
ID Name Formula Molecular WeightRT [min] m/z mzCloud_ResultsmzVault_ResultsMassList_Resultspos_OL_C1 pos_OL_C2 pos_OL_C3 pos_OL_C4 pos_OL_C5 pos_OL_C6 pos_OL_HW1

Com_4_pos Oleamide C18 H35 N O 281.27134 9.877 282.27872 Full match Full match No results 17714793714 59666935597 23756364678 22776489044 47169726878 42133285628 21582351015

Com_17_pos Nicotinic acidC6 H5 N O2 123.03209 1.9 124.03946 Full match Full match Full match 13734223557 4012297430 5470021801 5616623217 9718167890 15571602482 2122804256

Com_45_pos Tiglic acid C5 H8 O2 100.05244 1.419 101.05978 Full match Full match Full match 3106510040 4727445640 3813139866 3172650415 3861702973 3805046514 6558434835

Com_46_pos Betaine C5 H11 N O2 117.07893 1.43 118.08611 Full match Full match Full match 2205644502 2669699206 3470524396 3246013771 3711224494 3893194661 6737936224

Com_50_pos HexadecanamideC16 H33 N O 255.25574 9.661 256.26334 Full match Full match No results 1869854074 7275174742 3211803911 3239902330 5488401823 4475685009 2452642618

Com_55_pos L-(+)-CitrullineC6 H13 N3 O3 175.09569 1.299 176.10301 Full match Full match Full match 1741616320 503599209.9 873170109.2 265947470.7 1198515765 1181209097 515743373.1

Com_58_pos 5-Aminovaleric acidC5 H11 N O2 117.07895 1.497 118.08612 Full match Full match Full match 958242497.4 1754807249 1663533880 1296858246 1700134005 1699635196 2529096982

Com_79_pos Indole-3-acrylic acidC11 H9 N O2 187.0632 5.172 188.0701 Full match Full match Full match 1146386521 2105299521 1891135185 1593750453 2330951995 2386943049 1173176363

Com_90_pos Choline C5 H13 N O 103.09979 1.25 104.10706 Full match Full match No results 554948704.9 4665002439 2176261713 1996464789 1664482444 823120585.8 2281038864

Com_102_pos Monoolein C21 H40 O4 356.29213 9.927 357.29929 Full match Full match Full match 5925148.649 2449778804 3505087806 50814360.01 436492978.8 38976032.21 1226337714

Com_111_pos Proline C5 H9 N O2 115.06332 1.391 116.07065 Full match Full match Full match 1234765675 1510141097 1293608107 1220935726 1510948544 1839341486 1834040828

Com_117_pos Creatinine C4 H7 N3 O 113.05901 1.305 114.06628 Full match Full match Full match 103730466.5 705768551 48428701.11 411620006.2 56836838.77 107574608.2 3013778870

Com_151_pos 8-HydroxyquinolineC9 H7 N O 145.05234 5.503 146.05954 Full match Full match No results 205335990.4 1660796625 1692947775 3344531139 407794735.2 3373217431 2059222261

Com_153_pos Acetanilide C8 H9 N O 135.06837 2.29 136.07558 Full match Full match No results 270040945.1 969296821 854204458.4 449633483.2 1189273620 707247039 619790446.3

Com_165_pos L-Valine C5 H11 N O2 117.07893 1.665 118.08612 Full match Full match Full match 710919966.1 1447642083 842433321.8 725359896.8 708129026.5 789217522.3 1110102435

Com_236_pos 9-Oxo-10(E),12(E)-octadecadienoic acidC18 H30 O3 294.21905 7.987 295.22629 Full match Full match Full match 241186884.3 1301926575 559289022.3 465001578.3 715457669.3 269936660.3 1256199415

Com_268_pos AcetophenoneC8 H8 O 120.05751 2.534 121.06481 Full match Full match No results 166820210.3 537091217.6 236641512.2 204468379.6 220055712.7 189732760.3 120416184.6

Com_281_pos AcetylcholineC7 H15 N O2 145.11023 1.347 146.11754 Full match Full match No results 213122143.5 508897019.1 532784826.7 484022693.8 172932625.3 315065374.1 243924709.6

Com_293_pos Cytosine C4 H5 N3 O 111.04325 1.419 112.05042 Full match Full match Full match 188679296.8 392904451.8 402589599.6 405116143.2 512133131.5 312443987.4 905196488.3

Com_309_pos Urocanic acidC6 H6 N2 O2 138.0429 1.431 139.05003 Full match Full match Full match 299106000.2 183763814.2 389969640.9 301821013.2 473826671 239612583.9 207110417.4

Com_334_pos 2-Oxindole C8 H7 N O 133.0526 5.647 134.06027 Full match Full match Full match 289124415.8 122103174.5 161389379.8 182453733.4 33826353.27 531138644.1 43870531.99

Com_450_pos tert-Butyl N-[1-(aminocarbonyl)-3-methylbutyl]carbamateC11 H22 N2 O3 230.16292 5.056 231.1701 Full match Full match No results 141171620.9 319402374.1 251894170.6 62631648.97 194534772.9 93922350.33 68502374.97

Com_456_pos DL-Lysine C6 H14 N2 O2 146.10558 1.242 147.11282 Full match Full match Full match 199616840.9 67126226.15 57046727.45 50620983.87 85202624.1 84547167.17 548812984.1

Com_458_pos CuminaldehydeC10 H12 O 148.08865 6.763 149.09607 Full match Full match No results 346355769.9 524602070.3 465966003.5 413641014.1 373255259.8 469614719.9 316530250.7

Com_460_pos Genistein C15 H10 O5 270.05215 5.955 271.05908 Full match Full match No results 16345027.1 62386274.05 128566434 101823380.9 111198313 55812568.99 38903158.93

Com_505_pos Thiamine C12 H16 N4 O S264.10451 1.298 265.11163 Full match Full match No results 381439004.6 72385716.06 127640650.3 198779793.2 278303873.3 291848597.7 340152244.9

Com_516_pos TrigonellineC7 H7 N O2 137.04765 1.396 138.05513 Full match Full match Full match 369484582.5 379772481.1 399139633.3 254757380.2 413569134.3 391973801.7 224090274.9

Com_535_pos L-Threonic acid-1,4-lactoneC4 H6 O4 118.02664 2.629 119.0339 Full match Full match Full match 128847739.7 88641435.96 295542920.4 240989917.2 247543008.1 228550778.4 463067297.3

Com_545_pos Indole C8 H7 N 117.05773 6.053 118.06508 Full match Full match No results 59980465.76 106525630.9 236085877.6 260839414.4 234884965.7 214692028.8 215431277.9

Com_597_pos NaringeninchalconeC15 H12 O5 272.06806 5.835 273.07559 Full match Full match No results 3074682.805 6364391.874 10402968.6 23266187.79 6605813.025 2716436.076 12007226.72

Com_669_pos Isohomovanillic acidC9 H10 O4 182.0579 5.225 183.06517 Full match Full match Full match 6780914.159 35910785.88 41744009.58 53503003.05 17419253.97 10645209.9 362580159.1

Com_671_pos 7-MethylguanineC6 H7 N5 O 165.0651 2.065 166.07242 Full match Full match Full match 93509254.93 59636185.03 75572912.8 51164066.43 74797814.38 72351246.58 94132272.65

Com_686_pos Cytidine C9 H13 N3 O5 243.08552 1.417 244.09267 Full match Full match Full match 139385761.7 189027658.6 181142903.9 193967823.6 229163667.2 179638033.5 346233571.1

Com_714_pos 2,4-DimethylbenzaldehydeC9 H10 O 134.07302 6.413 135.08041 Full match Full match No results 124115263.7 404007914.3 313890875.9 240640489.6 189162380.5 227488838.9 185883366.6
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Com_747_pos L-Pyroglutamic acidC5 H7 N O3 129.04264 2.157 130.04976 Full match Full match Full match 209910868.9 80949905.76 60424562.25 96674553.41 110413812.1 182752498.3 67530527.32

Com_810_pos D-Alanyl-D-alanineC6 H12 N2 O3 160.08474 1.364 161.0919 Full match Full match Full match 210183947.5 55618348.01 61367228.05 25741441.82 92399667.57 69282650.61 34626115.78

Com_861_pos D-Raffinose C18 H32 O16 504.16815 1.374 505.17426 Full match Full match Full match 114438705 93633276.71 261832487.8 341517764 354972135.6 291212111.2 50626157.49

Com_897_pos Carvone C10 H14 O 150.10438 5.557 151.11182 Full match Full match No results 176883344.4 148638705.8 179979487.9 407895285.7 249388633.4 314972333 259706914.2

Com_903_pos Oleoyl ethanolamideC20 H39 N O2 325.29751 9.788 326.30484 Full match Full match No results 178768979 166054439.4 108529653 126095051.8 333122728 165569382.1 158407226.3

Com_944_pos N6-Acetyl-L-lysineC8 H16 N2 O3 188.11606 1.421 189.1234 Full match Full match Full match 187172827.7 95730254.59 96929367.93 104590892.5 166204253.2 176569763.1 71652217.11

Com_1087_posDL-CarnitineC7 H15 N O3 161.10519 1.299 162.11269 Full match Full match Full match 73821517.95 249004579.8 195499307.5 176810356.8 168965024.8 182523552.4 201082838.4

Com_1089_posN3,N4-Dimethyl-L-arginineC8 H18 N4 O2 202.14301 1.357 203.15027 Full match Full match Full match 159789535.7 74314302.16 69305984.8 62083328.29 121532918.3 198625688.5 72486763.68

Com_1146_posN8-AcetylspermidineC9 H21 N3 O 187.16863 1.225 188.17589 Full match Full match No results 150601340.7 30481661.07 47583569.56 36422754.86 128355093.4 144390368.5 33099265.01

Com_1158_posΥ-L-Glutamyl-L-glutamic acidC10 H16 N2 O7 276.0957 1.419 277.10309 Full match Full match Full match 149185759.8 95129667.83 88487072.01 51242987.8 104476162.9 138198071.5 45450924.59

Com_1280_pos(R)-Equol C15 H14 O3 242.09398 5.913 243.10132 Full match Full match Full match 119078224.2 121781609.3 101887239.1 189708575.2 120412888.3 153174948.8 65743414.1

Com_1380_posEcgonine methyl esterC10 H17 N O3 199.1209 4.961 200.12822 Full match Full match No results 126137920.6 39594118.94 44391021.43 70983981.57 85771342.67 129596790.3 30762432.86

Com_1412_posN-Acetyl-D-lactosamineC14 H25 N O11 383.14289 1.406 384.1503 Full match Full match No results 97237447.77 98419322.82 157870622 43007457.24 93253741.03 74984464.58 56725643.9

Com_1542_posD-Serine C3 H7 N O3 105.04267 1.252 106.04998 Full match Full match Full match 22123332.49 76319238.3 49807755.19 39897604.4 43460897.42 29327571.6 143895608.1

Com_1664_posSpermidine C7 H19 N3 145.15809 1.219 146.16533 Full match Full match Full match 102396500.1 34672951.66 53457475.45 66232376.19 11281080.12 17411587.7 31378114.65

Com_1737_posIsoquinolineC9 H7 N 129.05769 5.883 130.06517 Full match Full match No results 97938585.11 40643484.99 36943475.46 51402874.2 60197724.67 104034069.5 13766292.65

Com_1925_posGlycylprolineC7 H12 N2 O3 172.08483 1.437 173.09218 Full match Full match Full match 85168950.27 95870639.07 91695776.76 123192950.3 94969772.87 122887294.7 56892934.56

Com_1962_posHistamine C5 H9 N3 111.0797 1.156 112.08688 Full match Full match Full match 6166153.555 26815432.27 20443267.37 172184770.5 12815716.71 15439406.29 64147154.09

Com_1986_posMethyl indole-3-acetateC11 H11 N O2 189.07872 5.881 190.08626 Full match Full match Full match 85578652.76 25219326.02 25172591.79 35564873.97 40288138.83 62473355.53 7557590.99

Com_2000_posNootkatone C15 H22 O 218.1668 9.117 219.17427 Full match Full match No results 23374668.33 46862191.11 68243831.07 126336597.1 142306807.7 34434309.65 87371305.23

Com_2376_posL-(+)-ArginineC6 H14 N4 O2 174.11181 1.403 175.11913 Full match Full match Full match 36311105.78 41156711.5 26206916.02 46140265.19 47894083.82 50813478.93 32438477.91

Com_2518_pos4',7-DihydroxyflavanoneC15 H12 O4 256.07309 5.73 257.08063 Full match Full match No results 3300724.378 101714852.1 52249893.14 40152887.33 22024076.75 11739925.78 43135989.05

Com_2524_posDL-α-Aminocaprylic acidC8 H17 N O2 159.12582 4.025 160.13318 Full match Full match Full match 65228050.92 36342529.36 37214710.44 92871014.12 61337837.22 65354650.79 37133025.48

Com_2688_posN-AcetylserotoninC12 H14 N2 O2 218.10508 5.289 219.11238 Full match Full match Full match 26752793.99 24853220.29 66225960.71 89063082.68 99475317.82 76081496.31 23235347.18

Com_3101_pos4-Phenylbutyric acidC10 H12 O2 164.08374 9.774 165.091 Full match Full match Full match 37628809.66 56904087.36 33595644.68 78693265.17 53358641.93 34655082.73 43138800.41

Com_3166_posCoumarin C9 H6 O2 146.03635 5.824 147.04382 Full match Full match Full match 24962372.42 14859368.52 18880770.26 43583313.66 26235604.43 29514980.39 62108997.78

Com_3180_posD-SphingosineC18 H37 N O2 299.28193 6.912 300.28894 Full match Full match Full match 14339917.96 44844926.01 14715121.18 8642456.862 15083713.45 12496995.08 19267737.71

Com_3307_posAcetyl-L-carnitineC9 H17 N O4 203.11574 1.705 204.12296 Full match Full match Full match 6471872.871 71008134.6 36776735.8 32588201.27 34120187.26 19860268.24 21884372.11

Com_3331_posKynurenic acidC10 H7 N O3 189.04227 5.926 190.04991 Full match Full match Full match 45239722.42 19037343.4 39279399.48 50321106.36 30996997.93 19463460.52 2865708.265

Com_3332_pos2-HydroxyphenylalanineC9 H11 N O3 181.07354 5.57 182.08142 Full match Full match Full match 42579690.89 35025711.86 43014042.57 62911467.25 51915382.14 49579594.11 50508914.24

Com_3421_pos2-Amino-1,3,4-octadecanetriolC18 H39 N O3 317.29243 6.881 318.29874 Full match Full match No results 8994722.115 59775950.56 26647169.89 21603812.87 16230793.76 13254586.36 35030737.1

Com_3444_pos(+)-ar-TurmeroneC15 H20 O 216.15108 5.534 217.15811 Full match Full match No results 39316119.5 22335079.69 17820770.82 70367362.32 51327555.2 61611497.97 50445433.49

