesKeto acids and derivativesShort-chain keto acids and derivatives
neg_1613 Fursultiaminemetab_5961Organic compoundsOrganoheterocyclic compoundsDiazines Pyrimidines and pyrimidine derivatives
neg_1677 Ethyl 7-epi-12-hydroxyjasmonate glucosidemetab_6030Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_1707 3'-(2''-Galloylglucosyl)-phloroacetophenonemetab_6063Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_1745 Scopoletinmetab_6104Organic compoundsPhenylpropanoids and polyketidesCoumarins and derivativesHydroxycoumarins
neg_1872 4-Hydroxynonenalmetab_6241Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
neg_1912 Undecanedioic acidmetab_6286Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
neg_1977 Leurubicinmetab_6355Organic compoundsPhenylpropanoids and polyketidesAnthracyclinesNot Available
neg_2013 LysoPA(22:2(13Z,16Z)/0:0)metab_6394Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphates
neg_2074 Capsiate metab_6457Organic compoundsBenzenoidsPhenols Methoxyphenols
neg_2094 20-carboxy-LTB4metab_6477Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
neg_2146 Apramycinmetab_6532Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates



neg_2162 3-Methoxyanthranilatemetab_6549Organic compoundsBenzenoidsBenzene and substituted derivativesBenzoic acids and derivatives
neg_2188 11beta,17beta-Dihydroxy-4-androsten-3-onemetab_6576Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesAndrostane steroids
neg_2228 Testosteronemetab_6621Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSulfated steroids
neg_2255 4-Androstenediolmetab_6648Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesAndrostane steroids
neg_2271 MG(20:3(6,8,11)-OH(5)/0:0/0:0)metab_6666Not AvailableNot AvailableNot AvailableNot Available
neg_228 (S)-2,3-Dihydro-3,5-dihydroxy-2-oxo-3-indoleacetic acid 5-[glucosyl-(1->4)-b-D-glucoside]metab_6675Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_2280 9-Hydroxy-10,12-Octadecadienoic Acidmetab_6676Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
neg_2316 Ineketone metab_6713Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids
neg_2349 Pheophorbide ametab_6748Not AvailableNot AvailableNot AvailableNot Available
neg_2350 Enalapril metab_6750Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_2384 Soyasaponin IIImetab_6783Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_2418 Ouabain metab_6818Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSteroid lactones
neg_277 L-Hypoglycin Ametab_7194Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_300 Solerol metab_7439Organic compoundsOrganoheterocyclic compoundsLactones Not Available
neg_3190 Triton X-100metab_7635Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylpropanes
neg_3219 15H-11,12-EETAmetab_7667Organic compoundsOrganic acids and derivativesHydroxy acids and derivativesMedium-chain hydroxy acids and derivatives
neg_3301 Prostaglandin F2bmetab_7754Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
neg_3304 Nandrolonemetab_7757Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesEstrane steroids
neg_3316 19-Oxotestosteronemetab_7769Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesAndrostane steroids
neg_3341 Octinoxatemetab_7796Organic compoundsPhenylpropanoids and polyketidesCinnamic acids and derivativesCinnamic acid esters
neg_3361 12S-HHT metab_7816Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
neg_3366 DG(20:5(7Z,9Z,11E,13E,17Z)-3OH(5,6,15)/0:0/2:0)metab_7819Not AvailableNot AvailableNot AvailableNot Available
neg_3386 Estriol metab_7841Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesEstrane steroids
neg_3399 11-Dehydro-thromboxane B2metab_7854Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
neg_3404 Ubiquinone-2metab_7860Organic compoundsLipids and lipid-like moleculesPrenol lipidsQuinone and hydroquinone lipids
neg_3451 Lysophosphatidylinositolmetab_7907Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphoinositols
neg_3509 Cinncassiol D1metab_7967Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
neg_3511 (x)-2-Heptanol glucosidemetab_7970Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_3549 Cinncassiol Ametab_8007Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene lactones
neg_3577 1-[2-Amino-6-(3,5-dimethoxyphenyl)pyrido[2,3-d]pyrimidin-7-yl]-3-tert-butylureametab_8038Organic compoundsOrganoheterocyclic compoundsPyridines and derivativesPhenylpyridines
neg_3591 1,5-Diphenylcarbazidemetab_8054Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylhydrazines
neg_3611 4-p-Coumaroylquinic acidmetab_8077Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsAlcohols and polyols
neg_3625 2-Decarboxybetaninmetab_8091Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_3678 Aromadendrinmetab_8147Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavans
neg_3680 Traumatic acidmetab_8150Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
neg_3728 (2r)-1,1,1-Trifluoro-2-{4-[(2s)-2-{[(3s)-3-Methylmorpholin-4-Yl]methyl}-4-(Thiophen-2-Ylsulfonyl)piperazin-1-Yl]phenyl}propan-2-Olmetab_8201Organic compoundsOrganoheterocyclic compoundsDiazinanesPiperazines
neg_3836 3,3',4'-Trihydroxyflavone 3-O-[a-L-rhamnopyranosyl-(1->2)[a-L-rhamnopyranosyl-(1->6)]-b-D-glucopyranoside]metab_8319Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_3872 Kanokoside Cmetab_8359Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
neg_3875 Kaempferol 3-rhamnoside-7-glucosidemetab_8362Organic compoundsLignans, neolignans and related compoundsFuranoid lignansTetrahydrofuran lignans
