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Met_001 Sphinganine C18 H39 N O2 -0.43 301.29795 302.30523 2.831 70 CCCCCCCCCCCCCCC[C@H]([C@H](CO)N)O
Met_002 Piperine C17 H19 N O3 -0.49 285.13635 286.14363 2.488 98 O=C(\C=C\C=C\C1=CC2=C(OCO2)C=C1)N1CCCCC1
Met_003 Cer(t18:1(6OH)/17:0(2OH)) C35 H69 N O5 0.17 583.51768 584.52495 9.115 54 [C@](CO)([H])(NC(C(O)CCCCCCCCCCCCCCC)=O)[C@]([H])(O)/C=C/[C@H](O)CCCCCCCCCCCC
Met_004 Aripiprazole C23 H27 Cl2 N3 O2 -0.55 447.14779 448.15507 2.062 95 ClC1=CC=CC(N2CCN(CCCCOC3=CC4=C(CCC(=O)N4)C=C3)CC2)=C1Cl
Met_005 Pentadecanoylcarnitine C22 H43 N O4 -0.78 385.31891 408.30814 4.27 NA CCCCCCCCCCCCCCC(=O)OC(CC([O-])=O)C[N+](C)(C)C
Met_006 PE(21:0/0:0) C26 H54 N O7 P 0.13 523.36386 524.37113 6.383 46 CCCCCCCCCCCCCCCCCCCCC(=O)OC(O)COP(=O)(O)OCCN
Met_007 Sphingosine C18 H37 N O2 -0.2 299.28237 300.28967 4.072 73 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)N)O
Met_008 DG(17:1(9Z)/17:1(9Z)/0:0) C37 H68 O5 -0.36 592.50646 593.51413 9.19 86 CCCCCCC/C=C\CCCCCCCC(=O)OC(CO)OC(=O)CCCCCCC/C=C\CCCCCCC
Met_009 2-(2-Ethoxyethoxy)ethanol C6 H14 O3 0.37 134.09434 135.10162 2.074 5 CCOCCOCCO  
Met_010 phenolic phthiocerol C37 H68 O4 -0.35 576.51156 577.51883 9.933 53 C(CCCCCCCCCCCCCCCCC[C@H](O)C[C@H](O)CCCC[C@@H](C)[C@@H](OC)CC)C1C=CC(O)=CC=1
Met_011 O-Decanoyl-L-carnitine C17 H33 N O4 -0.52 315.2408 316.24807 2.268 99 [H][C@@](CC([O-])=O)(C[N+](C)(C)C)OC(=O)CCCCCCCCC
Met_012 Cer(t18:1(6OH)/21:0(2OH)) C39 H77 N O5 -0.01 639.58017 640.58745 10.789 36 [C@](CO)([H])(NC(C(O)CCCCCCCCCCCCCCCCCCC)=O)[C@]([H])(O)/C=C/[C@H](O)CCCCCCCCCCCC
Met_013 5-Methyl-1H-benzimidazole C8 H8 N2 0.87 132.06886 133.07614 2.324 36 CC1=CC2=C(C=C1)N=CN2
Met_014 Cer(t18:1(6OH)/15:0(2OH)) C33 H65 N O5 0.01 555.48628 556.49356 8.217 55 [C@](CO)([H])(NC(C(O)CCCCCCCCCCCCC)=O)[C@]([H])(O)/C=C/[C@H](O)CCCCCCCCCCCC
Met_015 3,5-Di-O-methyl-8-prenylafzelechin-4beta-ol C22 H26 O6 -0.31 386.17282 387.18009 2.319 60 C1(O)=C(C/C=C(\C)/C)C2O[C@H](C3C=CC(O)=CC=3)[C@@H](OC)[C@@H](O)C=2C(OC)=C1
Met_016 10-oxo-nonadecanoic acid C19 H36 O3 -0.78 312.2662 313.27348 9.954 53 CCCCCCCCCC(=O)CCCCCCCCC(=O)O
Met_017 PE(P-18:0/20:5(5Z,8Z,11Z,14Z,17Z)) C43 H76 N O7 P -0.29 749.53572 750.54304 8.543 57 CCCCCCCCCCCCCCCC/C=C\OC[C@H](COP(=O)(O)OCCN)OC(=O)CCC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CC
Met_018 medorinone C9 H8 N2 O 0.49 160.06374 161.07102 2.272 16 CC1=NC=CC2=C1C=CC(=O)N2
Met_019 Topostin B-553 C33 H63 N O5 0.13 553.47069 554.47797 7.453 47 C(CCCCC)CCCCCCC[C@@H](OC(CCCCCCCCCCCC(C)C)=O)CC(=O)NCC(=O)O
Met_020 N-palmitoyl serine C19 H37 N O4 -0.61 343.27205 344.27933 2.56 69 CCCCCCCCCCCCCCCC(=O)N(CO)C(=O)O
Met_021 PE(20:4(5Z,8Z,11Z,14Z)/0:0) C32 H39 N O4 -4.61 501.2856 502.29287 3.339 73 [C@](COP(=O)(O)OCCN)([H])(O)COC(CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)=O
Met_022 PC(22:6(4Z,7Z,10Z,13Z,16Z,19Z)/0:0) C30 H50 N O7 P -0.02 567.33248 568.33976 3.854 NA CC/C=C\C/C=C\C/C=C\C/C=C\C/C=C\C/C=C\CCC(=O)OC[C@H](COP(=O)([O-])OCC[N+](C)(C)C)O
Met_023 11-Nor-9-carboxy-delta9-THC C21 H28 O4 -0.29 344.19866 345.20594 3.079 96 CCCCCC1=CC(=C2[C@@H]3C=C(CC[C@H]3C(OC2=C1)(C)C)C(=O)O)O
Met_024 O-octanoyl-R-carnitine C15 H29 N O4 -0.35 287.20956 288.21683 2.113 NA CCCCCCCC(=O)O[C@H](CC(=O)[O-])C[N+](C)(C)C
Met_025 N-oleoyl L-serine C21 H39 N O4 -0.19 369.28784 370.29512 2.635 45 C(CCCCCCC/C=C\CCCCCCCC)(=O)N[C@@H](CO)C(O)=O
Met_026 N-oleoyl L-serine_b C21 H39 N O4 -0.47 369.28774 370.29501 2.806 41 NA