Com_3478_posKahweol C20 H26 O3 314.18791 5.868 315.19516 Full match Full match Full match 20443528.17 19756671.27 19024182.79 47276758.6 24431487.86 27496714.16 31677794.68

Com_4213_posIndole-3-acetic acidC10 H9 N O2 175.06308 5.722 176.07043 Full match Full match Full match 17466215.43 21552824.04 35497952.33 78888232.7 56571920.05 47791212.68 21305431.44

Com_4493_posMethyl cinnamateC10 H10 O2 162.06784 5.613 163.07484 Full match Full match No results 15843444.08 16200975.3 17014561.36 28922696.79 23340562.85 18297874.46 27719174.19



Com_4583_posFlavin mononucleotide (FMN)C17 H21 N4 O9 P456.10417 5.397 457.11218 Full match Full match Full match 30497599.52 4612638.398 8166173.996 4494097.774 21816832.32 36992492.13 1501126.823

Com_4762_pos5α-DihydrotestosteroneC19 H30 O2 290.2244 8.268 291.23181 Full match Full match Full match 13305457.99 45301993.91 28565593.62 19960141.37 40557854.56 23238609.47 24665273.04

Com_4785_posN6,N6,N6-Trimethyl-L-lysineC9 H20 N2 O2 188.15266 1.215 189.15988 Full match Full match No results 28897965.7 22870835.03 25324210.68 18766413.95 36188294.28 37583853.27 34975182.01

Com_4931_postrans-CinnamaldehydeC9 H8 O 132.05732 5.571 133.06488 Full match Full match No results 27844908.81 25856923.49 27239090.23 44616907.58 24933758.32 41185434.74 31354975.68

Com_5508_posApigenin C15 H10 O5 270.05284 6.083 271.06012 Full match Full match No results 1195722.568 7378590.981 9655294.726 7643274.415 8356372.989 4517978.409 9881014.158

Com_5871_posFolinic acidC20 H23 N7 O7 473.16594 5.005 474.17322 Full match Full match No results 1221684.783 1038270.089 2357005.369 646658.3584 793766.6228 758373.1473 791819.7963

Com_6198_pos3-HydroxylidocaineC14 H22 N2 O2 250.16782 5.023 251.17506 Full match Full match No results 20268607.42 9368607.528 10279145.23 16200875.58 4715704.185 19651425.94 8314074.8

Com_6367_pos2-Amino-1,3-octadecanediolC18 H39 N O2 301.29773 7.071 302.30475 Full match Full match Full match 10873460.08 19803550.64 7695193.242 8426745.229 11968382.2 8247943.043 8979354.759

Com_6370_pos4-EthoxybenzaldehydeC9 H10 O2 150.06795 9.207 151.07529 Full match Full match Full match 18439208.51 13075840.61 9574627.935 15337278.94 7127228.772 11044300.51 9717688.554

Com_16_pos HypoxanthineC5 H4 N4 O 136.03852 1.978 137.04575 Full match Full match Full match 14566270690 10420190620 9261827704 9290814157 13737230503 25996603746 2876884373

Com_21_pos L-PhenylalanineC9 H11 N O2 165.07896 4.898 166.08632 Full match Full match Full match 2716995757 7200643049 4197618618 2431850468 4367132476 2971919271 4181262513

Com_24_pos L-Glutamic acidC5 H9 N O4 147.05313 1.292 148.06032 Full match Full match Full match 11042303488 2146468484 2415852016 1302968016 4081647877 6969548724 1876294609

Com_48_pos Methionine C5 H11 N O2 S 149.05105 1.881 150.05846 Full match Full match Full match 2861106995 3981524013 2550040365 1446140011 821267996.5 2428533700 1491805388

Com_83_pos DL-TryptophanC11 H12 N2 O2 204.08941 5.17 205.09668 Full match Full match Full match 1129103598 2072011141 1862963653 1565506701 2275236850 2349412436 1141272999

Com_93_pos Creatine C4 H9 N3 O2 131.06947 1.358 132.07663 Full match Full match Full match 1266301839 4480723198 3475916117 3398937696 2938820179 2474812421 2446330094

Com_94_pos L-Tyrosine C9 H11 N O3 181.07411 2.343 182.08139 Full match Full match Full match 966573969.2 1673011113 1823085261 465014849.6 1037463126 171502769.6 1120994272

Com_143_pos Taurocholic acidC26 H45 N O7 S515.29172 8.938 516.29901 Full match Full match Full match 869201.6118 1514063.717 9697352.008 2253913.254 20184079.33 1196273.739 1256112.175

Com_147_pos LeucylprolineC11 H20 N2 O3 228.14724 5.111 229.15445 Full match Full match Full match 618184999.7 884656975.3 682423504.9 554885797.8 803911444.5 550477636.7 484329484.9

Com_167_pos N-Acetyl-D-galactosamineC8 H15 N O6 221.08985 1.389 222.09712 Full match Full match Full match 1596444008 880924982.2 1001991550 610459344.5 1302429046 924341224.2 581610986.6

Com_168_pos 5-Hydroxyindole-3-acetic acidC10 H9 N O3 191.05774 5.502 192.06487 Full match Full match Full match 1321272186 1550578382 1533984380 2803413840 2395971713 3007228400 1711814952

Com_175_pos Pipecolic acidC6 H11 N O2 129.0789 1.217 130.08591 Full match Full match Full match 204103951.5 501555626.2 438790431.4 396984742.3 831019138.8 784205694.3 543395852

Com_224_pos Pantothenic acidC9 H17 N O5 219.11056 5.069 220.11795 Full match Full match Full match 635853979.8 164676714.1 351987482.4 283140173.6 415029637.8 568526484.4 244891127.5

Com_232_pos Adenine C5 H5 N5 135.05454 1.628 136.06168 Full match Full match Full match 212468679 90055753.35 433963236.1 816970501.1 181208286.7 969002912.1 982604777.3

Com_239_pos DL-Arginine C6 H14 N4 O2 174.11179 1.243 175.11896 Full match Full match Full match 90965798.12 575028319.2 196273001 283874761.8 392360135.2 153147567.7 331254442.3

Com_266_pos L-Threonine C4 H9 N O3 119.05829 1.282 120.06554 Full match Full match Full match 609081033.8 287363742 249113665.4 207378166.2 425106890.6 504324589.7 432608059.5

Com_286_pos Guanine C5 H5 N5 O 151.04939 3.767 152.0567 Full match Full match Full match 716516769.9 450146504 341174517.7 203620318 1029011559 99847908.9 503367899.3

Com_287_pos 4-HydroxybenzaldehydeC7 H6 O2 122.0368 2.298 123.04393 Full match Full match Full match 198045811.2 594473776.8 310679336.7 58883155.8 424801925.1 87446529.12 194091842.1

Com_298_pos N-Acetylneuraminic acidC11 H19 N O9 309.10574 1.371 310.11288 Full match Full match Full match 475582883.2 1071562793 736364312.8 517399778.2 614587797.2 310468357.7 238377828.8

Com_374_pos L-Histidine C6 H9 N3 O2 155.06964 1.276 156.077 Full match Full match Full match 58485126.28 62547700.96 275535707.2 60128786.59 62036296.91 54007121.19 193830495.3

Com_408_pos ValylprolineC10 H18 N2 O3 214.1317 4.816 215.13895 Full match Full match No results 156998454.3 280455373 249035387.1 186425567.1 353351508.8 225398867.7 129312880.7

Com_468_pos D-(-)-GlutamineC5 H10 N2 O3 146.0692 1.268 147.07643 Full match Full match Full match 144248396.6 367130422.1 224227328.8 148207156.3 271070832.9 157824022.1 468789236.2

Com_476_pos Riboflavin C17 H20 N4 O6 376.13772 5.352 377.14505 Full match Full match Full match 79875673.42 90765041.4 17240994.42 103895830.2 680166293.2 115658153.4 60832795.45

Com_579_pos L-Aspartic acidC4 H7 N O4 133.03752 1.264 134.0448 Full match Full match Full match 51152150 103232188.3 59912186.94 61946264.55 63758483.96 97175134.33 117684419.9

Com_580_pos 18-β-Glycyrrhetinic acidC30 H46 O4 470.33912 7.04 471.34601 Full match Full match No results 21979209.26 51852532.16 50949995.55 163571384.6 24131185.27 23303475.63 305618751.8

Com_694_pos Xanthine C5 H4 N4 O2 152.0334 4.709 153.04062 Full match Full match Full match 265320637.8 106232049.1 95432638.63 30614412.62 127051819.6 115596509 57053061.23



Com_717_pos Docosahexaenoic acidC22 H32 O2 328.23975 9.856 329.24667 Full match Full match No results 200322163.4 403261876.9 218931190.3 432114794.6 230095970 263503068.4 225521715.2

Com_787_pos Daidzein C15 H10 O4 254.05736 5.805 255.06471 Full match Full match No results 41084504.74 364298242.2 262368225.3 244298733 187103900.1 104875947.1 226150393.4

Com_792_pos Glycyl-L-leucineC8 H16 N2 O3 188.11602 5.006 189.12355 Full match Full match Full match 33272605.19 211797706.3 91246200.64 40099335.72 67189066.56 36465629 96313643.88

Com_827_pos Arachidonic acidC20 H32 O2 304.24013 9.955 305.24716 Full match Full match Full match 111896739.2 236258232.1 87760478.83 172763906.2 118917186.9 173927547.2 72252182.68

Com_916_pos 16-Hydroxyhexadecanoic acidC16 H32 O3 272.23612 7.984 295.22592 Full match Full match No results 70278700.92 208123290.6 128877315.6 116858503.8 142020449.9 85415205.21 252844827.4

Com_932_pos N-AcetylhistamineC7 H11 N3 O 153.0901 1.422 154.09746 Full match Full match Full match 15770486.1 22115345.15 25569129.04 119463320.4 27783811.98 31691186.85 98847573.07

Com_966_pos Asparagine C4 H8 N2 O3 132.05354 1.259 133.06078 Full match Full match Full match 4670844.849 27283755.65 5993925.997 4926075.254 6956324.418 6286001.013 27832655.06

Com_1224_pos6-HydroxymelatoninC13 H16 N2 O3 248.11555 5.432 249.12274 Full match Full match Full match 12989944.45 8632785.823 11693204.5 26943100.46 14573891.93 18310170.8 16529418.09

Com_1424_pos4-Pyridoxic acidC8 H9 N O4 183.05315 2.436 184.06039 Full match Full match Full match 121359727.2 57735189.25 134734177 215380374.2 124717210.6 137473706.8 116812220.3

Com_1455_posSinapinic acidC11 H12 O5 224.0679 5.527 225.07483 Full match Full match No results 37484182.15 98474973.3 94054970.88 65645882.69 44756946.65 46876774.08 90985457.26

Com_1640_posXanthurenic acidC10 H7 N O4 205.03734 5.313 206.04478 Full match Full match Full match 18467468.13 72716567.94 25132636.67 225522466.7 44098678.33 59100941.81 134581163.1

Com_1670_posDL-5-MethoxytryptophanC12 H14 N2 O3 234.10015 5.124 235.10765 Full match Full match No results 14243120.92 14040640.97 14616984.88 25405987.8 17188935.84 14868920.47 13677600.4

Com_1796_posL-Alanyl-L-prolineC8 H14 N2 O3 186.10038 1.431 187.10753 Full match Full match No results 88417312.64 78864061.26 111469100.5 91231377.97 123460018.2 75123017.92 69435053.95

Com_1808_posPyridoxine C8 H11 N O3 169.07385 2.051 170.08115 Full match Full match Full match 62833301.81 62475844.95 78495899.11 174141465.7 157998576.9 155377638.1 66673039.8

Com_2102_posα-AspartylphenylalanineC13 H16 N2 O5 280.10586 5.228 281.11328 Full match Full match Full match 43778464.54 40452349.98 48966842.27 72258706.81 57984214.73 55543580.29 30002953.84

Com_2701_posL-SaccharopineC11 H20 N2 O6 276.13207 1.439 277.13943 Full match Full match Full match 56827438.42 34937738.88 53504316.77 48609377.93 64878940.17 46502522.51 56674099.82

Com_2846_posMelatonin C13 H16 N2 O2 232.12072 5.616 233.12827 Full match Full match Full match 16278271.6 9868081.787 11452981.32 29641700.84 11634010.01 7632052.325 16380357.12

Com_3038_pos1-MethyladenosineC11 H15 N5 O4 281.11238 4.956 282.11948 Full match Full match Full match 50840171 16499644.59 23073919.73 25013638.34 45988504.36 3542085.421 24695788.03

Com_3693_posD-PantethineC22 H42 N4 O8 S2554.24427 5.487 555.25183 Full match Full match Full match 3916251.778 2255661.521 3213800.879 14654481.27 2455818.073 3004461.52 7106513.75

Com_3706_posThymidine C10 H14 N2 O5 242.0902 4.883 243.09749 Full match Full match Full match 19695028.4 13503061.42 18242134.69 24957881.83 24744254.13 21997848.17 36856046.92

Com_3924_posAlanyltyrosineC12 H16 N2 O4 252.11084 4.005 253.11807 Full match Full match No results 10264736.69 9106952.478 5865865.982 3050425.21 3756518.075 6770467.202 2050441.404

Com_4407_posUric acid C5 H4 N4 O3 168.02831 1.83 169.0354 Full match Full match Full match 6069925.598 35107004.38 22826440.69 25221417.76 13409494.03 7544301.824 30652042.19

Com_6389_posBiotin C10 H16 N2 O3 S244.08799 5.386 245.09483 Full match Full match Full match 17744637.26 9218048.671 12604137.07 24531975.19 20804960.89 25488523.7 4840773.357

Com_22_pos Epinephrine C9 H13 N O3 183.08943 5.044 184.09642 Full match No results Full match 2728085929 7180305510 4208580920 2457853105 4385537017 2984996911 4176149723

Com_29_pos octadec-9-ynoic acidC18 H32 O2 262.22947 9.362 263.23682 Invalid mass No results No results 3786308185 14609079393 7732034762 6673832005 11650271807 10724108295 4112423460

Com_33_pos L-NorleucineC6 H13 N O2 131.09455 3.035 132.10176 Full match Not the top hitFull match 2947679479 7083430127 3589012521 2214833084 3581550224 3119638965 3952845351

Com_39_pos jwh-018-d11 C24 H12 [2]H11 N O352.23987 6.733 353.24695 Invalid mass No results No results 1074765092 914335358.3 1648654718 477567266.8 410741323.4 258895311.1 475121047.2

Com_51_pos 2-Hydroxycinnamic acidC9 H8 O3 164.0474 2.288 165.05501 Full match Not the top hitFull match 1244304723 3399748933 2363181529 699459192.9 1426709955 1941518627 1468885787

Com_105_pos Inositol C6 H12 O6 180.06335 1.268 181.07123 No results No results Full match 2192272639 3092238155 3176596434 3528334877 3981602147 2476086960 951862548.7