neg_3885 Sucrose 1',4'-(4,4'-dihydroxy-3,3'-dimethoxy-b-truxinate)metab_8373Organic compoundsPhenylpropanoids and polyketidesStilbenes Stilbene glycosides
neg_3924 15-Hydroxynorandrostene-3,17-dione glucuronidemetab_8417Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSteroidal glycosides
neg_4033 (ent-6alpha,7alpha)-6,7-Dihydroxy-16-kauren-19-oic acidmetab_8538Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids
neg_4060 Lofepraminemetab_8568Organic compoundsOrganoheterocyclic compoundsBenzazepinesDibenzazepines
neg_4120 N-Acetyl-L-phenylalaninemetab_8630Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_4175 3,4-Methylenedioxybenzoic acidmetab_8689Organic compoundsOrganoheterocyclic compoundsBenzodioxolesNot Available
neg_4195 6-methylthiohexyldesulfoglucosinolatemetab_8711Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_4198 2-dehydropantoatemetab_8714Organic compoundsOrganic acids and derivativesKeto acids and derivativesShort-chain keto acids and derivatives
neg_4205 Trifluoroacetyl-l-lysyl-l-alaninanilidemetab_8723Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_423 5,7-Dihydroxy-6-methoxyflavone 5-rhamnosidemetab_8749Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_4281 4-O-Methyl-a-D-glucosyl-(1->2)-b-D-xylosyl-(1->4)-D-xylosemetab_8806Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_4340 Adipic acidmetab_8872Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
neg_4411 Geniposidic acidmetab_8951Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_4583 Asparaginyl-Prolinemetab_9138Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_4613 Tuliposide Ametab_9171Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_4615 Lippioside IImetab_9173Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_4658 Gamma-Glutamylvalinemetab_9220Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_4716 Phaseic acidmetab_9285Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
neg_4752 1-(beta-D-Ribofuranosyl)-1,4-dihydronicotinamidemetab_9325Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates



neg_513 9-Hydroxynon-2-enalmetab_9712Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
neg_5186 2-Amino-4-[carbamimidoyl(methyl)amino]butanoic acidmetab_9774Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_579 Carboprost methylmetab_9979Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
neg_637 (4R,5S,7R,11S)-11,12-Dihydroxy-1(10)-spirovetiven-2-one 11-glucosidemetab_10044Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_968 D-Digitoxosemetab_10400Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_4912 Isocitric Acidmetab_10438Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesTricarboxylic acids and derivatives
A3-A1
ID MetaboliteMetab ID Kingdom SuperclassClass Subclass
pos_1063 Scoparin 2''-glucosidemetab_71 Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_1065 Cosmosiin metab_73 Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_1071 Capsicum annuum Fluorescent chlorophyll catabolitemetab_80 Organic compoundsOrganoheterocyclic compoundsTetrapyrroles and derivativesNot Available
pos_1087 4,4'-Dihydroxy-3,3'-dimethoxy-9,9'-epoxylignanmetab_97 Organic compoundsLignans, neolignans and related compoundsFuranoid lignansTetrahydrofuran lignans
pos_1088 (7'R)-(+)-Lyoniresinol 9'-glucosidemetab_98 Organic compoundsLignans, neolignans and related compoundsLignan glycosidesNot Available
pos_109 Indoleacrylic acidmetab_100Organic compoundsOrganoheterocyclic compoundsIndoles and derivativesIndoles
pos_1130 Chrysaloinmetab_144Organic compoundsBenzenoidsAnthracenesNot Available
pos_1137 3-O-Caffeoyl-4-O-methylquinic acidmetab_151Organic compoundsBenzenoidsBenzene and substituted derivativesAnilides
pos_128 6-O-Galloylsucrosemetab_309Organic compoundsBenzenoidsBenzene and substituted derivativesBenzoic acids and derivatives
pos_131 Neocnidolidemetab_343Organic compoundsOrganoheterocyclic compoundsIsobenzofuransNot Available
pos_142 PGB1 metab_463Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
pos_16 Blumealactone Ametab_653Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
pos_1630 N2-(gamma-Glutamyl)-4-carboxyphenylhydrazinemetab_687Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_1708 3-Pyridinecarboximidamide, N-(2-hydroxy-3-(1-piperidinyl)propoxy)-metab_771Organic compoundsOrganoheterocyclic compoundsPyridines and derivativesNot Available
pos_1724 Ser-Leu metab_788Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_1725 Gibberellin A4metab_789Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids
pos_1755 Diazoethanemetab_822Organic compoundsOrganic 1,3-dipolar compoundsPropargyl-type 1,3-dipolar organic compoundsDiazo compounds
pos_1784 3-Methylindolemetab_853Organic compoundsOrganoheterocyclic compoundsIndoles and derivativesIndoles
pos_1817 Coniferin metab_888Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_1861 4-O-p-Coumaroylquinic acidmetab_933Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsAlcohols and polyols
pos_1919 Genipin metab_997Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
pos_1934 Trans-cinnamoyl-beta-D-glucosidemetab_1014Organic compoundsPhenylpropanoids and polyketidesCinnamic acids and derivativesCinnamic acid esters
pos_2010 1-Aminocyclohexanecarboxylic acidmetab_1098Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_2020 Trans-Piceidmetab_1108Organic compoundsPhenylpropanoids and polyketidesStilbenes Stilbene glycosides
pos_221 2-Phenylethanol glucuronidemetab_1311Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_223 Rothindin metab_1332Organic compoundsPhenylpropanoids and polyketidesIsoflavonoidsIsoflavonoid O-glycosides