Met_027 3-[(17Z)-13,14-Dihydroxy-17-triaconten-1-yl]-5-methyl-2(5H)-furanone C35 H64 O4 -0.14 548.48038 549.48766 9.094 60 CCCCCCCCCCCC\C=C/CCC(O)C(O)CCCCCCCCCCCCC1=CC(C)OC1=O

Met_028 Aminopentol C22 H47 N O5 -0.26 405.34532 406.3526 2.405 53 CCCC[C@@H](C)[C@H]([C@H](C[C@@H](C)C[C@@H](CCCC[C@H](C[C@@H]([C@H](C)N)O)O)O)O)O
Met_029 Cotinine C10 H12 N2 O 0.44 176.09504 177.10232 2.085 97 CN1C(CCC1=O)C1=CN=CC=C1
Met_030 Nicotine C10 H14 N2 0.01 162.1157 163.12298 1.954 99 CN1CCC[C@H]1C2=CN=CC=C2
Met_031 Dehydroaripiprazole C23 H25 Cl2 N3 O2 -0.08 445.13235 446.13961 2.055 98 C1CN(CCN1CCCCOC2=CC3=C(C=C2)C=CC(=O)N3)C4=C(C(=CC=C4)Cl)Cl
Met_032 7-Dehydrodesmosterol C27 H42 O -0.28 382.32346 383.33073 7.147 51 C[C@H](CCC=C(C)C)[C@H]1CC[C@@H]2[C@@]1(CC[C@H]3C2=CC=C4[C@@]3(CC[C@@H](C4)O)C)C
Met_033 Cer(d18:2(4E,14Z)/24:1(15Z)) C42 H79 N O3 -0.24 645.60584 646.61323 10.306 45 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCC/C=C\CCC)O
Met_034 2(3H)-Benzothiazolone C7 H5 N O S 0.42 151.00925 152.01652 2.275 99 C1=CC=C2C(=C1)NC(=O)S2
Met_035 N-Isobutylhexacosanamide C30 H61 N O -0.23 451.47521 452.48248 9.18 62 NA
Met_036 Tryptophan P1 C13 H13 N3 -0.01 211.11095 212.11822 2.015 10 CC1=C2C(NC3=CC=CC=C23)=C(C)C(N)=N1
Met_037 LPE(18:1) C23 H46 N O7 P -0.08 479.30115 480.30844 3.85 67 CCCCCCCC/C=C\CCCCCCCC(=O)O[C@H](CO)COP(=O)(O)OCCN
Met_038 Cer(t18:0/19:0(2OH)) C37 H75 N O5 0 613.56453 614.5718 10.756 58 CCCCCCCCCCCCCCCCCC(O)C(=O)N(CO)(O)(O)CCCCCCCCCCCCCC
Met_039 3-Deoxyvitamin D3 C27 H44 -0.51 368.34412 369.35139 15.176 58 C=C1CCCC/C1=C/C=C1\CCC2(C)1CC2(C)CCCC(C)C
Met_040 Benzoylarginine nitroanilide C19 H22 N6 O4 0.46 398.17044 399.17771 2.075 NA C1=CC=C(C=C1)C(=O)NC(CCCN=C(N)N)C(=O)NC2=CC=C(C=C2)[N+](=O)[O-]