Com_112_pos (+/-)12(13)-DiHOMEC18 H34 O4 296.23474 8.386 297.24191 Invalid mass Invalid mass No match 468531575.8 2611256075 1190734349 1349260177 1758115655 595596781.5 3159793658

Com_142_pos 5-[(10Z)-14-(3,5-dihydroxyphenyl)tetradec-10-en-1-yl]benzene-1,3-diolC26 H36 O4 412.25862 7.248 413.26569 Invalid mass No results No results 1250691331 807017741.7 783287088.5 324018456.1 677652496.3 694049151 1408230576

Com_162_pos Linolelaidic Acid (C18:2N6T)C18 H32 O2 280.24008 9.433 281.24774 No results No results Full match 98572814.59 1006992800 2162678925 1130345536 2106708681 1739135954 394477804.8

Com_164_pos KPK C17 H33 N5 O4 371.25381 6.7 372.26105 Full match No results No results 371913503.1 289978578.2 522936160.9 180752382.8 160642315.6 105626975.2 211130578.3

Com_166_pos Homo-Gamma-Linolenic Acid (C20:3)C20 H34 O2 306.25524 7.238 307.26251 No results No results Full match 2613700.844 288283690.6 353241300.1 287721694.9 342798493.2 242971380.5 992191815.6

Com_209_pos ethyl 4-amino-2-(methylsulfanyl)-1,3-thiazole-5-carboxylateC7 H10 N2 O2 S2218.01921 1.271 219.0264 Full match No results No results 1120116053 436628363.1 639919691.3 550943930.4 1011592372 860422984.2 267946157.3



Com_250_pos Methylimidazoleacetic acidC6 H8 N2 O2 140.05849 1.412 141.06586 Full match No results Full match 367553994.8 494639628.2 264663416.6 372353962.2 269817721.5 358302114.5 820942925.8

Com_295_pos FMH C20 H27 N5 O4 S433.18128 4.666 434.18851 Invalid mass No results No results 692556741.7 98305325.95 97496667.03 98614343.32 230942505 362902915.1 154047138.8

Com_322_pos 5,6-dimethoxy-2-(2-methoxyphenyl)-4H-chromen-4-oneC18 H16 O5 136.0532 5.608 295.09546 Invalid mass No results No results 627591288.4 601179336.7 667384070.6 888488878 779842300.3 825364627.5 465775336.3

Com_371_pos N-[1-(4-methoxy-2-oxo-2H-pyran-6-yl)-2-methylbutyl]acetamideC13 H19 N O4 270.15777 5.052 271.16476 Invalid mass No results No results 528443425.5 241898470.7 286077623.4 435085426.6 151144339.4 505640499.2 6952604.392

Com_393_pos 3-Methoxy prostaglandin F1αC21 H38 O6 368.25271 6.665 369.25995 Invalid mass Invalid mass No results 140034215.6 110668194.7 193437862.8 169795508.7 43627029.83 45798846.88 120665953

Com_402_pos Diaminopimelic acidC7 H14 N2 O4 190.09527 1.389 191.10274 No results Full match No results 207101964.9 294580818.5 76420264.73 304396083.2 385459065.7 222467628.5 556822321.2

Com_425_pos RNK C16 H32 N8 O5 104.0625 6.755 105.06982 Invalid mass Invalid mass No match 298025988.3 88853196.76 237650567.5 283539549 269245991.4 348302327.2 290732474.4

Com_441_pos Styrene C8 H8 104.06254 8.113 105.06982 No results No results Full match 192139941.8 140185630.9 199420482.1 158389406.1 155113494.6 168034494.2 311275557.8

Com_464_pos NorbutorphanolC16 H21 N O2 259.15313 5.03 260.16 No results Invalid mass No results 187789490.2 324148087.2 218605869.3 106455151.3 231293253.4 146829297.8 67098536.8

Com_483_pos 2-Hydroxy-3-methylbutanoic acidC5 H10 O3 118.0631 1.418 119.07022 No results No results Full match 176065494.6 269390843.9 254720167.9 196967172.5 221503786.9 275170024.7 394347966.5

Com_523_pos Isoferulic acidC10 H10 O4 212.06833 5.556 213.07565 Invalid mass Invalid mass No results 135793920.1 443082490.5 395322687.2 268542972.1 614499670.3 146848796.1 202328082.3

Com_551_pos Glycitein C16 H12 O5 284.06688 5.819 285.07416 Invalid mass Invalid mass No results 6948510.834 226032404 183450932.8 392455135.5 74525677.46 34569479.98 244732005.3

Com_563_pos Apocynin C9 H10 O3 166.06272 5.545 167.07011 Full match Partial matchFull match 44239640.63 109398863.6 107505955.3 178015663.3 134315666.6 76863783.22 442732109.6

Com_568_pos Anacardic acidC22 H36 O3 360.27704 6.127 361.28455 Invalid mass No results No results 339790886.6 144796318.8 160851774.8 254939469.5 281726816.4 254875238.5 226100436.5

Com_615_pos ValerophenoneC11 H14 O 162.1041 5.549 163.11172 Full match No results No results 303880962.4 220397222 159051043.4 463795235.8 246914024.5 371256735.8 213058233.2

Com_662_pos 3-Hydroxypicolinic acidC6 H5 N O3 139.02686 3.622 140.03413 Full match Not the top hitFull match 286095436.4 11485626.23 16731979.14 17742590.74 74707261.83 119057041.3 7560968.079

Com_680_pos Azetidine-2-carboxylic acidC4 H7 N O2 101.04775 1.293 102.05488 No results No results Full match 240984764.5 70616356.11 70910037.09 57166079.48 124746549.5 205101097.8 87367960.06

Com_702_pos p-Mentha-1,3,8-trieneC10 H14 134.10936 8.113 135.11664 No results No results Full match 122888654.4 89685392.85 108700527.8 90846652.21 87177811.48 92094789.24 181629343.7

Com_708_pos 3-MethylcrotonylglycineC7 H11 N O3 157.07387 1.415 158.08133 Full match No results No results 261710837.2 71663333.95 91335762.73 126232429.1 165292318.6 172510622.3 91840235.13

Com_732_pos 4-Pregnen-17alpha,20alpha-Diol-3-OneC21 H32 O3 332.2349 6.599 333.2424 No results No results Full match 57522660.64 49253048.87 139107432.4 21937000.84 17269049.92 7967629.171 20363538.41

Com_733_pos 3-MethoxybenzaldehydeC8 H8 O2 136.05216 5.739 137.05937 Full match Not the top hitFull match 15319721.05 24462894.08 24820689.81 44169541.4 28172783.41 22627519.81 125584641.3

Com_775_pos 3-amino-2-phenyl-2H-pyrazolo[4,3-c]pyridine-4,6-diolC12 H10 N4 O2 242.07992 5.824 243.08713 Full match No results No results 49152358.58 131192759.3 20777375.27 523331452.4 401192279.3 221471459.5 20408284.76

Com_782_pos 16,16-Dimethyl prostaglandin A1C22 H36 O4 386.24533 6.85 387.25281 Invalid mass No results No results 37635630.56 17947425.61 90566077.52 67214932.72 18267818.26 13995585.82 50377029.89

Com_783_pos DL-StachydrineC7 H13 N O2 143.09472 1.419 144.10207 Full match No results No results 15814255.29 74147968.62 100818644.9 69415115.68 68045974 50743380.24 304236647.7

Com_793_pos 3-methyl-5-oxo-5-(4-toluidino)pentanoic acidC13 H17 N O3 257.10279 1.291 258.11002 Invalid mass No match No match 231219942.4 84195936.16 160585536.7 259311587.8 161510598.7 88006979.57 125076682.4

Com_797_pos Sedanolide C12 H18 O2 176.11991 8.115 177.1272 Invalid mass Invalid mass No results 97430343.51 60658955.75 89934643.97 73268917.52 60535987.46 69106895.66 143069410.2

Com_834_pos Anandamide (AEA)C22 H37 N O2 347.28199 6.083 348.28964 Full match Partial matchNo results 215836564.9 82842450.7 106984625.2 165380924.2 169655227.5 166824936.1 170765192

Com_853_pos PregnanetriolC21 H36 O3 358.25007 6.845 359.25775 No results Invalid mass No results 177650166.7 170103598.1 274832461.8 61094259.63 68453073.46 70442246.9 13562347.74

Com_883_pos PC (7:0/8:0)C23 H46 N O8 P495.29576 6.144 496.30325 No results Full match No results 200194208.7 152735505.1 187231241.4 287470202.9 202246576.7 179100510.2 265349580.5

Com_885_pos R-1 Methanandamide phosphateC23 H40 N O5 P441.26214 5.232 442.26926 Invalid mass No results No results 6688432.924 245774313.6 113368026.4 134373730.9 21017800.05 26573402.57 264201911.7

Com_894_pos CholecalciferolC27 H44 O 384.33469 6.275 385.34192 Invalid mass Invalid mass No results 201594085.8 53578474.1 74935391.55 94145612.19 165563996.1 189866628.8 68709528.14

Com_921_pos 15-Deoxy-Δ12,14-prostaglandin A1C20 H30 O3 300.20852 8.113 301.21545 Invalid mass No match No match 87684654.26 58452161.96 75904430.13 58396905.84 51170963.12 51542278.18 134794872.3

Com_949_pos 4-{[(morpholinosulfonyl)methyl]sulfonyl}morpholineC9 H18 N2 O6 S2331.08812 1.367 332.0954 Invalid mass Invalid mass No results 61684495.51 290372531.9 129978568.4 109193812.4 75795997.75 50348474.67 14252677.2

Com_956_pos 4-oxododecanedioic acidC12 H20 O5 133.05593 5.564 267.11914 Invalid mass Invalid mass No results 185201105 232709951.5 109138343.3 362337992.4 207311658 246137355.8 148872351

Com_960_pos (11E,15Z)-9,10,13-trihydroxyoctadeca-11,15-dienoic acidC18 H32 O5 310.21401 6.238 311.22128 Invalid mass No results No match 184246277.1 63269235.46 58223683.45 126498846.1 67292227.14 104505604.4 144240138.3



Com_981_pos 2'-DeoxyadenosineC10 H13 N5 O3 273.08464 1.374 274.091 Invalid mass No results No results 128455101.5 225263664 229514767.5 171530020.4 222651686 125447491.6 97862485.77

Com_987_pos UR-144 N-(2-hydroxypentyl) metaboliteC21 H29 N O2 327.21535 5.287 328.22253 Invalid mass No results No results 146985956 116411783.3 89604621.53 65032938.81 175932199.8 63209662.17 78742416.09

Com_1001_posIRH C18 H32 N8 O4 446.24261 7.314 447.25018 Invalid mass No results No results 65100446.93 71132100.29 102305950.2 51212453 17491461.14 52443902.22 70542430.83

Com_1007_posSimvastatin C25 H38 O5 418.27141 6.701 419.27872 No results Full match No results 127469380.3 64815163.58 96313969.45 72335496.94 83124732.29 113545305.8 87221892.03

Com_1013_pos1,7-Diphenylhept-4-en-3-oneC19 H20 O 264.14707 5.642 265.15436 No results Invalid mass No match 3585626.307 5689491.054 4016001.079 4860330.229 3515267.873 2916732.727 222150776.2

Com_1052_pos9-Oxo-ODE C18 H30 O3 294.21889 6.8 295.22644 Full match Partial matchFull match 165441979.3 71471225.7 98953799.21 92181663.36 142863773.5 110299059.2 126273136.1

Com_1094_posAKB48 N-(4-hydroxypentyl) metaboliteC23 H31 N3 O2 364.21118 5.247 365.21811 Invalid mass No results No results 20093797.02 49182092.52 42518744.47 7916624.691 41506721.64 15572867.29 10192304.67

Com_1115_pos6-MethylquinolineC10 H9 N 143.07339 5.17 144.08044 Full match Partial matchNo results 107415777.3 105327304.1 98017205.61 102003437.1 121408307.1 188093719.7 79317110.34

Com_1157_posIsorhapontigeninC15 H14 O4 258.08913 6.084 259.09668 Full match No results No results 72430588.82 170822343 66266434.43 98167593.48 90942992.97 79414043.64 193222785.2

Com_1195_posN1-(2,3-dihydro-1,4-benzodioxin-2-ylmethyl)-2,2-dimethylpropanamideC14 H19 N O3 249.13649 5.027 250.14403 Full match No results No results 10367757.61 15756470.63 12755214.24 17683739.77 12301081.95 12136367.66 94407100.86

Com_1198_pos3-hydroxy-3-methylpentanedioic acidC6 H10 O5 184.0349 1.182 185.04236 Invalid mass No results No results 62582761.61 207868477.3 178997745.9 223919156.3 147108474.5 161437376.4 49736209.63

Com_1225_posVLK C17 H34 N4 O4 358.2578 5.052 359.26517 Full match No results No results 27365232.47 107424858.3 73409304.5 15043595.07 48130617.38 22983382.86 21990323.21

Com_1274_posP-Aminohippuric AcidC9 H10 N2 O3 194.06925 1.422 195.07654 No results No results Full match 135421276.4 17693923.01 22427356.86 38286252.51 27107718.42 199656115.2 34168711.96

Com_1283_posTropine C8 H15 N O 141.11543 4.97 142.12268 Full match No results No results 9033685.531 6771993.439 7086912.353 4138911.588 12301726.57 11148751.6 7502546.423

Com_1300_pos1,4-dihydroxyheptadec-16-en-2-yl acetateC19 H36 O4 350.24552 7.816 351.2529 Invalid mass No match No match 132857837.5 44919666.4 29531312.31 24035282.26 63841554.73 52525245.54 54200230.62

Com_1310_posLLK C18 H36 N4 O4 372.27336 5.215 373.28036 Full match No results No results 39551104.72 110035854.9 69680882.91 20878918.37 47003720.93 48699178.32 17330710.75

Com_1325_posCoenzyme Q2 C19 H26 O4 318.18274 6.693 319.19016 No results Full match No results 115269085.6 109488937.9 97213083.39 138844699.9 19193733.48 99993320.11 106580066.9

Com_1366_posOrnithine C5 H12 N2 O2 132.08991 1.126 133.09727 Full match No results Full match 127878227.6 35646438.57 50398905.74 25958069.27 51610513.75 75679334.65 27354505.29

Com_1368_posERH C17 H28 N8 O6 440.21791 8.14 441.22519 Invalid mass No results No results 57041223.84 40471269.2 51402592.43 109697255.3 57856758.12 53776004.02 56477536.34

Com_1384_posL-Dopa C9 H11 N O4 197.06884 4.9 198.07619 Full match No results Full match 110111080.7 74121545.19 81972026.99 120104940.8 105287951.1 122103904.2 138197617.6