pos_228 Trans-p-Feruloyl-beta-D-glucopyranosidemetab_1386Organic compoundsPhenylpropanoids and polyketidesCinnamic acids and derivativesHydroxycinnamic acids and derivatives
pos_233 Kaempferol 3-[apiosyl-(1->2)-galactoside]metab_1442Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_24 Dinotefuranmetab_1511Organic compoundsOrganic nitrogen compoundsOrganonitrogen compoundsGuanidines
pos_2420 Methylcellulosemetab_1531Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_2527 FAHFA(16:0/13-O-18:0)metab_1633Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
pos_2687 DG(18:3(6Z,9Z,12Z)/16:0/0:0)metab_1795Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
pos_3039 2-Hydroxy-p-mentha-1,8-dien-6-onemetab_2168Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
pos_325 L-2-Amino-4-methylenepentanedioic acidmetab_2375Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_3449 2-Quinolinecarboxylic acidmetab_2569Organic compoundsOrganoheterocyclic compoundsQuinolines and derivativesQuinoline carboxylic acids
pos_3484 Tebuconazolemetab_2602Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylbutylamines
pos_3500 6-Hydroxypentadecanedioic acidmetab_2615Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
pos_3560 Dehydrocurdionemetab_2673Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
pos_3653 Octadeca-2,4-dienedioic acidmetab_2769Not AvailableNot AvailableNot AvailableNot Available
pos_3818 Desmethyladinazolammetab_2939Organic compoundsOrganoheterocyclic compoundsBenzodiazepines1,4-benzodiazepines
pos_4120 Chrysosplenetinmetab_3266Organic compoundsPhenylpropanoids and polyketidesFlavonoidsO-methylated flavonoids
pos_4130 Swertiajaponinmetab_3276Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_4131 Isovitexin metab_3277Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty amides
pos_4205 Hispidulosidemetab_3355Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_4215 4-O,6-O-Benzylidene-alpha-D-glucopyranosemetab_3365Organic compoundsOrganoheterocyclic compoundsPyranodioxinsNot Available
pos_4250 Coniferaldehydemetab_3403Organic compoundsBenzenoidsPhenols Methoxyphenols
pos_4284 Isoorientinmetab_3439Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_4327 13-Hydroxy-5'-O-methylmelledonalmetab_3484Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
pos_4333 Kaempferol 3-O-Sophorosidemetab_3490Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_4337 Aminodextranmetab_3494Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides



pos_4397 Vanilloyl glucosemetab_3559Organic compoundsPhenylpropanoids and polyketidesTannins Hydrolyzable tannins
pos_4405 Hypoglycin Bmetab_3568Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_4426 N-succinyl-chitosanmetab_3591Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_4476 7-Hydroxy-6-(methoxyacetyl)-2,2-dimethyl-2H-1-benzopyranmetab_3644Organic compoundsOrganoheterocyclic compoundsBenzopyrans1-benzopyrans
pos_4549 Gamma-Glu-leumetab_3724Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_4585 Cefetametmetab_3764Organic compoundsOrganoheterocyclic compoundsLactams Beta lactams
pos_4667 Sterigmatocystinmetab_3847Organic compoundsPhenylpropanoids and polyketidesSterigmatocystinsNot Available
pos_4668 1-Naphthylaminemetab_3848Organic compoundsBenzenoidsNaphthalenesNot Available
pos_4682 Fasoracetammetab_3864Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_470 1,4-Ipomeadiolmetab_3884Organic compoundsOrganoheterocyclic compoundsHeteroaromatic compoundsNot Available
pos_4713 2-Hydroxy-2,6,6-trimethylcyclohexanonemetab_3899Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_4721 9-Oxo-nonanoic acidmetab_3908Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
pos_4737 Glycyl-leucinemetab_3925Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_478 Isoorientin 2''-[feruloyl-(->6)-glucoside]metab_3971Organic compoundsLignans, neolignans and related compoundsLignan glycosidesNot Available
pos_481 7-Oxomatairesinolmetab_4004Organic compoundsLignans, neolignans and related compoundsFuranoid lignansTetrahydrofuran lignans
pos_4882 Gynocardinmetab_4079Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_5147 1-Ethyl-2-pyrrolidinonemetab_4363Organic compoundsOrganoheterocyclic compoundsPyrrolidinesN-alkylpyrrolidines
pos_5152 Pipecolic Acidmetab_4369Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_53 Delta-12-PGJ2metab_4518Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
pos_5416 N-Methyl-L-Prolinemetab_4645Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_5452 Putrescine metab_4683Organic compoundsOrganic nitrogen compoundsOrganonitrogen compoundsAmines
pos_57 Glycitin metab_4791Organic compoundsPhenylpropanoids and polyketidesIsoflavonoidsIsoflavonoid O-glycosides
pos_59 6-beta-D-Glucopyranosyl-4',5-dihydroxy-3',7-dimethoxyflavonemetab_4813Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_6 Neocarlinosidemetab_4824Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_860 Androsta-4,16-dien-3-onemetab_5100Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesAndrostane steroids
pos_863 Tenuazonic acidmetab_5103Organic compoundsOrganoheterocyclic compoundsPyrrolines Not Available
pos_869 Indoxacarbmetab_5109Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylcarbamic acid esters
pos_874 7a-Hydroxydehydroepiandrosteronemetab_5115Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesAndrostane steroids
pos_888 Pentamethylchromanolmetab_5130Organic compoundsOrganoheterocyclic compoundsBenzopyrans1-benzopyrans
pos_668 LysoPC(18:0/0:0)metab_5275Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphocholines
neg_1019 L-Gulonolactonemetab_5307Organic compoundsOrganoheterocyclic compoundsLactones Gamma butyrolactones
neg_1040 Betonicinemetab_5329Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_1082 LL-2,6-Diaminopimelic Acidmetab_5375Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_1138 8-Hydroxyguaninemetab_5437Organic compoundsOrganoheterocyclic compoundsImidazopyrimidinesPurines and purine derivatives
neg_1160 8-Epiloganic acidmetab_5462Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_1223 Gentiopicrosidemetab_5532Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_1269 ALA-ILE metab_5581Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_1473 Feruloylquinic Acidmetab_5807Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_1597 Diosbulbinoside Fmetab_5942Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_1648 (2S,4S,6S)-2-[2-(4-Hydroxy-3-meyhoxyphenyl)ethyl]tetrahydro-6-(4,5-dihydroxy-3-methoxyphenyl)-2H-pyran-4-olmetab_5998Organic compoundsPhenylpropanoids and polyketidesDiarylheptanoidsLinear diarylheptanoids
neg_1666 Secoisolariciresinolmetab_6018Organic compoundsLignans, neolignans and related compoundsDibenzylbutane lignansDibenzylbutanediol lignans
neg_1698 2-(3-Hydroxyphenyl)ethanol 1'-glucosidemetab_6052Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_17 Shikimic acidmetab_6054Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsAlcohols and polyols
neg_1707 3'-(2''-Galloylglucosyl)-phloroacetophenonemetab_6063Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_1742 Berberine metab_6101Organic compoundsAlkaloids and derivativesProtoberberine alkaloids and derivativesNot Available
neg_1765 8-(2-Diethoxyphosphorylethoxymethyl)-N-[(2,4-difluorophenyl)methyl]-1-hydroxy-7-methoxy-8-methyl-2,9-dioxo-6,7-dihydroquinolizine-3-carboxamidemetab_6126Organic compoundsOrganoheterocyclic compoundsQuinolizinesNot Available
neg_1771 Frangulosidemetab_6133Organic compoundsBenzenoidsAnthracenesAnthraquinones
neg_1863 Pratenol Ametab_6232Organic compoundsOrganoheterocyclic compoundsBenzopyrans1-benzopyrans
neg_2013 LysoPA(22:2(13Z,16Z)/0:0)metab_6394Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphates
neg_2014 2,4-Dinitrophenolmetab_6395Organic compoundsBenzenoidsPhenols Nitrophenols
neg_2074 Capsiate metab_6457Organic compoundsBenzenoidsPhenols Methoxyphenols
neg_2094 20-carboxy-LTB4metab_6477Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
neg_2146 Apramycinmetab_6532Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_2147 Perilloside Ametab_6533Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_2188 11beta,17beta-Dihydroxy-4-androsten-3-onemetab_6576Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesAndrostane steroids
neg_2228 Testosteronemetab_6621Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSulfated steroids
neg_2255 4-Androstenediolmetab_6648Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesAndrostane steroids
neg_2316 Ineketone metab_6713Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids



neg_249 4-Hydroxy-5-(3',5'-dihydroxyphenyl)-valeric acid-O-glucuronidemetab_6887Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_3190 Triton X-100metab_7635Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylpropanes
neg_3219 15H-11,12-EETAmetab_7667Organic compoundsOrganic acids and derivativesHydroxy acids and derivativesMedium-chain hydroxy acids and derivatives
neg_3301 Prostaglandin F2bmetab_7754Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
neg_3304 Nandrolonemetab_7757Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesEstrane steroids
neg_3316 19-Oxotestosteronemetab_7769Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesAndrostane steroids
neg_3317 19-Norandrostenedionemetab_7770Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesEstrane steroids
neg_3330 Pinometostatmetab_7785Organic compoundsNucleosides, nucleotides, and analogues5''-deoxyribonucleosidesNot Available
neg_3341 Octinoxatemetab_7796Organic compoundsPhenylpropanoids and polyketidesCinnamic acids and derivativesCinnamic acid esters
neg_3366 DG(20:5(7Z,9Z,11E,13E,17Z)-3OH(5,6,15)/0:0/2:0)metab_7819Not AvailableNot AvailableNot AvailableNot Available
neg_3386 Estriol metab_7841Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesEstrane steroids
neg_3399 11-Dehydro-thromboxane B2metab_7854Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
neg_3404 Ubiquinone-2metab_7860Organic compoundsLipids and lipid-like moleculesPrenol lipidsQuinone and hydroquinone lipids
neg_3419 [6]-Gingerdionemetab_7875Organic compoundsBenzenoidsPhenols Methoxyphenols
neg_3472 Fexaraminemetab_7930Organic compoundsBenzenoidsBenzene and substituted derivativesBiphenyls and derivatives
neg_349 Kaempferol 3-gluco-xylosidemetab_7948Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_3509 Cinncassiol D1metab_7967Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
neg_3549 Cinncassiol Ametab_8007Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene lactones
neg_3625 2-Decarboxybetaninmetab_8091Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_3684 Chlorazinemetab_8154Organic compoundsOrganoheterocyclic compoundsBenzothiazinesPhenothiazines
neg_3895 Moracin P metab_8384Organic compoundsPhenylpropanoids and polyketides2-arylbenzofuran flavonoidsNot Available
neg_3945 Etoposide glucuronidemetab_8440Organic compoundsOrganoheterocyclic compoundsDiazines Pyrimidines and pyrimidine derivatives
neg_3981 Cichorioside Dmetab_8479Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_4011 Luteolin-6-C-Glucosidemetab_8514Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_4015 Eriojaposide Ametab_8518Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_4037 Sinapyl alcoholmetab_8542Organic compoundsBenzenoidsPhenols Methoxyphenols