Met_041 2-(12-Tridecyn-1-yl)furan C17 H26 O -0.18 246.19832 247.2056 2.623 62 C#CCCCCCCCCCCCC1=CC=CO1
Met_042 trans-2-Dodecenoylcarnitine C19 H35 N O4 -0.58 341.25641 342.26369 2.382 NA CCCCCCCCC/C=C/C(=O)O[C@@H](CCC(=O)[O-])[N+](C)(C)C
Met_043 Cer(d18:1/18:1(9Z)) C36 H69 N O3 -0.12 563.52768 564.53484 8.61 79 CCCCCCCCCCCCC/C=C/[C@H]([C@H](CO)NC(=O)CCCCCCC/C=C\CCCCCCCC)O
Met_044 Torrubiellone B C22 H29 N O6 -0.21 403.1994 404.20668 2.317 65 CCC(CO)/C=C/C=C/C=C/C(=O)C1=C(C(=CNC1=O)C2(CCC(CC2)O)O)O
Met_045 2-amino-8-oxo-9,10-epoxy-decanoic acid C10 H17 N O4 0.01 215.11576 216.12305 2.241 39 OC(=O)[C@H](N)CCCCCC(=O)C1OC1
Met_046 TG(17:2(9Z,12Z)/17:2(9Z,12Z)/18:0)[iso3 C55 H98 O6 -0.25 854.73612 855.74361 13.798 53 C(OC(=O)CCCCCCCCCCCCCCCCC)[C@]([H])(OC(CCCCCCC/C=C\C/C=C\CCCC)=O)COC(CCCCCCC/C=C\CCCCCCC)=O
Met_047 PG(22:0/12:0) C40 H79 O10 P -1.97 750.5396 751.54688 8.784 35 CCCCCCCCCCCCCCCCCCCCCC(=O)OC(COP(=O)(O)OC(O)CO)OC(=O)CCCCCCCCCCC
Met_048 N-palmitoyl threonine C20 H39 N O4 -0.37 357.28778 358.29505 2.609 72 C[C@@H](O)[C@]([H])(NC(CCCCCCCCCCCCCCC)=O)C(=O)O
Met_049 7,8,7',8'-Tetrahydrozeaxanthin C40 H60 O2 -0.2 572.45922 573.46649 8.4 59 [C@H]1(CC(=C(CC/C(/C)=C/C=C/C(/C)=C/C=C/C=C(\C)/C=C/C=C(\C)/CCC2=C(C[C@H](CC2(C)C)O)C)C(C)(C)C1)C)O
Met_050 2,7,8,9-Tricyclazole C9 H7 N3 S 0.57 189.03618 190.04345 2.256 77 CC1=C2N3C=NN=C3SC2=CC=C1
Met_051 Decarbamoylsaxitoxin C9 H16 N6 O3 0.66 256.12856 257.13583 2.045 9 OCC1NC(=N)N2CCC(O)(O)C22NC(=N)NC12
Met_052 32,35-anhydrobacteriohopaneterol C35 H60 O3 -0.18 528.45415 529.46143 10.263 15 C(CCC1OC(O)1O)C1CC2(C)C1CC1(C)C2CCC23(C)CCCC(C)(C)C3CC21C
Met_053 Luminmide B C29 H53 N5 O5 -2.33 551.40339 552.41066 2.644 26 CC(C)C[C@@H]1C(=O)N[C@H](C(=O)N[C@@H](C(=O)N[C@H](C(=O)N[C@@H](C(=O)N1)CC(C)C)CC(C)C)C(C)C)CC(C)C
Met_054 Cer(t18:1(6OH)/20:0(2OH)) C38 H75 N O5 -0.32 625.56432 626.5716 10.349 58 [C@](CO)([H])(NC(C(O)CCCCCCCCCCCCCCCCCC)=O)[C@]([H])(O)/C=C/[C@H](O)CCCCCCCCCCCC
Met_055 1-(14-methyl-pentadecanoyl)-2-(8-[3]-ladderane-octanyl)-sn-glycerol C39 H70 O4 0.03 602.52743 603.53471 14.687 65 C(CCCC(=O)OC[C@@](OCCCCCCCCC1CC2C3C4CCC4C3C2CC1)(CO)[H])CCCCCCCCC(C)C
Met_056 MG(18:0/0:0/0:0) C21 H42 O4 -0.56 358.30811 381.29733 4.938 33 CCCCCCCCCCCCCCCCCC(=O)OCC(CO)O