Com_1393_pos4-(methylthio)-6-phenyl-2-(3-pyridyl)pyrimidine-5-carbonitrileC17 H12 N4 S 322.08707 1.327 305.08365 Invalid mass No results No results 10101910.31 194260104.1 95429134.07 175000149.9 73377444.87 25336027.47 142364830.6

Com_1397_pos2-Arachidonyl Glycerol etherC23 H40 O3 369.25522 6.69 370.2637 Invalid mass No results No results 23632925.63 60697632.06 103517365.8 10725479.97 78018068.14 77262450.54 60689021.11

Com_1440_posPhenylglyoxylic acidC8 H6 O3 150.03152 1.408 168.06538 No results No results Full match 120569956.4 97645337.58 24254173.12 124068298.9 152254968.5 37681834.62 125730410.3

Com_1445_posPyridoxamineC8 H12 N2 O2 168.08752 1.2 169.09502 Invalid mass Invalid mass No results 29750232.7 46755478.15 38194029.57 45646785.04 55012643.31 34538663.44 25486591.99

Com_1466_pos2-(2-amino-3-methylbutanamido)-3-phenylpropanoic acidC14 H20 N2 O3 264.14707 5.202 265.15469 Full match Partial matchFull match 24011427.25 77342178.12 66625809.72 37204496.75 43758241.68 46894534.52 19137712.75

Com_1473_posELK C17 H32 N4 O6 388.23161 5.224 389.23944 Full match No results No results 33778728.3 46913632.4 62764714.41 35769657.05 31452879.2 19593923.25 40649272.77

Com_1495_posMycophenolic acidC17 H20 O6 149.06985 1.372 321.12872 Invalid mass Invalid mass No results 25744456.71 27440093.39 26990962.77 19544238.63 28510755.52 47633433.53 150247853

Com_1501_pos(+/-)-CP 47,497-C7-Hydroxy metaboliteC21 H34 O3 334.25049 8.874 335.25778 No results Full match No results 1215823.894 172736874.9 148371565.8 10845576.05 37366872.65 3689741.747 82371775.1

Com_1510_pos2-(3,5-dimethyl-1H-pyrazol-4-yl)-5-methoxybenzoic acidC13 H14 N2 O3 246.10016 5.283 247.10782 Full match No results Full match 98112711.35 65966814.44 17447961.97 174930926.4 117814177 102121784.5 97199641.41

Com_1544_posWKK C23 H36 N6 O4 230.13783 4.838 231.14525 Invalid mass No results No results 111188545.1 31285590.31 43474082.31 64239547.88 63839826.95 110258321.6 28730034.43

Com_1546_posDL-LeucineamideC6 H14 N2 O 130.11051 1.419 131.11784 Full match No results No results 9368567.517 15201075.72 33246761.48 25822705.25 34608203.62 23081815.11 143732322.7

Com_1550_posDLK C16 H30 N4 O6 374.21549 5.134 375.22128 Full match No results No results 37766997.89 39479617.95 40407728 18554029.95 46293121.29 33396901.63 17613469.33

Com_1572_posDihydrokawainC14 H16 O3 232.10592 1.431 233.1134 Invalid mass No results No results 108599578.3 57450770.99 73014964.46 54104753.85 112010058.7 80727914.94 64694425.48

Com_1588_pos3-(4-hydroxy-3-methoxyphenyl)propanoic acidC10 H12 O4 178.06274 5.587 179.07011 Invalid mass No match No match 16355992.8 25964667.18 28034770.27 39469848.38 35818791.3 23642637.82 56930529.34

Com_1591_posVLH C17 H29 N5 O4 367.22201 5.051 368.22858 Full match No results No results 9016505.756 20419602.21 13509525.99 5521579.486 15198979.69 7933567.808 6097355.3



Com_1612_pos5-(6-hydroxy-6-methyloctyl)-2,5-dihydrofuran-2-oneC13 H22 O3 208.14607 6.739 209.15355 Invalid mass No results No results 101920658.1 22331635.81 46066828.32 47616242.9 43945571.66 63323818.06 41887156.46

Com_1653_posL-HydroxyprolineC5 H9 N O3 131.0583 1.286 132.06551 No results No results Full match 103067221.5 18550839.1 6666159.349 22893616.07 92881589.36 111478235.3 54449615.69

Com_1681_pos(±)-Abscisic acidC15 H20 O4 286.12013 5.927 287.12775 Invalid mass Invalid mass No results 101012823 62627121.05 73204998.03 83070784.23 73887352.95 85076318.99 2715910.835

Com_1691_posBicine C6 H13 N O4 163.08456 1.307 164.09167 No results Full match No results 100475755.7 26066401.04 58101227.45 49296147.38 102184896.3 83171554.17 66066084.91

Com_1702_posethyl 5-methoxy-2-methyl-1-phenyl-1H-indole-3-carboxylateC19 H19 N O3 309.13954 5.256 310.14624 Invalid mass No results No results 93155846.6 42719953.88 51532296.14 81971182.91 79480035.09 94605975.62 54932293.83

Com_1714_posTHC C21 H30 O2 314.22401 6.771 315.23145 Full match Partial matchFull match 62778420.77 39930768.62 66359295.12 39459865.45 44979217.02 30185295.89 59035186.43

Com_1715_posN-(cyclopropylmethyl)-N'-phenylureaC11 H14 N2 O 228.06323 1.415 229.07053 Invalid mass No results No results 24915694.69 80058920.29 53410461.68 87341544.29 62469518.03 33599734.49 128023037.3

Com_1720_posEpitestosteroneC19 H28 O2 288.20821 6.716 289.21573 Full match Not the top hitFull match 98602000.36 29178133.72 39534503.75 46693110.54 50362405.39 68353930.86 24400662.93

Com_1724_posallantoate C4H7N4O4- 175.12087 1.453 176.12828 No results No results Full match 98474037.74 47401107.48 45655377.33 89850503.35 40917124.83 90444167.17 26147919.17

Com_1728_posSPK C14 H26 N4 O5 330.19017 4.958 331.19742 Full match No results No results 33134693.92 41504510.71 58459854.62 20941000.19 36549848.78 19615904.2 13247607.8

Com_1730_posTestosterone undecanoateC30 H48 O3 456.36001 7.313 457.36749 Full match Not the top hitNo results 61843589.09 109656737.2 88364465.21 193891192.5 72097271.58 63082829.74 127099789

Com_1747_pos(2R)-2-[(2R,5S)-5-[(2S)-2-hydroxybutyl]oxolan-2-yl]propanoic acidC11 H20 O4 216.13585 5.826 217.14359 Full match No results Full match 97633261.65 63555042.51 57856529.84 136225344.1 103953491.1 112562969.4 78805126.42

Com_1773_pos(12Z)-9,10,11-trihydroxyoctadec-12-enoic acidC18 H34 O5 352.22231 6.374 353.22919 Invalid mass Invalid mass No results 41235198.15 82115554.56 32494986.52 78397991.38 161423756 133377311.2 56267912.89

Com_1774_posMLK C17 H34 N4 O4 S744.43827 5.107 373.22641 Invalid mass No results No results 34129363.56 45624370.92 30874971.49 29385182.35 36708078.6 43342786.68 27187132.86

Com_1794_posIsoproterenolC11 H17 N O3 211.12054 1.437 229.15439 No results No results Full match 6134692.639 7532200.449 30531125.5 8328263.335 10533249.93 9716054.049 5125653.223

Com_1795_posN-MethylisoleucineC7 H15 N O2 145.11047 5.143 146.11775 No results Full match No results 17267454.92 45609692.97 123052471.6 74967002.31 86025026.35 51733695.03 24422742.49

Com_1800_posProlylleucineC11 H20 N2 O3 228.14747 1.453 229.15474 Full match No results Full match 6865111.643 6820820.59 29907642.72 7285700.451 9526389.124 8308255.235 4640330.154

Com_1822_pos6-methyl-4-(morpholinomethyl)-2H-chromen-2-oneC15 H17 N O3 277.12661 1.421 278.13348 Invalid mass No results No results 93685487.24 44980097.53 69807101.64 82843469.37 66513588.5 88169951.87 55550459.97

Com_1858_posYLK C21 H34 N4 O5 404.24576 8.169 405.25323 Invalid mass No results No results 70018849.29 58939172.13 45956228.98 127227266.5 56538370.3 38540057.86 119460977.5

Com_1876_pos2-methyl-2,3,4,5-tetrahydro-1,5-benzoxazepin-4-oneC10 H11 N O2 159.06803 5.503 160.07518 Invalid mass No match No results 54997580.22 80186019.2 88958421.91 158497063.8 129548523.1 172354424.6 100108965.2

Com_1905_posNPK C15 H27 N5 O5 339.19052 4.883 340.19766 Invalid mass No results No results 32314450.41 54639396.44 53036030.19 21835249.6 61016878.93 27989503.42 20914910.67

Com_1918_posProgesteroneC21 H30 O2 314.22409 8.113 315.23169 Full match Not the top hitFull match 46667120.27 23007555.79 34366831.9 21979406.15 20988594.73 22729984.61 62584336.36

Com_1921_posS-AdenosylmethionineC15 H22 N6 O5 S199.06852 1.272 399.1442 Invalid mass Invalid mass No results 88882317.55 5061153.052 12414416.01 31151996.85 27378605.07 38745294.04 9947255.359

Com_1940_posLPC 15:1 C23 H46 N O7 P479.30567 6.676 480.31372 No results Invalid mass No results 40212671.5 28113655.75 113306907.9 68966212.82 27139079.23 18774682.6 28785716.95

Com_1957_posN-Stearoyl taurineC20 H41 N O4 S204.15137 7.309 205.15825 Invalid mass No results No results 66459062.65 51554554.63 54103528.4 63142473.78 62294984.93 51521081.04 69913670.9

Com_1968_pos5-(tert-butyl)-2-methyl-N-(5-methyl-3-isoxazolyl)-3-furamideC14 H18 N2 O3 284.11566 5.396 285.12344 Invalid mass No results No results 24645759.71 37844848.44 59209484.86 41441304.4 52394565.54 26802419.04 36645458.11

Com_1985_posCortisone C21 H28 O5 360.20026 5.141 361.20767 Invalid mass No results No results 30985865.15 45443616.43 26407845.43 30194807.98 31181206.99 34185873.71 26748596.34

Com_2008_pos2-[5-(2-hydroxypropyl)oxolan-2-yl]propanoic acidC10 H18 O4 224.1023 6.022 225.10963 Invalid mass Invalid mass No results 84515120.43 61410948.87 43403832.07 92544764.31 90496205.72 106737659.5 49322206.61

Com_2019_posPiperine C17 H19 N O3 285.13223 1.419 286.1398 Invalid mass No results No results 57157593.78 31696476.09 40784366.22 62382817.36 66830095.95 64523651.37 108980427.7

Com_2064_pos3-hydroxy-2-octylpentanedioic acidC13 H24 O5 242.15142 5.807 243.15884 Invalid mass No results No results 64810848.86 49823559.07 47477546.59 187306193.2 79716388.79 80151593.6 106061890.2

Com_2069_posmesaconic acidC5 H6 O4 130.02669 1.883 131.034 No results No results Full match 81685797.92 9149191.051 14147028.85 11716701.9 26721848.8 36808934.9 5912015.795

Com_2113_posRMK C17 H35 N7 O4 S415.24264 5.28 416.25006 Invalid mass No results No results 21381189.11 28314190.73 18730896.74 19011059.73 22359709.57 19572672.71 7407955.22

Com_2260_pos4-(trifluoromethyl)nicotinic acidC7 H4 F3 N O2 191.01699 1.276 192.02417 Invalid mass No results No results 17946200.99 62654373.41 43682296.25 65678695.84 46543534.24 77002623.38 3777635.332

Com_2283_pos5-amino-1-(2-cyanoethyl)-1H-pyrazole-4-carbonitrileC7 H7 N5 166.02666 1.418 167.03401 Invalid mass No results No match 72954849.1 52089985.19 62781654.79 97776287 84996477.5 90755075.37 75027453.86

Com_2316_pos11-OxoetiocholanoloneC19 H28 O3 286.19275 8.114 287.19992 Invalid mass Invalid mass No match 36489235.48 21190953.92 28503646.98 23207477.78 23714282.14 22835267.22 47204622.51



Com_2332_pos3-pentadecyl-4,5,6,7-tetrahydrobenzo[d]isoxazol-4-one oximeC22 H38 N2 O2 362.29262 6.284 363.30017 Full match No results No results 71272829.67 25738849.44 28122233.29 46891145.19 57078186.43 62957877.89 31922856.7

Com_2372_pos2-MethoxybenzaldehydeC8 H8 O2 136.05237 5.489 137.05956 Full match Partial matchFull match 23585489.44 34457480.07 36258716.66 58800129.83 31368418.33 49898425.96 90945580.33

Com_2395_posCryptotanshinoneC19 H20 O3 296.13723 4.872 297.14453 Invalid mass No results No results 16109131.55 55981801.83 60639954.17 153874428.6 51363146.61 34914224.61 83959052.93

Com_2472_posWNK C21 H30 N6 O5 446.23665 5.294 447.24405 Invalid mass No results No results 18576025.99 31988480.59 21517375.62 12675299.28 22834151.73 20085852.91 11659874.82

Com_2489_pos5α-Pregnan-3,20-dioneC21 H32 O2 316.23994 7.708 317.24713 Full match No results Full match 32141576.58 10566889.98 11012357.29 29750443.5 28702379.11 15027975.59 54432147.78

Com_2538_pos1-MethyladenineC6 H7 N5 149.07014 1.419 150.0775 Full match No results No results 41440358.65 27440093.39 26990962.77 27972043.15 42249684.69 47633433.53 83416692.06

Com_2542_pos16,16-Dimethyl prostaglandin A2C22 H34 O4 384.22952 6.618 385.23706 Invalid mass No results No match 51140487.31 16880162.84 82964655.42 44141124.93 37193478.89 43933724.22 56937808.32

Com_2543_pos6-[2-(2H-1,3-benzodioxol-5-yl)ethyl]-4-methoxy-2H-pyran-2-oneC15 H14 O5 274.08381 5.728 275.0907 Full match Partial matchNo results 4097979.642 100121299 52314165.8 41491247.61 22782663.1 12382479.92 43901292.67

Com_2548_posN6-Me-dA C11 H15 N5 O3 265.11617 1.356 266.1236 Full match No results No results 33567164.63 14252208.79 28603939.33 30046565.01 51505829.31 34310111.31 31727910.34

Com_2576_pos(1E)-5-hydroxy-1,7-diphenylhept-1-en-3-oneC19 H20 O2 302.12602 5.807 303.13321 Invalid mass No results No results 57029151.39 26275924.51 24164283.25 36275601.65 32734008.21 41833259.66 17019245.5

Com_2624_posMesalamine C7 H7 N O3 153.04258 4.984 154.04993 Full match Partial matchFull match 61263906.1 70576827.67 49371258.22 71403383.22 68276598.1 67694941.52 50268272.6