neg_405 Isorhamnetin 3-O-[b-D-glucopyranosyl-(1->2)-a-L-rhamnopyranoside]metab_8556Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_4085 Parasorbic acidmetab_8591Organic compoundsOrganoheterocyclic compoundsPyrans Pyranones and derivatives
neg_4120 N-Acetyl-L-phenylalaninemetab_8630Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_4121 Vicenin metab_8631Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_4141 Paeoniflorinmetab_8653Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_4165 MURABUTIDEmetab_8678Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_418 (10S,11R)-Pterosin C 4-glucosidemetab_8694Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_4211 Kievitone metab_8729Organic compoundsPhenylpropanoids and polyketidesIsoflavonoidsIsoflavans
neg_423 5,7-Dihydroxy-6-methoxyflavone 5-rhamnosidemetab_8749Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_4274 4-Hydroxy-3-methoxycinnamic acidmetab_8798Organic compoundsPhenylpropanoids and polyketidesCinnamic acids and derivativesHydroxycinnamic acids and derivatives
neg_4294 DIBOA dihexosemetab_8820Organic compoundsOrganoheterocyclic compoundsBenzoxazinesBenzoxazinones
neg_4296 Homovanillinmetab_8822Organic compoundsBenzenoidsPhenols Methoxyphenols
neg_4355 Pamapimodmetab_8888Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsEthers
neg_4420 P-Toluenesulfonic Acidmetab_8961Organic compoundsBenzenoidsBenzene and substituted derivativesBenzenesulfonic acids and derivatives
neg_4490 Isoliquiritinmetab_9036Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_4507 5,6-Dihydro-11-methoxyyangoninmetab_9055Organic compoundsPhenylpropanoids and polyketidesKavalactonesNot Available
neg_4516 Thr-Leu metab_9065Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_4583 Asparaginyl-Prolinemetab_9138Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_4716 Phaseic acidmetab_9285Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
neg_4752 1-(beta-D-Ribofuranosyl)-1,4-dihydronicotinamidemetab_9325Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_5078 L-Histidinemetab_9659Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_5186 2-Amino-4-[carbamimidoyl(methyl)amino]butanoic acidmetab_9774Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_55 (+)-Lyoniresinol 9-glucosidemetab_9947Organic compoundsLignans, neolignans and related compoundsLignan glycosidesNot Available
neg_626 Pinolidoxinmetab_10032Organic compoundsOrganoheterocyclic compoundsOxocins Not Available
neg_963 D-4-Hydroxy-2-oxoglutaratemetab_10395Organic compoundsOrganic acids and derivativesKeto acids and derivativesGamma-keto acids and derivatives
neg_4207 3-Methyl-2-Oxovaleric Acidmetab_10425Organic compoundsOrganic acids and derivativesKeto acids and derivativesShort-chain keto acids and derivatives
neg_4912 Isocitric Acidmetab_10438Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesTricarboxylic acids and derivatives
neg_4073 Lampranthin IImetab_10439Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
A3-A2
ID MetaboliteMetab ID Kingdom SuperclassClass Subclass
pos_1007 Thymyl acetatemetab_10 Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
pos_1028 3-Propylidene-1(3H)-isobenzofuranonemetab_32 Organic compoundsOrganoheterocyclic compoundsIsocoumaransIsobenzofuranones



pos_1029 Icariside E5metab_33 Organic compoundsPhenylpropanoids and polyketidesStilbenes Stilbene glycosides
pos_1087 4,4'-Dihydroxy-3,3'-dimethoxy-9,9'-epoxylignanmetab_97 Organic compoundsLignans, neolignans and related compoundsFuranoid lignansTetrahydrofuran lignans
pos_1137 3-O-Caffeoyl-4-O-methylquinic acidmetab_151Organic compoundsBenzenoidsBenzene and substituted derivativesAnilides
pos_115 (3S,5R,6R,7E)-3,5,6-Trihydroxy-7-megastigmen-9-onemetab_165Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesquiterpenoids
pos_1184 6-Hydroxy-1H-indole-3-acetamidemetab_203Organic compoundsOrganoheterocyclic compoundsIndoles and derivativesHydroxyindoles
pos_1210 Indoleacetaldehydemetab_233Organic compoundsOrganoheterocyclic compoundsIndoles and derivativesIndoles
pos_125 Ingenol metab_276Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids
pos_1306 Spermidinemetab_339Organic compoundsOrganic nitrogen compoundsOrganonitrogen compoundsAmines
pos_141 7-Epi-12-hydroxyjasmonic acidmetab_453Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
pos_1428 Glycyl-Methioninemetab_471Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_152 3-Hydroxy-10'-apo-b,y-carotenalmetab_566Organic compoundsLipids and lipid-like moleculesPrenol lipidsSesterterpenoids
pos_1520 Glycyl-Tyrosinemetab_567Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_160 DG(8:0/0:0/20:3(8Z,11Z,14Z)-2OH(5,6))metab_654Not AvailableNot AvailableNot AvailableNot Available
pos_163 Mosinone Ametab_686Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
pos_1708 3-Pyridinecarboximidamide, N-(2-hydroxy-3-(1-piperidinyl)propoxy)-metab_771Organic compoundsOrganoheterocyclic compoundsPyridines and derivativesNot Available
pos_173 Norethindronemetab_794Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesEstrane steroids
pos_1743 Panthenol metab_809Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty amides
pos_176 1-Lyso-2-arachidonoyl-phosphatidatemetab_827Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphates
pos_1834 Tyrosyl-Leucinemetab_905Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_1938 Netilmicin metab_1018Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_1988 Metabolite M6metab_1071Organic compoundsBenzenoidsIndanes Not Available