Met_057 Medelamine A C14 H31 N -0.14 213.24562 214.2529 2.578 24 NA
Met_058 7-Methyl-2,6,9,12-tetraoxahexadecane C13 H28 O4 0.08 248.19878 249.20598 2.594 30 CCCCOCCOCC(C)OCCCOC
Met_059 TG(17:1(9Z)/17:2(9Z,12Z)/18:0)[iso6 C55 H100 O6 -0.47 856.75159 857.75926 14.256 59 CCCC/C=C\C/C=C\CCCCCCCC(=O)O(COC(=O)CCCCCCC/C=C\CCCCCCC)COC(=O)CCCCCCCCCCCCCCCCC
Met_060 1-Methylnicotinamide C7 H8 N2 O 0.53 136.06373 137.07101 1.907 97 C[N+]1=CC=CC(=C1)C(N)=O
Met_061 Cholacalcioic acid C24 H36 O3 -0.25 372.26635 373.27363 2.578 45 C[C@H](CCC(=O)O)[C@H]1CC[C@@H]\2[C@@]1(CCC/C2=C\C=C/3\C[C@H](CCC3=C)O)C
Met_062 Cer(m18:1(4E)/24:0) C42 H83 N O2 0.08 633.64243 634.64971 11.88 65 CCCCCCCCCCCCC/C=C/(O)(C)NC(=O)CCCCCCCCCCCCCCCCCCCCCCC
Met_063 20-oxo-heneicosanoic acid C21 H40 O3 -0.71 340.2975 341.30478 10.786 65 C(CCCCCCCCCCCCCCCCCCC(=O)C)(=O)O
Met_064  N-Stearoyl Glutamic acid C23 H43 N O5 -0.19 413.31404 414.32132 3.357 30 OC(=O)CC[C@]([H])(NC(CCCCCCCCCCCCCCCCC)=O)C(=O)O
Met_065 N-(3-Hydroxy-9Z-octadecenoyl) glycine C20 H37 N O4 -0.53 355.27207 356.27935 3.163 35 C(CC(O)CCCCC/C=C\CCCCCCCC)(=O)NCC(=O)O
Met_066 N-arachidonoylethanolamine C22 H37 N O2 -1.47 347.28192 348.28919 3.204 78 CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCC(=O)NCCO
Met_067 3,5-Tetradecadiencarnitine C21 H37 N O4 -0.57 367.27205 368.27933 2.48 NA CCCCCCCC/C=C/C=C/CC(=O)O[C@@H](CCC(=O)[O-])[N+](C)(C)C
Met_068 TG(17:2(9Z,12Z)/17:2(9Z,12Z)/20:1(11Z))[iso3] C57 H100 O6 -0.15 880.75186 881.75925 13.828 49 CCCCCCCC/C=C\CCCCCCCCCC(=O)OC[C@@H](COC(=O)CCCCCCC/C=C\C/C=C\CCCC)OC(=O)CCCCCCC/C=C\C/C=C\CCCC
Met_069 PE(18:0/18:3(6Z,9Z,12Z)) C41 H76 N O8 P 0.1 741.53093 742.5382 8.241 75 CCCCCCCCCCCCCCCCCC(=O)OC[C@H](COP(=O)(O)OCCN)OC(=O)CCCC/C=C\C/C=C\C/C=C\CCCCC
Met_070 Glycicyl Oleate C21 H38 O3 -0.76 338.28184 339.28911 10.791 53 NA
Met_071 Trygliceride OPO C55 H102 O6 -0.35 858.76734 859.77486 14.691 63 [H]C(COC(=O)CCCCCCC\C=C/CCCCCCCC)(COC(=O)CCCCCCC\C=C/CCCCCCCC)OC(=O)CCCCCCCCCCCCCCC
Met_072 2-Geranylphenol C16 H22 O -0.01 230.16706 231.17434 2.963 64 CC(=CCC/C(=C/CC1=CC=CC=C1O)/C)C
Met_073 Cer(m18:1(4E)/24:1(15Z)) C42 H81 N O2 0.25 631.62689 632.63418 11.078 58 CCCCCCCC/C=C\CCCCCCCCCCCCCC(=O)N(C)(O)/C=C/CCCCCCCCCCCCC
Met_074 PE(18:3(6Z,9Z,12Z)/22:4(7Z,10Z,13Z,16Z)) C45 H76 N O8 P -0.74 789.53027 790.53752 7.672 61 [C@](COP(=O)(O)OCCN)([H])(OC(CCCCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)=O)COC(CCCC/C=C\C/C=C\C/C=C\CCCCC)=O
Met_075 Patulin C26 H42 N2 O -0.35 398.32957 399.33685 7.165 33 OC1OCC=C2OC(=O)C=C12
Met_076 PE(18:1(9E)/18:1(9E)) C41 H78 N O8 P 0.28 743.54671 744.55399 11.175 32 [C@](COP(=O)(O)OCCN)([H])(OC(CCCCCCC/C=C/CCCCCCCC)=O)COC(CCCCCCC/C=C/CCCCCCCC)=O
Met_077 Pelretin C23 H28 O2 -1.2 336.20853 337.2158 3.325 44 CC1=C(C(CCC1)(C)C)/C=C/C(=C/C=C/C2=CC=C(C=C2)C(=O)O)/C