Com_2627_pos(6E)-7-(2H-1,3-benzodioxol-5-yl)-1-(piperidin-1-yl)hept-6-en-1-oneC19 H25 N O3 630.35847 4.946 316.18665 Invalid mass No results No results 24972254.9 39962803.35 34397282.95 16320352.97 11459636.05 21182446.1 22612985.57

Com_2638_posLoxoprofen C15 H18 O3 246.12143 5.061 247.12895 No results Invalid mass No results 10669758.24 46685702.08 21699735.61 9019316.259 15310931.54 9415554.94 7127044.704

Com_2646_posTestosteroneC19 H28 O2 288.20834 8.115 289.21573 Full match No results Full match 29470478.34 18011320.99 26381288.01 22904150.86 16399777.9 17074703.6 40717325.7

Com_2657_pos13,14-Dihydro prostaglandin E1C20 H36 O5 338.24657 6.204 339.25385 Invalid mass No results No results 20961866.85 93824361.02 16796136.27 21376716.59 15520197.71 21860886.93 13960198.65

Com_2673_pos3-hydroxy-N-(1-hydroxy-4-methylpentan-2-yl)-5-oxo-6-phenylhexanamideC18 H27 N O4 377.15389 1.349 360.15057 Invalid mass Invalid mass No results 49316997.66 23091323.39 77135349.85 45183906.38 100069921.4 54025597.33 21709307.86

Com_2683_pos11-Deoxy prostaglandin F1αC20 H36 O4 362.24545 6.369 363.25278 Invalid mass Invalid mass No results 59464863.55 30522528.32 13560935.87 43112292.96 38441289.59 44877088.21 1632118.788

Com_2700_pos4-(1H-pyrazol-1-yl)-N,N-bis(2-pyridinylmethyl)benzenesulfonamideC21 H19 N5 O2 S405.1245 1.365 406.13068 Full match No results No results 19550530.71 80130238.22 76349517.98 28830826.58 46754397.88 31517793 4593132.036

Com_2711_pos4-(allyloxy)-1,2-dihydroquinolin-2-oneC12 H11 N O2 201.07888 5.288 202.08623 Full match No results No results 26086107.84 23881601.8 65426969.03 79593695.35 98502895.61 75275730.82 22265091.96

Com_2749_pos2-Benzyl-5-[(3S)-1-isopropyl-3-pyrrolidinyl]-1,3,4-oxadiazoleC16 H21 N3 O 271.16434 4.927 272.1716 Invalid mass No results No results 8971930.459 9903919.083 8281866.714 5913676.48 11861130.16 4445626.805 4976604.121

Com_2755_posMuscone C16 H30 O 260.21391 8.385 261.22125 No results Invalid mass No results 17459617.9 57089844.24 29827572.09 39389962.97 48876594.21 21593896.06 74682410.04

Com_2784_pos5-(hydroxymethyl)-4-methoxy-2,5-dihydrofuran-2-oneC6 H8 O4 166.02434 1.186 167.03154 Invalid mass No results No results 25328153.84 74160949.91 62887890.59 111794261.4 52753162.24 46635997.07 20181448.18

Com_2821_pos1,3-Dihydro-1,3,3-trimethyl-2H-indol-2-ylidene acetaldehydeC13 H15 N O 201.11509 5.364 202.12219 Full match No results No results 10579852.3 87121478.36 24477392.49 17339076.79 15189931.7 17641933.17 40649646.41

Com_2848_pos6-AminonicotinamideC6 H7 N3 O 137.05881 1.431 138.06616 No results No results Full match 46311397.55 26110064.26 43201129.47 55619505.1 61400609.56 57569573.46 71476563.26

Com_2877_pos6-(4-phenylpiperazino)hexanoic acid hydrochlorideC16 H24 N2 O2 276.18372 4.627 277.19089 Full match No results No results 3317805.174 77452995.52 43648581.66 20926871.83 16614257.28 17433686.58 58424878.25

Com_2880_posSQH C14 H22 N6 O6 354.18944 5.415 355.19708 Invalid mass No results No results 16492588.2 18890484.66 26188043.41 23168284.13 15182795.38 16122370.2 21510189.21

Com_2946_pos1-hydroxy-2-phenyl-1,5,6,7-tetrahydro-4H-benzimidazol-4-oneC13 H12 N2 O2 228.08968 5.38 229.09738 Full match No results No results 52783336.31 37137022.04 47003593.66 94332114.42 71141073.17 67290027.32 56637706.04

Com_2962_posACar 18:1 C25 H48 N O4 425.35057 7.577 426.35803 No results Invalid mass No results 49700955.04 81561638.49 26922875.55 30825650.48 31614108.43 30749950.77 31362362.73

Com_2972_pos2-Arachidonoyl glycerolC23 H38 O4 360.26617 9.343 361.27338 Invalid mass Invalid mass No results 14413140.72 81279655.55 47685208.64 7803252.076 23654467.04 25089304.4 6709869.41

Com_3007_posProstaglandin B1C20 H32 O4 336.2276 6.649 337.23508 No results Invalid mass No results 11282684.76 9321724.863 8803254.342 12943568.28 28132181.37 24707938.85 31476796.44

Com_3009_posProstaglandin E2-1-glyceryl esterC23 H38 O7 408.24863 6.845 409.25604 Invalid mass Invalid mass No results 24881720.38 33493270.23 66319675.1 33115782.04 17544512.01 14794224.82 33583307.31

Com_3011_posN-[(4-hydroxy-3-methoxyphenyl)methyl]-8-methylnonanamideC18 H29 N O3 329.19472 5.203 330.20218 Invalid mass No results No results 48095610.22 35052532.33 39426647.22 21527116.3 19166206.54 25206136.49 20926999.54

Com_3048_pos5,7-dihydroxy-3-(4-hydroxyphenyl)-4H-chromen-4-oneC15 H10 O5 270.05246 5.672 271.06009 Full match Partial matchNo results 21287991.35 38002140.29 65311280.8 84697348.04 34581964.25 32616825.12 33957422.76

Com_3056_posD-Glucose 6-phosphateC6 H13 O9 P 260.02995 1.325 261.03738 Full match Not the top hitFull match 41099260.51 27026621.17 38258643.91 6884856.868 84467059.23 50778554.28 2434434.617

Com_3148_posThiamine monophosphateC12 H17 N4 O4 P S344.07092 1.289 345.078 No results Full match No results 48344549.5 22734579.64 48370167.33 18100769.11 14410115.85 54306535.19 16608809.03



Com_3154_posMMK C16 H32 N4 O4 S2390.17484 1.328 391.18198 Invalid mass No results No results 48287662.21 12749570.52 20065660.21 35682618.46 48297975.84 35802936.02 33866782.62

Com_3218_posN1-{4-methyl-2-[(3,4,5-trimethoxybenzylidene)amino]phenyl}acetamideC19 H22 N2 O4 360.16827 5.509 361.17548 Invalid mass No results No results 18677767.98 19561395.8 21595906.73 30919712.7 15711940.6 18384878.71 49115097.56

Com_3265_pos1-(3-phenylpropanoyl)-4-piperidinecarboxylic acidC15 H19 N O3 261.13248 1.274 262.13962 Invalid mass No results No results 46235956.88 14332151.15 19354303.51 22695086.34 44899747.32 38944713.67 18507625.78

Com_3309_posSLK C15 H30 N4 O5 346.22149 1.413 347.22949 Full match No results No results 10642678.51 13817632.36 22076536.05 34616826.73 39070311.43 19823649.01 31277538.19

Com_3318_posRKK C18 H38 N8 O4 412.29298 5.554 413.30127 Invalid mass No results No results 45425437.24 33986296.67 37549095.53 60060357.19 44685170.16 52253896.79 49311195.17

Com_3341_posPQH C16 H24 N6 O5 380.18269 5.674 381.19067 Full match No results No results 45115495.95 16447741.67 34481844.53 39571118.1 36408279.42 52736022.01 15310839.06

Com_3396_pos6β-Oxycodol N-oxideC18 H23 N O5 333.15352 1.378 334.16092 Invalid mass No results No results 42276940.11 7056961.502 9172286.696 32075508.03 6674934.968 52267870.1 13385064.48

Com_3405_posPhosphocholineC5 H14 N O4 P 183.06599 6.167 184.0735 No results Full match No results 37943076.66 26929822.47 40473773.92 40981144.18 42537401.02 48350909.55 57003837.55

Com_3417_posSinapyl aldehydeC11 H12 O4 208.07318 5.953 209.08009 No results Full match Full match 32270191.59 53624821.65 48460293.42 90729204.92 44207355.62 48475446.19 45891540.44

Com_3462_pos4-(2,3-dihydro-1,4-benzodioxin-6-yl)butanoic acidC12 H14 O4 204.07833 5.564 205.08588 Invalid mass Invalid mass No results 29908945.85 25059869.61 26105179.61 46628468.01 32851065.42 30520390.66 55674212.22

Com_3513_pos1-[(3S)-3-(1,3-Benzoxazol-2-yl)-1-pyrrolidinyl]-3-methoxy-1-propanoneC15 H18 N2 O3 296.1194 5.264 297.1268 Invalid mass No results No results 22283238.97 16824837.71 12185639.41 18331974.22 9721018.35 18084490.37 54604543.85

Com_3528_posLPK C17 H32 N4 O4 356.24225 5.008 357.24951 Full match No results No results 16487677.71 24738697.34 18683570.71 12369794.75 28210217.06 19893881.64 9990747.222

Com_3548_pos5-Fluoro-2-[(3S)-1-(2-methylbenzyl)-3-pyrrolidinyl]-1H-benzimidazoleC19 H20 F N3 309.16854 4.733 310.17584 Invalid mass No results No results 22000119.32 61154454.69 47220621 46766052.29 44248647.69 42536276.86 32903559.11

Com_3562_posAdenosine C10 H13 N5 O4 267.09544 1.399 268.103 No results Full match Full match 41557243.74 18693965.99 22606620.59 46864718.08 35605586.47 16122093.47 25932638.98

Com_3565_posα-Linolenoyl ethanolamideC20 H35 N O2 321.26673 8.701 322.27386 Full match No results No results 25129356.17 32646132.82 35903533.76 45989017.01 69525054.16 31524301.57 49100594.84

Com_3584_pos20-Hydroxy prostaglandin F2αC20 H34 O6 330.23914 6.806 353.22849 Invalid mass Invalid mass No results 41277400.02 11637803.44 10391716.49 19153719.76 39959451.51 33003536.27 29260532.64

Com_3604_posMaslinic acidC30 H48 O4 494.33754 7.853 495.34515 No results Invalid mass No results 15765456.5 33040222.37 25144887.36 81394394.04 68672710.31 20075496.8 24509277.8

Com_3656_posErgosta-5,7,9(11),22-Tetraen-3-beta-OlC28 H42 O 394.32347 7.576 395.33063 No results No results Full match 40426146.75 45112280.1 21008955.65 23723640.21 23779299.24 27508652.08 21935318.63

Com_3672_pos(±)13-HpODEC18 H32 O4 294.21884 8.176 295.22592 Invalid mass No match No match 23573804.14 62606064.19 19041359.87 53323546.48 22286861.49 15494556.08 19287735.75

Com_3731_posACar 20:4 C27 H46 N O4 447.33496 7.243 448.34247 No results Invalid mass No results 6659362.983 5181331.725 5895746.143 39289102.96 8557463.561 577337.998 3154527.402

Com_3732_pos13,14-Dihydro-15-keto Prostaglandin A2C20 H30 O4 316.20115 7.623 317.20834 Invalid mass No results No results 8668145.589 49138276.85 14921278.08 21606692.96 25150845.64 12707273.09 51042365.25

Com_3741_posSPH C14 H21 N5 O5 321.14206 1.41 322.1488 Invalid mass No results No results 31013471.18 44779996.67 42527293.8 21569220.24 26086483.95 31417313.42 21464644.61

Com_3763_posTetranor-12R-HETEC16 H26 O3 248.17722 6.379 249.18442 Invalid mass Invalid mass No results 39051167.91 11313515.32 13744249.76 20876935.74 23350879.04 23161464.73 23855815.81

Com_3782_pos6-(3-hydroxybutan-2-yl)-5-(hydroxymethyl)-4-methoxy-2H-pyran-2-oneC11 H16 O5 250.08377 5.865 251.09113 Invalid mass No match No results 852187.977 522279.6927 759142.5713 1189043.367 957937.2092 837936.6228 50293632.08

Com_3794_posThromoboxane B1C20 H36 O6 394.23286 6.117 395.24017 Invalid mass Invalid mass No results 38734344.69 33005196.63 32788045.32 54846616.69 35063517.72 44342296.67 26380640.89

Com_3810_pos17α-EthynylestradiolC20 H24 O2 296.17739 6.6 297.18491 Full match Partial matchFull match 8651121.501 7532182.726 21429198.87 5081586.306 3155444.087 2036025.023 4437093.716

Com_3839_posOctopamine C8 H11 N O2 153.07914 5.879 154.08643 No results No results Full match 4961617.337 4173304.503 3651411.185 8402571.798 6067255.417 5532605.63 5881184.948

Com_3854_posProstaglandin E1C20 H34 O5 354.23923 5.846 355.24683 No results No results Full match 38007508.18 30791053.15 28298522.76 57884325.41 5545676.933 42935396.06 33378635.8

Com_3856_pos4-(pentyloxy)benzene-1-carbohydrazideC12 H18 N2 O2 222.13667 4.856 223.14377 Full match No results No results 37996527.59 24680229.13 30212712.01 48940335.5 22221503.3 47367744.85 5626543.283

Com_3895_pos3,4-Dimethylbenzoic acidC9 H10 O2 150.06795 6.771 151.07527 No results Full match Full match 26475937.14 58078491.47 33313019.13 59369421.63 31158151.44 37584768.7 29141044.58

Com_3907_posFLK C21 H34 N4 O4 406.25796 5.323 407.26544 Full match No results No results 8765026.737 18980242.14 12542266.99 1772324.518 12241417.2 8567158.049 11939571.69

Com_3967_posINH C16 H26 N6 O5 382.1964 5.8 383.20316 Full match Invalid mass No results 32139024.78 32648945.44 34832533.59 78101530.94 11703511.39 55005776.43 32464311.42

Com_3973_posPC (14:0e/3:0)C25 H52 N O7 P509.34782 9.901 510.35474 No results Full match Full match 1256166.464 57372477.88 8710381.08 1947303.241 4152840.097 2949160.297 21260631.49

Com_3999_posVeratramine C27 H39 N O2 409.29354 5.9 410.30103 Invalid mass No results No results 26818863.18 19260892.03 24440950.53 32930194.81 30270834.48 28013546.91 42660849.71

Com_4038_posProstaglandin K2C20 H30 O5 332.19592 7.427 333.20322 Invalid mass Invalid mass No results 5923285.75 55812074.52 24770119.41 9496266.05 13188677.6 5269084.856 14933873.46