pos_1997 Minocyclinemetab_1081Organic compoundsPhenylpropanoids and polyketidesTetracyclinesNot Available
pos_2080 Dihydrocumambrin Ametab_1172Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene lactones
pos_2087 2-O-alpha-D-Galactopyranosyl-1-deoxynojirimycinmetab_1179Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_211 7-Epijasmonic acidmetab_1204Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
pos_212 Trans-Jasmonemetab_1214Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_2201 Perilloside Cmetab_1302Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
pos_2216 Methionyl-Asparaginemetab_1318Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_2234 Jasmonic acidmetab_1337Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
pos_2236 (Z)-3-Methyl-2-(2-pentenyl)-2-cyclopenten-1-onemetab_1339Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_2268 Leukotriene C5metab_1374Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_2276 Concanamycin ametab_1383Organic compoundsPhenylpropanoids and polyketidesMacrolides and analoguesNot Available
pos_2281 Cortolone-3-glucuronidemetab_1388Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSteroidal glycosides
pos_2288 Oxyglutinosonemetab_1395Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_233 Kaempferol 3-[apiosyl-(1->2)-galactoside]metab_1442Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_234 Tuberose lactonemetab_1453Organic compoundsOrganoheterocyclic compoundsLactones Gamma butyrolactones
pos_2420 Methylcellulosemetab_1531Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_2507 1-(9Z-Nonadecenoyl)-glycero-3-phosphoethanolaminemetab_1617Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphoethanolamines
pos_2530 DG(16:0/0:0/18:3(10,12,15)-OH(9))metab_1636Not AvailableNot AvailableNot AvailableNot Available
pos_2531 PS(22:5(4Z,7Z,10Z,13Z,16Z)/20:5(5Z,8Z,11Z,14Z,17Z))metab_1637Organic compoundsLipids and lipid-like moleculesGlycerophospholipidsGlycerophosphoserines
pos_2560 DG(18:3(9Z,12Z,15Z)/16:1(9Z)/0:0)metab_1668Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
pos_2644 DG(16:1(9Z)/18:4(6Z,9Z,12Z,15Z)/0:0)metab_1752Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
pos_3058 DG(20:5(7Z,9Z,11E,13E,17Z)-3OH(5,6,15)/0:0/16:0)metab_2187Not AvailableNot AvailableNot AvailableNot Available
pos_3060 DG(18:4(6Z,9Z,12Z,15Z)/16:0/0:0)metab_2189Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
pos_3078 Cer(t18:0/20:4(8Z,11Z,14Z,17Z)-2OH(5S,6R))metab_2204Not AvailableNot AvailableNot AvailableNot Available
pos_3079 Squamoxinonemetab_2205Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
pos_3080 Glabranin metab_2207Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
pos_3092 Muconin metab_2219Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
pos_3140 Docosahexaenoic acidmetab_2266Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
pos_3142 DG(16:0/PGJ2/0:0)metab_2268Not AvailableNot AvailableNot AvailableNot Available
pos_3184 Phoenicoxanthinmetab_2310Organic compoundsLipids and lipid-like moleculesPrenol lipidsTetraterpenoids
pos_32 Pisumionosidemetab_2323Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
pos_3261 DG(16:0/PGE2/0:0)metab_2388Not AvailableNot AvailableNot AvailableNot Available
pos_3266 Pachymic acidmetab_2392Organic compoundsLipids and lipid-like moleculesPrenol lipidsTriterpenoids
pos_3272 Barringtogenol Cmetab_2397Organic compoundsLipids and lipid-like moleculesPrenol lipidsTriterpenoids
pos_3320 DG(22:4(7Z,10Z,13Z,16Z)/18:4(6Z,9Z,12Z,15Z)/0:0)metab_2442Organic compoundsLipids and lipid-like moleculesGlycerolipidsDiradylglycerols
pos_3380 DG(22:6(4Z,7Z,11E,13Z,15E,19Z)-2OH(10S,17)/8:0/0:0)metab_2503Not AvailableNot AvailableNot AvailableNot Available
pos_3387 Quinceoxepinemetab_2509Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsEthers



pos_3449 2-Quinolinecarboxylic acidmetab_2569Organic compoundsOrganoheterocyclic compoundsQuinolines and derivativesQuinoline carboxylic acids
pos_3484 Tebuconazolemetab_2602Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylbutylamines
pos_3553 12-oxo-PDAmetab_2666Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
pos_3664 MG(PGD2/0:0/0:0)metab_2780Not AvailableNot AvailableNot AvailableNot Available
pos_3704 Gibberellin A36metab_2824Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids
pos_371 4-Hydroxy-5-phenyltetrahydro-1,3-oxazin-2-onemetab_2829Organic compoundsBenzenoidsBenzene and substituted derivativesNot Available
pos_3731 Dicyclopentadienemetab_2851Organic compoundsHydrocarbonsPolycyclic hydrocarbonsNot Available
pos_3732 Tfllr-NH2 metab_2852Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_3796 2,6-Dimethylnaphthalenemetab_2915Organic compoundsBenzenoidsNaphthalenesNot Available
pos_3808 (S)-3-Hydroxydodecanoyl-CoAmetab_2928Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl thioesters
pos_3873 2-Methyl-2-cyclopenten-1-onemetab_2999Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_3883 6'-Sialyllactosaminemetab_3009Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_3918 Glyceryl 5-hydroxydecanoatemetab_3046Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
pos_3954 Kurarinonemetab_3085Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavans
pos_3961 3alpha-Hydroxyoreadonemetab_3093Organic compoundsOrganoheterocyclic compoundsNaphthofuransNot Available
pos_3964 4,5-Dihydro-1-benzoxepin-3(2H)-onemetab_3096Organic compoundsOrganoheterocyclic compoundsBenzoxepinesNot Available