Met_078 9-(3,5-dimethylfuran-2-yl)-nonanoic acid C15 H24 O3 -0.07 252.17253 253.1798 2.762 82 CC1=CC(=C(O1)CCCCCCCCC(=O)O)C
Met_079 Tropeolin C8 H7 N S 0.11 149.02994 150.03721 2.534 12 C1=CC=C(C=C1)CSC#N
Met_080 cis-5-Tetradecenoylcarnitine C21 H39 N O4 -0.34 369.28778 370.29506 3.413 NA [N+](C)(C)(C)CC(OC(=O)CCC/C=C\CCCCCCCC)CC(=O)[O-]
Met_081 Docosanamide C22 H45 N O -0.49 339.34995 340.35723 2.458 36 O=C(CCCCCCCCCCCCCCCCCCCCC)N
Met_082 Oxaloterpin E C21 H33 N O2 -0.29 331.25103 332.25831 2.964 24 C[C@@]12CC[C@H](C([C@H]1CC[C@@H]3C2=CC[C@](C3)(C)C=C)(C)C)OC(=O)N
Met_083 Calcimycin C29 H37 N3 O6 -1.04 523.26769 524.27496 3.335 28 C[C@H]1CCC2([C@@H](C[C@H]([C@H](O2)C(C)C(=O)C3=CC=CN3)C)C)O[C@H]1CC4=NC5=C(O4)C=CC(=C5C(=O)O)NC

Met_084
(3aR,4R,6S,6aS,9bR)-4-hydroxy-6,9-dimethyl-3-methylidene-4,5,6,6a,7,9b-
hexahydro-3aH-azuleno[4,5-b]furan-2,8-dione