Com_4052_posRMH C17 H30 N8 O4 S442.2092 5.558 443.2168 Full match No results No results 2224460.561 3254468.569 4018858.862 2309856.002 3195627.187 3186160.604 46121760.01

Com_4075_pos3'-HydroxystanozololC21 H32 N2 O2 344.24228 4.811 345.24939 Invalid mass No results No results 10718768.76 42801552.78 20238373.85 6386776.363 13382589.3 6474334.229 10890515.01

Com_4130_pos3-hydroxy-2-[5-nitro-2-(1-pyrrolidinyl)benzyl]propanenitrileC14 H17 N3 O3 275.127 5.207 276.13437 Full match No results Full match 11829693.6 15262502.84 14144021.01 9686906.528 20251812.77 13496525.37 8780803.441

Com_4138_posNaratriptan C17 H25 N3 O2 S335.16306 5.484 336.17026 Invalid mass No results No results 4044764.927 26001569.59 16419063.95 28435175.58 18643393.54 17622425.46 44924491.69

Com_4164_posDehydroepiandrosterone (DHEA)C19 H28 O2 270.19811 6.34 271.20532 Invalid mass Invalid mass No results 34354885.84 22457836.51 31885420.2 31193627.4 26399551.44 34282779.44 5941156.956

Com_4175_posOleanolic acidC30 H48 O3 439.33399 7.31 440.33951 No results Invalid mass No results 8648534.961 44142341.87 32569450.58 71497256.94 29788957.46 28372230.79 44275135.85

Com_4203_pos4-oxo-5-phenylpentanoic acidC11 H12 O3 174.0678 5.487 175.07486 Invalid mass No results No results 6349936.707 6678986.232 7428686.891 10059742.18 7014250.53 7588154.466 10987444.84

Com_4210_pos1-MethylxanthineC6 H6 N4 O2 166.04889 4.889 167.05617 Full match No results Full match 896878.595 2224917.663 1580151.701 2002223.389 1750243.159 1738871.871 3634632.406

Com_4285_pos11-Deoxy prostaglandin F1βC20 H36 O4 322.25069 6.418 323.25784 Invalid mass Invalid mass No results 25052477.5 22841848.86 25881257.04 60814755.29 34200647.86 26723923.75 43004367.28

Com_4296_pos4-(Diethylamino)salicylaldehydeC11 H15 N O2 193.10996 5.684 194.11765 Full match No results No results 23212806.72 21051920.51 20740628.88 52636748.32 34248797.89 39944426.06 19748396.51

Com_4307_pos2-(2-hydroxy-3-methylbutanamido)-4-methylpentanoic acidC11 H21 N O4 231.14682 5.538 232.1545 Full match No results Full match 21805709.93 27649615.81 20682508.64 31546606.73 36575682.13 48735535.01 42806355.75

Com_4318_pos2-(2,6-dimethoxyphenyl)-5,6-dimethoxy-4H-chromen-4-oneC19 H18 O6 324.09955 5.501 325.10699 Invalid mass No results No results 32985676.44 15030759.97 26264850.64 8358114.857 20144332.59 23986883.19 6131216.003

Com_4328_posHMK C17 H30 N6 O4 S414.21081 5.219 415.21762 Invalid mass No results No results 8536144.252 21467456.28 26844988.69 21961332.04 29453922.71 23873504.58 16370758.63

Com_4378_pos6-methyl-7-nitro-2,3-dihydro-1,4-benzodioxineC9 H9 N O4 195.0529 1.412 196.06009 Full match No results No results 32353630.64 35955107.23 32509745.23 38633652.78 38736059.17 36285393.21 28746765.46

Com_4543_pos4-(3,4-dimethoxyphenyl)-3-methyl-1H-pyrazol-5-amineC12 H15 N3 O2 233.11618 5.154 234.1236 Full match No results No results 24238328.66 19128507.31 22290571.35 72185003.34 26794972.48 42009378.77 31996338.57

Com_4587_posNorfloxacin C16 H18 F N3 O3319.1379 1.371 320.14514 Invalid mass Invalid mass No results 23707964.53 29533138.53 5652328.816 22707933.32 20769519.05 32820384.27 21180639.58

Com_4591_posAlprazolam-d8C17 H5 [2]H8 Cl N4316.13785 1.415 317.1456 Invalid mass No results No results 30447338.64 16842778.14 20699618.25 34739317.85 26276518.9 32212067.86 23132618.38

Com_4622_pos4-{3-[(3,4-dihydroxyphenyl)methyl]-2-methylbutyl}benzene-1,2-diolC18 H22 O4 341.15854 1.419 342.16577 Invalid mass No results No results 30100174.51 10384467.92 17201863.17 27415147.87 21982108.47 25218243.54 28913540.35

Com_4642_posACar 18:2 C25 H46 N O4 441.34522 7.228 442.35324 No results Invalid mass No results 5935482.945 34865552.82 21734635.15 9901763.841 10458426.26 10074033.51 20281463.78

Com_4646_posVMK C16 H32 N4 O4 S358.20336 4.941 359.21063 Invalid mass No results No results 14475223.81 18168229.16 10998051.26 4917916.5 15515258.98 9445651.455 3210684.711

Com_4651_posIMK C17 H34 N4 O4 S390.22803 5.062 391.23474 Invalid mass No results No results 9793418.479 16295754.85 6999732.508 2451908.849 12014971.61 6223932.091 5402537.873

Com_4653_posN1-isopropyl-2-(phenylthio)benzamideC16 H17 N O S 271.10297 4.86 272.11041 Full match No results No results 9277296.544 5554865.31 18778179.56 2718303.359 12157980.85 20161531.58 426056.6091

Com_4705_posEtiocholanoloneC19 H30 O2 272.21393 9.115 273.2211 Invalid mass Invalid mass No results 9642193.614 16878272.35 24945460.9 46910870.54 49444061.65 10122819.21 27784858.74

Com_4745_posPilocarpine C11 H16 N2 O2 208.12131 5.086 209.12859 No results Full match No results 29232947.09 20729196.18 21839651.56 51089007.92 31974329.33 39252143.06 33215492.04

Com_4778_postetranor-12(R)-HETEC16 H26 O3 248.17731 8.462 249.18457 Invalid mass Invalid mass No results 28967247.67 20997841.28 17962616.22 35344073.1 20113668.01 25961013.16 15439987.52

Com_4893_posN6-IsopentenyladenosineC15 H21 N5 O4 335.15933 5.836 336.16669 No results Full match No results 28085920.35 7454692.702 6042397.417 2176356.187 18719524.58 4163883.386 5401794.851

Com_4923_posJasmone C11 H16 O 182.13075 6.286 183.13832 Invalid mass No results No results 25527159.47 20392160.94 17095960.49 54807374.89 17951576.9 34651332.49 36107926.38

Com_4935_posN2-(2-cyano-4,6-difluorophenyl)thiophene-2-carboxamideC12 H6 F2 N2 O S264.01587 1.262 265.02313 Full match No results No results 11712989.86 6441350.443 13465110.85 24644407.5 15206283.64 11278751.4 36035488.64

Com_4950_posTLK C16 H32 N4 O5 360.23709 4.779 361.24448 Full match No results No results 10633305.63 43022688.37 24201545.41 5464093.228 17293997.85 10466345.55 8605669.973

Com_4962_posEcgonine C9 H15 N O3 185.1049 5.64 186.11244 Full match No results No results 13743740.76 8752894.668 10331140.76 24333830.37 12888458.98 16686974.84 32012533.52

Com_4986_posDL-2-(acetylamino)-3-phenylpropanoic acidC11 H13 N O3 224.11602 1.317 225.12306 Invalid mass No results No results 27411116.25 13073325.32 16313032.85 14928636.66 29846352.32 27316791.92 19879245.74

Com_5070_posN6-MethyladenineC6 H7 N5 149.07015 2.521 150.07741 Full match No results No results 19792946.55 9897065.338 16978661.46 14550240.76 12731853.83 26161715.93 14747635.69

Com_5093_posEMH C16 H25 N5 O6 S397.14851 4.914 398.15582 Invalid mass No results No results 879563.7374 823041.4641 5330510.565 2024455.346 3978809.029 3449339.378 3386688.99

Com_5101_pos2-Thio-acetyl MAGEC21 H42 O3 S 396.26588 6.509 397.27347 Invalid mass No results No results 8783807.519 6846608.808 9524816.33 13579752.1 5153607.041 6579201.932 6696395.063

Com_5123_pos(2R,3S,4S,5R,6R)-2-(hydroxymethyl)-6-(2-phenylethoxy)oxane-3,4,5-triolC14 H20 O6 284.12574 6.415 285.13321 Full match No results No results 15037383.16 41051284.73 29927224.14 25754670.48 19219577.01 24834809.78 16665655.87



Com_5125_pos11(Z),14(Z),17(Z)-Eicosatrienoic acidC20 H34 O2 306.25595 6.058 307.26321 Full match Not the top hitFull match 20661325.48 14723840.73 16617384.6 57892261.67 19507369.85 20482661.88 34100616.98

Com_5137_pos4-amino-6-chloro-3-cinnolinecarboxamideC9 H7 Cl N4 O 200.04503 1.605 201.05232 Invalid mass No results No results 10414617.07 13306349.15 21326018.02 5469991.574 18348442.85 18612654.19 4572139.152

Com_5140_pos5-allyl-4,6-dimethyl-2-oxo-1,2-dihydropyridine-3-carbonitrileC11 H12 N2 O 188.09432 5.769 189.10179 Full match Partial matchNo results 335142.3614 701014.0746 512066.5926 1342322.145 1649401.951 644098.1323 811930.8271

Com_5153_pos(9cis)-RetinalC20 H28 O 284.21382 7.703 285.22107 Full match Not the top hitFull match 13125667.92 9500347.794 10423078.58 10572534.36 8578848.855 5784446.155 23954013.65

Com_5175_posANK C13 H25 N5 O5 331.18526 4.802 332.19266 Full match No results No results 12023574.02 15788402.54 16107538.18 18025091.23 12444408.39 14709204.61 33735146.03

Com_5184_pos(3R)-8-hydroxy-3-(4-methoxyphenyl)-3,4-dihydro-1H-2-benzopyran-1-oneC16 H14 O4 252.07451 4.691 253.08165 Invalid mass No results No results 25990762.11 8643227.481 13726971.65 15706444.11 11941037.44 16776297.54 6162358.653

Com_5238_posN-(6-methoxypyridin-3-yl)thiophene-2-carboxamideC11 H10 N2 O2 S234.04967 1.213 235.05695 Invalid mass No results No results 1861593.83 16683836.95 5678081.841 7769236.212 9459711.48 4819518.513 2801662.752

Com_5248_pos4'-MethoxyacetophenoneC9 H10 O2 150.06796 9.5 151.07529 Full match Partial matchFull match 20523310.41 17376338.78 8548456.493 19049753.21 8476383.862 14311622.79 14799168.84

Com_5272_posAvocadyne 1-acetateC19 H34 O4 308.2349 7.973 309.24213 Invalid mass No results No results 7847200.679 34644258.02 20387515.03 15416090.13 21561386.26 9463920.682 32975757.73

Com_5277_posN'1-(3,4,5-trimethoxybenzylidene)-3-(4-hydroxyphenyl)propanohydrazideC19 H22 N2 O5 358.15076 5.746 359.15994 Invalid mass No results No results 16971863.15 14620487.51 8807544.628 19362179.92 21879044.89 16012803.01 9677160.597

Com_5332_posTaurodeoxycholic AcidC26 H45 N O6 S481.28694 11.852 482.29422 Invalid mass No results No results 974929.8673 1200171.293 724332.2092 2516066.079 949750.4006 1094599.111 1297870.899

Com_5350_pos1-(4-hydroxyphenyl)propane-1,2-diolC9 H12 O3 150.06795 8.06 151.07538 Invalid mass No match No match 21409223.31 38808375.05 16489209.8 33161122.6 11354558.51 21178881.16 22037269.9

Com_5352_pos4-methoxy-6-(prop-2-en-1-yl)-2H-1,3-benzodioxoleC11 H12 O3 192.07846 5.263 193.08585 Full match Partial matchNo results 16205644.57 13310091.22 11440453.63 21725117.8 13025518.83 16297314.11 32239466.61

Com_5401_posN'',N'''-di[1-(4-nitrophenyl)ethylidene]carbonic dihydrazideC17 H16 N6 O5 384.11931 5.613 385.12762 Full match No results No results 11658399.82 9199090.889 11036871.62 29876419.93 18481427.02 13866784.48 17309089.74

Com_5434_posEstriol C18 H24 O3 288.17189 5.683 289.17935 Full match No results Full match 24417904.72 18098412.11 20563353.98 44043634.92 25011093.86 27325527.69 25133616.65

Com_5519_posα-EstradiolC18 H24 O2 272.17349 5.265 273.18073 Invalid mass No results No results 21835904.44 17555750.9 18976776.01 39722395.54 25179940.28 29405492.17 30946029.59

Com_5537_posL-Methionine Methyl EsterC6 H13 N O2 S 163.0668 4.78 164.07408 No results No results Full match 4966467.252 6707998.695 30644136.1 26899279.68 20374107.11 14334424.42 2009615.009

Com_5578_posO-DesmethylnaproxenC13 H12 O3 216.07805 1.22 217.08533 No results No results Full match 565865.6546 18311454.37 4019991.494 9435763.755 4747866.158 1641809.17 1687701.103

Com_5604_pos4-HydroxypropranololC16 H21 N O3 137.57411 1.248 138.58134 Invalid mass No results No results 13063011.35 8552658.723 8119980.969 11659106.2 7284992.5 26067463.4 10132600.09

Com_5630_pos2-(2'-fluoro[1,1'-biphenyl]-4-yl)-5-methoxy-3-methyl-1H-indoleC22 H18 F N O 331.13762 1.416 332.14401 Full match Invalid mass No results 20435557.62 16702939.33 18754518.16 24991986.64 23095010.91 21050829.5 17177570.5

Com_5631_posEnrofloxacinC19 H22 F N3 O3341.14889 4.971 342.15604 Invalid mass No results No results 3259079.547 6823139.556 5083670.514 4989940.608 5626305.093 5336295.803 4563839.456

Com_5649_posL-HomocitrullineC7 H15 N3 O3 189.11145 1.412 190.11868 No results No results Full match 9895656.127 9228442.679 13086971.74 33329554.19 19152970.4 18796169.13 22557096.92

Com_5676_posNNK C14 H26 N6 O6 352.21198 5.124 353.21893 Invalid mass No results No results 2602372.776 2287189.221 3203861.051 4980952.325 3707680.997 3783767.042 5451629.207

Com_5689_posVNK C15 H29 N5 O5 359.21691 1.407 360.22443 Full match No results No results 3537948.867 4284882.206 3251301.633 2016236.813 4584689.533 2644950.134 1979174.075