pos_3994 2-Methyl-3-(2-pentenyl)-2-cyclopenten-1-onemetab_3128Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_4027 Cuminaldehydemetab_3166Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
pos_4045 Gibberellin A51-catabolitemetab_3184Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids
pos_4048 Arlatin metab_3187Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene lactones
pos_4059 Loliolide metab_3199Organic compoundsOrganoheterocyclic compoundsBenzofuransNot Available
pos_4094 Eugenol metab_3236Organic compoundsBenzenoidsPhenols Methoxyphenols
pos_4115 Arginyl-Gamma-glutamatemetab_3260Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_4122 (1beta,2beta,5beta)-p-Menth-3-ene-1,2,5-triolmetab_3267Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
pos_4147 Vomifoliol 9-[glucosyl-(1->4)-xylosyl-(1->6)-glucoside]metab_3292Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_4167 Kainic acidmetab_3312Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_4233 Linalool 3,7-oxide beta-primeverosidemetab_3384Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_4284 Isoorientinmetab_3439Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_4306 17alpha-Estradiolmetab_3462Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesEstrane steroids
pos_4311 Resolvin E2metab_3468Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
pos_440 N-OCTANOYL-L-HOMOSERINE LACTONEmetab_3563Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_4405 Hypoglycin Bmetab_3568Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_4440 Gardenosidemetab_3607Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
pos_4445 Trans-Chlorogenic acidmetab_3612Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsAlcohols and polyols
pos_4483 N'-Hydroxymethylnorcotininemetab_3652Organic compoundsOrganoheterocyclic compoundsPyridines and derivativesPyrrolidinylpyridines
pos_4521 17-AAG metab_3695Organic compoundsPhenylpropanoids and polyketidesMacrolactamsNot Available
pos_4671 Butyl 4-aminobenzoatemetab_3852Organic compoundsBenzenoidsBenzene and substituted derivativesBenzoic acids and derivatives
pos_4692 Dauricine metab_3875Organic compoundsOrganoheterocyclic compoundsIsoquinolines and derivativesBenzylisoquinolines
pos_4703 Subaphyllinemetab_3888Organic compoundsPhenylpropanoids and polyketidesCinnamic acids and derivativesHydroxycinnamic acids and derivatives
pos_478 Isoorientin 2''-[feruloyl-(->6)-glucoside]metab_3971Organic compoundsLignans, neolignans and related compoundsLignan glycosidesNot Available
pos_4976 Hydroxyprolylhydroxyprolinemetab_4180Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_50 PERILLIC ACIDmetab_4207Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
pos_509 3,4-Dihydroxyphenylvaleric acidmetab_4302Organic compoundsBenzenoidsPhenols Benzenediols
pos_515 Senkyunolide Nmetab_4366Organic compoundsOrganoheterocyclic compoundsIsobenzofuransNot Available
pos_6 Neocarlinosidemetab_4824Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
pos_657 (6AR,10AR)-3-(1,1-Dimethylbutyl)-6A,7,10,10A-tetrahydro-6,6,9-trimethyl-6H-dibenzo[B,D]pyranmetab_4885Organic compoundsOrganoheterocyclic compoundsBenzopyrans1-benzopyrans
pos_802 DG(20:5(7Z,9Z,11E,13E,17Z)-3OH(5,6,15)/16:0/0:0)metab_5038Not AvailableNot AvailableNot AvailableNot Available
pos_807 DG(9D3/9D3/0:0)metab_5042Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
pos_821 FAHFA(22:6(4Z,7Z,10Z,13Z,16Z,19Z)/14-O-22:6(4Z,7Z,10Z,13Z,16Z,19Z))metab_5058Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
pos_863 Tenuazonic acidmetab_5103Organic compoundsOrganoheterocyclic compoundsPyrrolines Not Available
pos_869 Indoxacarbmetab_5109Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylcarbamic acid esters
pos_9 Linalool oxide D 3-[apiosyl-(1->6)-glucoside]metab_5143Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
pos_913 Phe-Phe-Pro-Argmetab_5159Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_940 Pregnanetriol 3a-O-b-D-glucuronidemetab_5189Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSteroidal glycosides
pos_961 Thymulin metab_5212Organic compoundsOrganic PolymersPolypeptidesNot Available
pos_966 Dihydroactinidiolidemetab_5217Organic compoundsOrganoheterocyclic compoundsBenzofuransNot Available
pos_988 (Z)-3-Oxo-2-(2-pentenyl)-1-cyclopenteneacetic acidmetab_5241Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
pos_995 5(6)-Epoxy Prostaglandin E1metab_5249Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids



pos_996 Tributyrylglycerolmetab_5250Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
pos_301 Aspartic Acidmetab_5260Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
pos_3590 Estradiol metab_5269Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSteroid esters
pos_1114 Lawsone metab_5273Organic compoundsBenzenoidsNaphthalenesNaphthoquinones
neg_1045 Succinic Acidmetab_5334Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesDicarboxylic acids and derivatives
neg_1207 (R)-Pantothenic acid 4'-O-b-D-glucosidemetab_5514Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_1461 Stachyoside Ametab_5794Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_1519 Prenyl glucosidemetab_5858Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_1677 Ethyl 7-epi-12-hydroxyjasmonate glucosidemetab_6030Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_1759 Lysyltryptophanmetab_6119Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_1797 3-beta-D-galactosyl-sn-glycerolmetab_6161Organic compoundsLipids and lipid-like moleculesGlycerolipidsGlycosylglycerols
neg_1872 4-Hydroxynonenalmetab_6241Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