C15 H18 O4 -0.19 262.12046 263.12773 3.412 70 C[C@H]1C[C@H]([C@@H]2[C@H](C3=C(C(=O)C[C@@H]13)C)OC(=O)C2=C)O

Met_085 Albaflavenone C15 H22 O 0.11 218.16709 219.17437 5.119 53 C[C@H]1CCC2([C@@H](C[C@H]([C@H](O2)C(C)C(=O)C3=CC=CN3)C)C)O[C@H]1CC4=NC5=C(O4)C=CC(=C5C(=O)O)NC
Met_086 Aphidicol-16-ene C20 H32 -1.26 272.25006 273.25733 4.442 28 C1CC[C@]2(C)[C@]34C[C@H](C(=C)CC3)C[C@]4([H])CC[C@@]2([H])C1(C)C
Met_087 PS(O-18:0/0:0) C24H50NO8P 0.24 511.32740 512.33481 2.748 60 C(O)(=O)[C@@]([H])(N)COP(OC[C@]([H])(O)COCCCCCCCCCCCCCCCCCC)(=O)O
Met_088 2,4,6,8,10-dodecapentaenal C12 H14 O 0.38 174.10453 175.11181 2.962 35 C/C=C/C=C/C=C/C=C/C=C/C=O

Met_089
4-[(2R)-2-(Aminomethyl)-2-(hydroxymethyl)-5-oxo-1-pyrrolidinyl]-3-(3-
pentanylamino)benzoic acid

C18 H27 N3 O4 -3.5 349.19893 350.20621 1.977 35 NA

Met_090 11-oxo-undeca-5,8-dienoic acid C11 H16 O3 0.23 196.10999 197.11727 2.766 53 O=CC/C=C\C/C=C\CCCC(=O)O
Met_091 Urauchimycin A C22 H30 N2 O8 0.13 450.20027 451.20755 2.785 36 CCC(C)CC1C(C(OC(=O)C(C(OC1=O)C)NC(=O)C2=C(C(=CC=C2)NC=O)O)C)O

Met_092 12-Hydroxy-19-[(2Z)-4-hydroxy-3-methyl-2-buten-1-yl C33 H38 O7 -0.03 546.26174 547.26901 3.244 15 NA
Met_093 Geranyl acetate C12 H20 O2 0.31 196.14639 197.15367 2.624 57 CC(=CCC/C(=C\COC(=O)C)/C)C
Met_094 Caproic acid C6 H12 O2 1.55 116.08391 117.09119 2.14 16 CCCCCC(=O)O
Met_095 1,2,3,4-Tetrahydroisochinolin C9 H11 N 0.33 133.08919 134.09647 2.101 17 C1CC2=C(CN1)C=CC=C2
Met_096 Deoxycholic Acid C24 H40 O4 0.78 392.29297 391.28569 2.566 95 C1[C@]2(C)[C@@]3([H])C[C@H](O)[C@]4(C)[C@@]([H])([C@]([H])(C)CCC(O)=O)CC[C@@]4([H])[C@]3([H])CC[C@]2([H])C[C@H](O)C1
Met_097 Tricyclazole C9 H7 N3 S -4.97 189.03513 188.02785 2.232 14 CC1=C2C(=CC=C1)SC3=NN=CN23
Met_098 Cer(d18:0/16:0) C34 H69 N O3 0.8 539.52818 538.5209 10.079 50 CCCCCCCCCCCCCCC[C@H]([C@H](CO)NC(=O)CCCCCCCCCCCCCCC)O
Met_099 Cer(d18:0/18:0) C36 H73 N O3 0.68 567.55943 566.55215 10.936 67 CCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](CCCCCCCCCCCCCCC)O
Met_100 Cer(d18:1/20:0) C38 H75 N O3 1 593.57529 592.56801 10.918 10 CCCCCCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O
Met_101 Cer(d18:2/26:0(2OH)) C44 H85 N O4 0.85 691.64845 690.64116 11.07 33 [C@](CO)([H])(NC(C(O)CCCCCCCCCCCCCCCCCCCCCCCC)=O)[C@]([H])(O)/C=C/CCCCCCCC/C=C\CCC
Met_102 Cer(d18:1/16:0) C34 H67 N O3 0.45 537.51234 536.50506 9.233 10 CCCCCCCCCCCCCCCC(=O)N[C@@H](CO)[C@@H](/C=C/CCCCCCCCCCCCC)O