Com_5691_pos1-[(3,5-dimethylisoxazol-4-yl)sulfonyl]piperidineC10 H16 N2 O3 S244.08408 5.319 245.09137 Invalid mass Invalid mass No results 20823796.77 13203200.65 14880303.4 38081944.05 24351292.48 33720128.96 29614931.28

Com_5708_posSunitinib C22 H27 F N4 O2207.09001 5.381 437.16925 Invalid mass No results No match 3636982.118 8024002.947 8205212.773 23622849.62 7564977.804 2236268.528 27740432.92

Com_5784_posα-LapachoneC15 H14 O3 264.07448 5.273 265.08234 Invalid mass No results No results 22291632.42 12580194.05 17245051.08 37809423.73 24944718.45 30148923.59 25397960.7

Com_5848_posMeperidine-d5C15 H16 [2]H5 N O2252.18731 6.336 253.19429 Invalid mass No results No results 21923821.63 11980310.59 13751496.36 14290629.45 15473998.38 21005430 2122683.02

Com_5867_posEQH C16 H24 N6 O7 394.15649 5.719 395.164 Invalid mass No results No results 21871234.13 363699.2233 379458.7376 1417798.979 1691064.731 5972669.293 693031.2486

Com_5883_posCafestol C20 H28 O3 316.20315 5.901 317.21066 Full match Not the top hitFull match 21099052.55 14548120.5 15155791.76 30206999.01 19739042.21 22555341.06 28228062.62

Com_5891_pos2'-DeoxyguanosineC10 H13 N5 O4 267.09648 4.615 268.10358 No results Full match Full match 16196817.25 6458350.586 10400449.07 5030891.059 10378122.08 7380514.442 20982376.44

Com_5915_pos5'-Deoxy-5'-(Methylthio)AdenosineC11 H15 N5 O3 S297.08903 1.269 298.09607 No results No results Full match 21672587.75 522625.1459 1351299.151 477014.9108 4861317.28 6582557.48 1483199.044

Com_5948_posProstaglandin I2C20 H32 O5 352.222 7.063 353.22928 No results Invalid mass No results 21457701.12 10414410.57 8582447.018 12437522.37 31432421.59 25717837.01 10876781.76

Com_5960_pos2-PhenylethylamineC8 H11 N 121.08916 5.055 122.09636 No results No results Full match 21334701.9 7360826.046 9724764.105 5165390.596 13272128.81 31495397.61 7041087.176

Com_5981_posCelestolide C17 H24 O 266.1671 6.756 267.17447 Invalid mass No results No results 18644124.84 9874521.108 19091769.16 10764547.36 14952657.73 18721494.48 12921194.79



Com_5985_posWLH C23 H30 N6 O4 218.11444 5.391 437.23593 Invalid mass No results No results 21213959.59 12876494.06 14542254.07 17109528.72 15506013.77 12328817.08 14808511.85

Com_6024_posD-δ-TocopherolC27 H46 O2 402.34549 6.049 403.35333 Invalid mass No results No results 21029991.3 7171409.052 11274386.43 11563962.12 14289462.62 21507054.62 10732910.28

Com_6077_pos1-(3-ethyl-2,4-dihydroxy-6-methoxyphenyl)butan-1-oneC13 H18 O4 220.10982 5.778 221.11743 Invalid mass No results No results 20814431.95 9999501.659 12284799.69 43280028.92 16864988.63 20138180.88 16584375.7

Com_6167_posAll trans-RetinalC20 H28 O 284.21373 6.723 285.22125 No results No results Full match 20389621.86 9837742.989 14804109.34 19413508.38 16569340.06 17335923.75 11536036.96

Com_6179_pos(+/-)11(12)-DiHETC20 H34 O4 360.22967 7.446 361.23669 Invalid mass No results No results 15667033.96 31687961.91 18732361.94 11546960.76 13908847.15 17813634.85 11764733.3

Com_6235_posWNH C21 H25 N7 O5 455.2005 4.784 456.20764 Invalid mass No results No results 3784953.031 8181417.889 25895552.21 8175920.355 14259523.5 8830602.284 1776785.901

Com_6246_pos1-(4-benzylpiperazino)-2-(pyridin-2-ylamino)propan-1-oneC19 H24 N4 O 324.19134 6.369 325.19861 Invalid mass No results No results 20027519.01 9708396.188 9924797.217 20344454.19 12405114.58 15460869.73 11958456.9

Com_6255_posL-HistidinolC6 H11 N3 O 141.09035 1.149 142.09747 No results No results Full match 10379173.16 6966392.945 6937817.444 14166935.26 13875301.85 19755939.61 17323089.12

Com_6279_posSMK C14 H28 N4 O5 S346.1746 5.062 347.18158 Invalid mass No results No results 3187188.918 18512126 16836468.42 46467414.55 32258875.56 14711088.17 9914246.837

Com_6280_posPNK C15 H27 N5 O5 169.59543 4.798 170.60265 Invalid mass No results No results 14147790.46 16526234.7 21737784.5 2483455.979 13399686.61 6277932.286 1595245.067

Com_6293_posEMK C16 H30 N4 O6 S406.18745 5.232 407.19485 Full match No results No results 911806.4681 6837985.372 3347791.761 2383280.562 4008355.048 3450812.231 3356740.106

Com_6302_pos2,6-DihydroxypurineC5 H4 N4 O2 152.03325 4.925 153.04053 No results No results Full match 11567952.67 4015428.175 5421775.875 30614412.62 6013711.287 4974704.437 1322841.188

Com_6303_pos1,7-bis(3,4-dihydroxyphenyl)heptan-3-oneC19 H22 O5 347.16886 1.45 348.17603 Invalid mass No results No results 7836382.975 7403199.533 6880167.562 11181584.24 6597291.779 8001934.657 11748097.07

Com_6358_posRNH C16 H27 N9 O5 447.19711 4.912 448.20499 Invalid mass No results No results 18811805.04 6713365.607 7779999.736 4603667.722 8193892.77 13634543 9376996.173

Com_6368_posTMK C15 H30 N4 O5 S378.2006 4.79 379.20703 Invalid mass No results No results 7108703.687 11809413.57 8549532.398 17071220.98 9483299.2 10396482.92 9384663.447

Com_6478_posMirtazapine-d3C17 H16 [2]H3 N3268.18219 5.868 269.1897 Invalid mass No results No results 10551790.85 13146483.46 12332690.61 31494974.7 13419438.28 12184653.58 22386604.57

Com_6495_pos6,6-dimethyl-4-piperidino-5,6-dihydro-2H-thiine-2-thioneC12 H19 N S2 241.09494 4.703 242.1021 Full match No results No results 18963439.87 7491927.38 9257451.064 12022446.25 3910117.257 14024531.01 3435020.282

Com_6496_posPentadecanoic AcidC15 H30 O2 259.25086 6.37 260.25818 Invalid mass No results No results 18952896.54 4962527.053 5892936.645 7121708.486 14725391.95 15476018.15 1359934.151

Com_6530_posALK C15 H30 N4 O4 330.22651 4.886 331.2337 Full match No results No results 10543587.74 10370049.45 7791110.641 9411067.722 15869348.88 11425849.32 1620634.432

Com_6557_posMethyl PalmitateC17 H34 O2 287.28125 6.798 288.28787 Invalid mass No results No results 18698833.64 5937444.063 7156702.446 4682517.835 15459563.17 12443766.27 3929820.777

Com_6622_pos5-Phenylvaleric AcidC11 H14 O2 178.0991 8.115 179.1067 No results No results Full match 12200320.38 10336589.56 10178558.77 8594979.413 8736070.842 9163903.026 16521102.48

Com_6655_pos4-(cyclohexylmethyl)-6-(2-thienyl)-2,3-dihydropyridazin-3-one hydrateC15 H18 N2 O S296.10026 4.809 297.10806 Invalid mass No results No results 9569113.282 1124632.155 1427440.52 1969815.296 1603223.355 5849780.657 1072307.56

Com_6678_pos2,6-Di-tert-butyl-1,4-benzoquinoneC14 H20 O2 220.14531 7.108 221.15259 No results Full match No results 16536090.3 4948548.493 9288220.142 12120868.05 8952822.1 10335115.25 11403433.2

Com_6709_posGentisic acidC7 H6 O4 154.02655 1.425 155.03378 No results No results Full match 18086060.22 10852316.26 11795012.11 11623870.29 27597573.48 18556532.57 6129482.857

Com_6719_posENK C15 H27 N5 O7 389.19417 5.153 390.20303 Invalid mass No results No results 10472720.81 10159964.32 18655396.69 3376317.599 2235334.58 8553085.499 13708984.2

Com_6837_pos2-({2-oxo-2-[(2-oxo-3-azepanyl)amino]ethyl}sulfanyl)acetic acidC10 H16 N2 O4 S321.2052 4.963 322.21234 Invalid mass No results No results 10762105.62 10428737.52 11159688.2 20349048.14 11397476.21 13525913.26 18339285.85

Com_6896_pos2-[1-oxophthalazin-2(1H)-yl]ethyl thiophene-2-carboxylateC15 H12 N2 O3 S338.01379 1.271 339.02121 Invalid mass No results No results 2136107.08 22686465.81 11842586.23 5419427.207 6964248.635 7653005.175 1242881.398

Com_6975_posLysoPE 18:2 C23 H44 N O7 P477.28506 6.551 478.29242 No results No results Full match 12657309.73 4157335.804 6227773.492 12878732.21 7456365.135 5245456.343 9751898.07

Com_7053_posSphingosine (d18:1)C18 H37 N O2 299.28186 6.802 300.28891 Full match Partial matchFull match 6504526.355 6778066.528 3543191.093 3870594.47 16835009.1 13192555.7 8724377.344

Com_7084_pos3-(4-methylpiperazino)-5,6-diphenyl-1,2,4-triazineC20 H21 N5 314.15875 1.406 315.16577 Invalid mass No results No results 16917192.65 9269910.09 9499176.459 26231832.69 19937427.59 19710625.56 12241139.38

Com_7086_posPC (18:2e/2:0)C28 H54 N O7 P547.36344 9.95 548.3703 No results Full match Full match 2311459.084 26336670.53 7046634.858 2199810.255 4018290.092 4981539.618 11088809.42

Com_7128_posBiliverdin C33 H34 N4 O6 582.24738 6.308 583.25507 No results Full match No results 2530678.047 26070338.92 7899562.918 19537814.58 10744119.36 2387110.81 12999421.85

Com_7165_posGLK C14 H28 N4 O4 316.2108 4.794 317.21808 Full match No results No results 5111107.67 10204031.16 6183792.021 3208841.31 7497056.343 3584232.396 3694536.923

Com_7166_posAll trans retinalC20 H28 O 284.21361 6.824 285.22107 No results Full match Full match 12210577.5 7169798.104 12514888.85 7539817.132 7833238.898 8109945.773 7674340.541

Com_7250_posAPK C14 H26 N4 O4 336.17937 5.129 337.18655 Invalid mass No results No results 2048091.935 4094738.678 4882703.293 5476690.96 3767797.953 6479016.46 6067096.837



Com_7253_pos4-(4-nitrophenylazo)anilineC12 H10 N4 O2 264.06191 5.843 265.06882 Invalid mass No results No results 4887574.176 5270422.899 3192514.775 27039682.46 27295318.5 17342440.85 4174823.798

Com_7261_posSNK C13 H25 N5 O6 347.18448 5.189 348.19217 Invalid mass No results No results 13027509.76 7682474.734 7211846.905 29391719.15 15736038.24 25408513.99 18870437.98

Com_7267_posN-(2,3-dihydro-1,4-benzodioxin-6-yl)-2,5-dimethyl-3-furamideC15 H15 N O4 273.09967 5.445 274.10648 Full match No results No results 15925666.74 11515953.82 15184253.56 33101748.13 19370505.78 23075278.68 17024722.27

Com_7308_pos3-(3,4,5-trimethoxyphenyl)propanoic acidC12 H16 O5 262.08354 5.616 263.09082 Invalid mass No results No results 3718161 7380215.625 8707123.124 11550218.35 6447016.444 5594514.51 20831700.48

Com_7392_pos13-OxoODE C18 H30 O3 316.20366 6.565 317.21106 Invalid mass No match No match 15837883.37 18822726.13 6689697.7 10363419.44 5130914.431 6148949.316 13689945.74

Com_7396_pos1-morpholino-3-(4-nitrophenoxy)propan-2-olC13 H18 N2 O5 282.1216 5.088 283.12894 Full match No results No results 15833094.41 10500693.11 13435599.01 26329479.68 15750012.67 18232196.71 15191989.87

Com_7406_posYMK C20 H32 N4 O5 S422.19231 5.477 423.19958 Invalid mass No results No results 3464151.568 5625671.021 3283478.256 6668121.004 4069225 4069672.281 2525886.539

Com_7417_pos1,3-bis(4-methoxybenzyl)-2-phenylhexahydropyrimidineC26 H30 N2 O2 402.23878 6.861 403.24609 Invalid mass No results No match 10586729.59 19122679.2 20366353.68 20679573.32 21629649.81 23355088.01 3606514.771

Com_7428_posVMH C16 H27 N5 O4 S385.17777 5.809 386.18542 Full match No results No results 4102005.567 2862279.83 6999446.753 2282854.836 2579016.887 6592122.613 4416883.74

Com_7463_pos2-({[4-(6-methyl-1,3-benzothiazol-2-yl)phenyl]imino}methyl)phenolC21 H16 N2 O S 344.1035 5.309 345.11087 Invalid mass No results No results 6999418.516 7253166.35 8498917.336 13227552.25 7870372.637 10498148.18 20264234.05

Com_7502_pos13,14-dihydro-15-keto-tetranor Prostaglandin E2C16 H26 O5 320.15846 1.419 321.16589 Invalid mass No results No results 15508791.35 9245372.773 16946383.43 22109571.49 13479602.44 22344353.43 11801993.39

Com_7573_pos3-N-Methyl-L-histidineC7 H13 N3 O3 187.0963 1.242 226.05956 No results No results Full match 526849.4803 15004239.08 983162.044 1057251.628 18968346.14 24312632.62 2740609.623

Com_7651_pos5,7-dihydroxy-2-phenyl-4H-chromen-4-oneC15 H10 O4 254.0576 6.657 255.06482 Full match Partial matchNo results 1671965.768 1356878.232 1447157.389 1542593.06 1417719.37 1701138.65 2622299.203

Com_7839_pos5,6-dimethyl-4-oxo-4H-pyran-2-carboxylic acidC8 H8 O4 168.04224 5.266 169.04956 Full match No results Full match 9811953.264 11458055.17 9638864.537 27812728.37 16772449.87 12381703.12 16473501.93

Com_7853_pos15(R)-15-Methyl prostaglandin A2C21 H32 O4 330.21648 5.613 331.22519 No results Invalid mass No results 14460580.48 7638812.372 10813771.45 14513602.02 10508228.89 11662969.12 11184327.02