neg_1912 Undecanedioic acidmetab_6286Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
neg_1982 (1S,4S)-Dihydrocarvonemetab_6361Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
neg_2003 Phaseolic acidmetab_6383Organic compoundsOrganic acids and derivativesKeto acids and derivativesMedium-chain keto acids and derivatives
neg_2049 Luteolin metab_6431Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavones
neg_2129 Panaxytriolmetab_6515Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
neg_2189 DG(2:0/0:0/18:3(10,12,15)-OH(9))metab_6577Not AvailableNot AvailableNot AvailableNot Available
neg_2271 MG(20:3(6,8,11)-OH(5)/0:0/0:0)metab_6666Not AvailableNot AvailableNot AvailableNot Available
neg_2280 9-Hydroxy-10,12-Octadecadienoic Acidmetab_6676Organic compoundsLipids and lipid-like moleculesFatty AcylsLineolic acids and derivatives
neg_2350 Enalapril metab_6750Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_2384 Soyasaponin IIImetab_6783Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_3046 PA(15:0/20:4(7E,9E,11Z,13E)-3OH(5S,6R,15S))metab_7486Not AvailableNot AvailableNot AvailableNot Available
neg_3190 Triton X-100metab_7635Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylpropanes
neg_3361 12S-HHT metab_7816Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
neg_3402 (3S)-3-hydroxycyclocitralmetab_7859Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsAlcohols and polyols
neg_3419 [6]-Gingerdionemetab_7875Organic compoundsBenzenoidsPhenols Methoxyphenols
neg_344 Linocinnamarinmetab_7894Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_349 Kaempferol 3-gluco-xylosidemetab_7948Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_3491 Jasmolonemetab_7950Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsAlcohols and polyols
neg_3511 (x)-2-Heptanol glucosidemetab_7970Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_3577 1-[2-Amino-6-(3,5-dimethoxyphenyl)pyrido[2,3-d]pyrimidin-7-yl]-3-tert-butylureametab_8038Organic compoundsOrganoheterocyclic compoundsPyridines and derivativesPhenylpyridines
neg_3591 1,5-Diphenylcarbazidemetab_8054Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylhydrazines
neg_3680 Traumatic acidmetab_8150Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acids and conjugates
neg_3687 3,5,5-Trimethyl-1,2-cyclohexanedionemetab_8157Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbonyl compounds
neg_3691 Arphamenine Bmetab_8162Organic compoundsOrganic acids and derivativesCarboxylic acids and derivativesAmino acids, peptides, and analogues
neg_3747 Hexyl glucosidemetab_8222Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_3762 1-Methoxy-1-(2,4,5-trimethoxyphenyl)-2-propanolmetab_8239Organic compoundsBenzenoidsBenzene and substituted derivativesPhenylpropanes
neg_3772 (+/-)-2-Hydroxypiperitonemetab_8250Organic compoundsLipids and lipid-like moleculesPrenol lipidsMonoterpenoids
neg_3782 Polyethylene, oxidizedmetab_8261Organic compoundsOrganic acids and derivativesKeto acids and derivativesMedium-chain keto acids and derivatives
neg_3858 Exo,exo-1,8-Epoxy-p-menthane-2,6-diolmetab_8343Organic compoundsOrganoheterocyclic compoundsOxanes Not Available
neg_3921 Mirificin metab_8414Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_3924 15-Hydroxynorandrostene-3,17-dione glucuronidemetab_8417Organic compoundsLipids and lipid-like moleculesSteroids and steroid derivativesSteroidal glycosides
neg_3945 Etoposide glucuronidemetab_8440Organic compoundsOrganoheterocyclic compoundsDiazines Pyrimidines and pyrimidine derivatives
neg_4011 Luteolin-6-C-Glucosidemetab_8514Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_4033 (ent-6alpha,7alpha)-6,7-Dihydroxy-16-kauren-19-oic acidmetab_8538Organic compoundsLipids and lipid-like moleculesPrenol lipidsDiterpenoids
neg_4060 Lofepraminemetab_8568Organic compoundsOrganoheterocyclic compoundsBenzazepinesDibenzazepines
neg_4121 Vicenin metab_8631Organic compoundsPhenylpropanoids and polyketidesFlavonoidsFlavonoid glycosides
neg_4202 Esculetin metab_8720Organic compoundsPhenylpropanoids and polyketidesCoumarins and derivativesHydroxycoumarins
neg_4281 4-O-Methyl-a-D-glucosyl-(1->2)-b-D-xylosyl-(1->4)-D-xylosemetab_8806Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_4411 Geniposidic acidmetab_8951Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
neg_4420 P-Toluenesulfonic Acidmetab_8961Organic compoundsBenzenoidsBenzene and substituted derivativesBenzenesulfonic acids and derivatives
neg_4628 Isoglobotriaosemetab_9187Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty acyl glycosides
neg_4700 (S)-alpha-Terpinyl glucosidemetab_9268Organic compoundsOrganic oxygen compoundsOrganooxygen compoundsCarbohydrates and carbohydrate conjugates
neg_4928 2'-Fluorothymidinemetab_9500Organic compoundsNucleosides, nucleotides, and analoguesPyrimidine nucleosidesPyrimidine 2''-deoxyribonucleosides
neg_498 2-Hydroxy-4-[(1R)-1-hydroxy-8-methyl-6-oxononyl]-3-methyl-2H-furan-5-onemetab_9553Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols
neg_5 5-Heptyltetrahydro-2-oxo-3-furancarboxylic acidmetab_9573Organic compoundsOrganoheterocyclic compoundsLactones Gamma butyrolactones
neg_513 9-Hydroxynon-2-enalmetab_9712Organic compoundsLipids and lipid-like moleculesFatty AcylsFatty alcohols



neg_579 Carboprost methylmetab_9979Organic compoundsLipids and lipid-like moleculesFatty AcylsEicosanoids
neg_637 (4R,5S,7R,11S)-11,12-Dihydroxy-1(10)-spirovetiven-2-one 11-glucosidemetab_10044Organic compoundsLipids and lipid-like moleculesPrenol lipidsTerpene glycosides
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