Met_103 (2R)-2-[(13Z,16Z)-docosa-13,16-dienoyloxy]-3-{[(4Z,7Z,10Z,12E,16Z,19Z)-14-
hydroxydocosa-4,7,10,12,16,19-hexaenoyl]oxy}propoxyphosphonic acid

C47 H77 O9 P -3.58 816.52759 815.52032 8.15 18 NA

Met_104 Oleic acid C18 H34 O2 -0.15 282.25584 281.24856 4.304 97 CCCCCCCC/C=C\CCCCCCCC(=O)O
Met_105 Palmitoleic acid C16 H30 O2 -0.66 254.22441 253.21714 3.7 97 CCCCCC/C=C\CCCCCCCC(=O)O
Met_106 11(Z)-Eicosenoic acid C20 H38 O2 0.23 310.28725 309.27998 5 95 CCCCCCCC/C=C\CCCCCCCCCC(=O)O
Met_107 Cer(d18:1/17:0) C35 H69 N O3 1.35 551.52849 550.52122 10.101 50 CCCCCCCCCCCCC/C=C/(O)(CO)NC(=O)CCCCCCCCCCCCCCCC
Met_108 Mayolene-18 C36 H64 O4 0.41 560.48069 559.47341 3.818 0 CC/C=C\C/C=C\(/C=C\CCCCCCCC(=O)O)OC(=O)CCCCCCCCCCCCCCCCC
Met_109 Histidylaspartic acid C10 H14 N4 O5 -4.66 270.09516 269.08788 1.974 50 C1=C(NC=N1)C[C@@H](C(=O)N[C@@H](CC(=O)O)C(=O)O)N
Met_110 Cer(d15:2(4E,6E)/20:0) C35 H67 N O3 0.73 549.5125 548.50522 9.47 67 [C@](CO)([H])(NC(CCCCCCCCCCCCCCCCCCC)=O)[C@]([H])(O)/C=C/C=C/CCCCCCCC
Met_111 PE(18:2(9Z,12Z)/0:0) C25 H39 N3 O6 3.75 477.28568 476.2784 3.343 30 [C@](COP(=O)(O)OCCN)([H])(O)COC(CCCCCCC/C=C\C/C=C\CCCCC)=O



Met_112 Fukiic acid C11 H12 O8 -0.13 272.05318 271.04601 1.751 45 O[C@H](C(O)=O)[C@](O)(CC1=CC(O)=C(O)C=C1)C(O)=O
Met_113 Undecylic acid C11 H22 O2 0.29 186.16203 417.3223 4.943 67 CCCCCCCCCCC(=O)O
Met_114 Temanogrel C24 H28 N4 O4 -3.13 436.20969 435.20241 2.06 0 CN1C(=CC=N1)C2=C(C=CC(=C2)NC(=O)C3=CC(=CC=C3)OC)OCCN4CCOCC4
Met_115 9'-carboxy-gamma-tocotrienol C23 H32 O4 0.03 372.23007 371.2228 2.444 7 CC1=C(C=C2CC[C@@](OC2=C1C)(C)CC/C=C(\C)/CC/C=C(\C)/C(=O)O)O
Met_116 4-vinylphenol sulfate C8 H8 O4 S -3.26 200.01368 199.00632 1.798 58 OS(=O)(=O)OC1=CC=C(C=C)C=C1
Met_117 Protulactone A C10 H14 O6 -2.2 230.07853 229.07122 1.77 3 C[C@@H]([C@H]1[C@@H]([C@@H]2[C@H](O1)CC(=O)O2)O)OC(=O)C
Met_118 7-heptadecynoic acid C17 H30 O2 -0.12 266.22455 265.21727 3.566 25 CCCCCCCCCC#CCCCCCC(=O)O
Met_119 2-methyl-2-dodecenoic acid C13 H24 O2 -2.3 212.17714 211.16987 2.97 0 CCCCCCCCC/C=C(\C)/C(=O)O
Met_120 5-Hydroxy-1-(4-hydroxyphenyl)-3-decanone C16 H24 O3 -0.11 264.17251 263.16524 2.943 63 CCCCC/C=C/C=C/C(O)C/C=C/C=C/C(=O)O
Met_121 2,4-dimethyl-5-vinylthiazole C7 H9 N S -3.89 139.04503 138.03775 1.86 CC1=NC(C)=C(S1)C=C
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