Com_7944_posGPK C13 H24 N4 O4 600.35882 5.179 601.36469 Invalid mass No results No results 1254480.757 2504408.076 1836842.289 1052365.066 1618261.581 1405187.014 1285064.774

Com_7948_pos17beta-TrenboloneC18 H22 O2 270.16193 5.686 271.16934 Full match Partial matchFull match 12843636.07 9930485.626 11104082.85 22320459.41 12411769.2 11627409.45 11998955.68

Com_7995_posTNK C14 H27 N5 O6 686.35968 4.932 687.36664 Invalid mass No results No results 1099080.562 21939907.18 2337512.951 958370.6614 1412406.219 1554929.924 824402.3364

Com_7997_posN,1,5-triphenyl-1H-1,2,4-triazole-3-carboxamideC21 H16 N4 O 340.13956 5.838 341.1474 Invalid mass No results No results 10374394.72 9986609.394 8189021.974 16619368.26 16191247.26 9185985.003 10622537.76

Com_8031_posCyclohexyl fentanyl-d5C26 H29 [2]H5 N2 O395.30339 6.762 396.31049 Invalid mass Invalid mass No results 8278213.659 5948599.685 15694926.36 13661782.88 7204781.698 7143319.549 13345681.59

Com_8069_posAll-Trans-13,14-DihydroretinolC20 H32 O 288.24489 6.47 289.25217 No results No results Full match 13657985.63 11884823.58 12588346.96 26833732.89 14443604.74 16089672.42 13915100.34

Com_8076_posethyl 4-({[(3-morpholinopropyl)amino]carbothioyl}amino)benzoateC17 H25 N3 O3 S373.14813 1.346 374.15561 Invalid mass No results No results 12668356.31 5532812.603 6570466.443 9070416.123 9023124.476 10896529.17 17228472.13

Com_8102_posVitamin A C20 H30 O 286.22948 8.688 287.23633 No results No results Full match 12232856.74 17970745.57 8294627.832 26901761.51 13875711.05 11915958.45 10027229.99

Com_8139_posalpha-FarneseneC15 H24 204.18746 9.906 205.19478 No results No results Full match 4526403.605 21389789.93 11384066.68 8109747.517 11166538.02 10218315.78 6106741.986

Com_8178_pos17alpha-HydroxyprogesteroneC21 H30 O3 330.21945 6.387 331.22687 Full match Not the top hitFull match 9418526.639 18942739.44 16096214.04 12295091.95 8979024.966 6891601.214 11999882.41

Com_8239_posDL-3,4-Dihydroxyphenyl glycolC8 H10 O4 170.05832 5.421 171.0656 No results No results Full match 13525018.86 10280489.51 696450.5989 1714151.415 1704433.719 17359455.25 883412.1824

Com_8245_posYKK C21 H35 N5 O5 419.25291 5.121 420.25955 Invalid mass No results No results 8458281.897 3887496.371 9258110.35 15718779.75 9517127.069 10769154.86 11679486.91

Com_8263_posPB-22 N-(4-Hydroxypentyl)-3-carboxyindole metaboliteC14 H17 N O3 247.12049 5.086 248.12804 No results Full match No results 5361507.716 7506028.787 6698961.337 12981175.9 7240824.284 7748245.389 17424647.63

Com_8275_pos4-oxo-4-(5,6,7,8-tetrahydronaphthalen-1-ylamino)but-2-enoic acidC14 H15 N O3 227.09114 1.332 228.09842 Invalid mass No results No match 13424538.38 2025606.11 3553122.14 3541775.81 7239802.828 6905955.584 3481892.36

Com_8277_posN-[4-(dimethylamino)phenyl]-N'-(3,5-dimethyl-4-isoxazolyl)ureaC14 H18 N4 O2 548.28098 4.904 275.14777 Invalid mass No results No results 13417002.41 1092198.605 1681073.552 1064085.817 4927841.746 5749193.637 653453.4243

Com_8279_pos7-hydroxy-3-(4-methoxyphenyl)-4H-chromen-4-oneC16 H12 O4 268.07339 6.259 269.08069 Full match Partial matchNo results 525185.5016 1279992.429 997943.9361 2475204.754 1682750.049 459910.7475 17361223.26

Com_8442_pos4-morpholinobenzoic acidC11 H13 N O3 229.07002 1.396 230.07732 Invalid mass No results No results 13045743.63 7897504.875 9731526.766 18781098.33 17634903.13 9704205.352 16179342.28

Com_8471_pos2-ethyl-2-(3-methoxyphenyl)cyclohexanone oximeC15 H21 N O2 247.15705 5.139 248.1649 Full match No results No results 12979165.79 8891801.307 11111498.25 25621407.01 8627516.708 15048641.44 4082206.25

Com_8511_pos4-Hydroxyretinoic AcidC20 H28 O3 316.20254 5.611 317.21005 No results No results Full match 10032731.99 4159181.427 6377446.832 12436659.94 3855269.726 9040456.49 5364139.996

Com_8553_posHomovanillic acidC9 H10 O4 182.05789 5.691 183.06506 No results No results Full match 2064171.502 3646786.115 3696116.773 9144983.754 4379521.985 3183720.088 16557241.37



Com_8582_posethyl 2-amino-8H-indeno[2,1-b]thiophene-3-carboxylateC14 H13 N O2 S259.06641 6.98 260.07306 Full match No results No results 3831397.506 2611399.072 6106293.002 16193649.6 595933.8442 5110625.833 5108161.285

Com_8607_posdiethyl 2-[(4-benzhydrylpiperidino)methylidene]malonateC26 H31 N O4 443.20191 5.237 444.20908 Invalid mass No results No results 4919336.534 8470813.725 7261608.616 14378252.38 10251000.07 12587532.19 10625333.16

Com_8619_posACar 16:1 C23 H44 N O4 397.31923 7.051 398.32629 No results Invalid mass No results 2830961.425 10430170.44 8296271.773 4743116.803 3267037.635 2600703.743 9799205.39

Com_8708_pos2-[1-(5-chlorobenzo[b]furan-2-yl)ethylidene]hydrazine-1-carbothioamideC11 H10 Cl N3 O S267.01961 5.612 268.02771 Invalid mass No results No results 12409990.47 6436918.453 8169666.726 18221483.92 13986337.93 16133004.48 6460141.505

Com_8792_pos(2R)-5-hydroxy-7-methoxy-2-phenyl-3,4-dihydro-2H-1-benzopyran-4-oneC16 H14 O4 116.06612 5.82 117.07331 Invalid mass Invalid mass No results 6091788.905 10823199.06 6925766.292 28667686.64 12654131.43 9443056.209 15284823.7

Com_8915_pos1-(4-methoxyphenyl)propane-1,2-diolC10 H14 O3 164.08373 9.599 165.091 Invalid mass No match No match 9877427.556 6391291.755 5568883.867 13020721.37 1466603.274 6379941.537 6262139.861

Com_8926_posNMK C15 H29 N5 O5 S373.18493 5.067 374.19211 Invalid mass No results No results 3839195.897 4471858.128 4372052.368 6800232.216 5308987.048 5223580.228 3494716.474

Com_8987_pos3,6-bis[(1H-indol-3-yl)methyl]piperazine-2,5-dioneC22 H20 N4 O2 372.15766 5.73 373.16522 Full match No results No results 5170072.066 4179536.519 15328793.97 5400410.318 10289246.92 4678549.582 10992217.7

Com_9004_posKKK C18 H38 N6 O4 384.28529 6.102 385.29199 Invalid mass No results No results 11850410.09 15316997.73 8550211.208 7047151.929 16802947.64 17497847.42 2971811.571

Com_9019_posN'-[4-(tert-butyl)phenyl]-N-cyclohexyl-N-methylureaC18 H28 N2 O 310.19579 6.51 311.20282 Invalid mass No results No results 11815320.4 4650544.761 6194082.88 1643493.816 1156516.717 909096.2548 815366.7932

Com_9021_pos3,3-dimethyl-2-morpholino-2,3-dihydrobenzo[b]furan-5-olC14 H19 N O3 498.2729 5.03 250.14374 Invalid mass No results No results 2148424.172 1852476.891 2209437.627 4618903.798 2178153.388 2877503.072 8439504.451

Com_9022_pos5-phenyl-2,3-dihydro-1H-1,4-benzodiazepin-2-oneC15 H12 N2 O 258.075 5.366 259.08255 Invalid mass No results No results 3837757.682 6027867.683 5649248.91 19634196.79 5543211.915 5584641.964 8251838.743

Com_9024_posDutasteride C27 H30 F6 N2 O2506.23865 5.154 507.24445 Invalid mass No results No results 5773887.618 6692076.044 5508699.105 4535042.21 6158706.76 6002128.093 9277596.11

Com_9026_pos3-[(4-hydroxyphenyl)methyl]-octahydropyrrolo[1,2-a]pyrazine-1,4-dioneC14 H16 N2 O3 260.11815 5.334 261.12552 Invalid mass No results No results 11279985.01 1240109.308 3152212.358 5794156.979 4079528.932 18568823.97 4830781.636

Com_9121_pos3,5-di(2-furylmethylidene)tetrahydro-2H-pyran-4-oneC15 H12 O4 256.07311 5.519 257.08075 Full match Partial matchNo results 11618534.26 6791146.04 12018420.99 11505998.34 11504133.3 16478194.84 837384.2738

Com_9408_posNKK C16 H32 N6 O5 388.24337 4.874 389.25079 Full match No results No results 3205336.521 17248448.76 12541151.14 1266443.504 5151183.936 2235611.761 2104216.586

Com_9427_pos3-hydroxy-2-(3-nitro-4-piperidinobenzyl)propanenitrileC15 H19 N3 O3 311.12645 5.871 312.13385 Invalid mass No results No results 9724386.313 8848397.479 10496913.86 20591835.51 7580148.605 10530435.33 14288523.73

Com_9442_pos1H-indene-3-carboxamideC10 H9 N O 181.04883 1.422 182.05611 Invalid mass No results No results 11002802.58 4841935.16 11714228.61 18730428.58 10555928.04 11108861.64 2564024

Com_9469_posGQH C13 H20 N6 O5 340.14962 4.951 341.15701 Full match No results No results 1157764.205 3544547.416 3512501.687 4106759.928 5703690.824 2320065.761 12687422.65

Com_9471_pos8-Aminooctanoic acidC8 H17 N O2 159.12574 5.314 160.13306 No results No results Full match 2641688.743 2261847.614 11155806.09 3470986.695 5468002.723 6000178.69 1442674.741

Com_9495_posCortisol C21 H30 O5 362.20921 6.292 363.21622 No results Full match Full match 10923867.8 2555218.716 3682269.734 4832041.778 4777543.061 7614121.603 2256149.978

Com_9521_posLagochilin C20 H36 O5 356.26213 9.216 357.26941 No results Invalid mass No results 227743.5074 4028325.711 14040224.41 5174666.701 6042749.89 551292.1626 1504425.95

Com_9527_posLysopc 18:3 C26 H48 N O7 P517.31846 7.224 518.32593 No results No results Full match 3629941.612 2196133.162 2750553.349 1785802.391 644832.3215 2983475.955 5419412.47

Com_9546_pos4-(2,3-dihydro-1H-inden-5-yl)-6-(trifluoromethyl)pyrimidin-2-amineC14 H12 F3 N3 279.09712 5.044 280.1044 Full match No results No results 1620754.844 1576583.886 2338149.81 3708216.356 2050394.959 1914672.242 2427327.351

Com_9577_pos2-(3,4-dihydroxyphenyl)-7-hydroxy-3,4-dihydro-2H-1-benzopyran-4-oneC15 H12 O5 272.06773 5.588 273.0751 Full match Partial matchNo results 6231465.528 6288055.967 13901557.7 18276241.61 6862538.171 10396800.35 8138836.077

Com_9582_posAsaraldehydeC10 H12 O4 196.07345 8.159 197.08052 No results No results Full match 1264517.458 2362817.982 1959494.898 6064255.248 2785391.648 2432976.98 4856058.432

Com_9621_posAPH C14 H21 N5 O4 323.15871 1.423 324.16592 Full match No results No results 10700827.78 3777082.727 5912049.53 10111317.53 5004440.805 10542349.51 3219970.888

Com_9687_posKojic acid C6 H6 O4 142.02429 1.197 143.03098 No results Invalid mass No results 3312139.536 16494982.57 11770053.34 21879118.99 10651455.66 9988430.557 4894217.438

Com_9813_posWLK C23 H35 N5 O4 445.26853 5.112 446.27615 Full match No results No results 1074571.152 8604603.947 1872043.02 2034576.092 1170629.563 1228944.456 810824.5962

Com_9994_pos(2E)-6-hydroxy-2-methyl-6-(4-methylphenyl)hept-2-enoic acidC15 H20 O3 270.12135 1.503 271.12863 Invalid mass No results No results 10143075.24 5161445.875 7431569.997 11387821.46 9622964.034 11884644.93 8867458.175

Com_10115_posFNK C19 H29 N5 O5 203.60817 4.818 204.61542 Invalid mass No results No results 2525928.569 2350450.686 3009981.628 3002552.405 1625739.027 2941925.987 2248683.843

Com_10116_posNor-9-carboxy-δ9-THCC21 H28 O4 344.19821 5.855 345.20529 No results Full match No results 5793853.971 12765412.65 8394630.851 9649234.189 6357493.492 5350107.783 8483116.739

Com_10175_posPC (3:0/13:1)C24 H46 N O8 P507.30593 5.165 508.3132 No results Invalid mass No results 871237.0086 1328251.684 3973643.467 1224474.147 1699901.189 1006825.05 476228.1995

Com_10233_posOxolamine C14 H19 N3 O 245.14902 4.731 246.1563 Invalid mass No results No results 937052.486 993936.7216 892095.8007 410897.9496 552727.1191 869804.3916 257523.9008

Com_10294_posVQH C16 H26 N6 O5 382.19647 4.779 383.20352 Full match No results No results 5297837.244 8787454.444 4357201.016 3421529.174 6518325.506 4444020.479 3599541.787



Com_10320_pos1-hydroxy-1-(4-methoxyphenyl)propan-2-yl 4-methoxybenzoateC18 H20 O5 338.11486 6.358 339.12173 Invalid mass No results No results 6546815.249 10629379.29 2998673.664 7699914.36 5189807.977 3778304.439 10566573.59

Com_10333_posethyl 4-methyl-2-(1H-pyrrol-1-yl)-1,3-thiazole-5-carboxylateC11 H12 N2 O2 S236.06242 1.179 237.06996 Full match No results No results 3337372.435 5956396.484 2896338.549 2617648.107 4017161.362 4206320.93 2054939.414

Com_10384_posPC (18:4e/2:0)C28 H50 N O7 P543.33283 9.017 544.34021 No results Full match Full match 2925469.623 14774472.33 5025821.529 6938504.99 2726183.47 7777551.813 6592287.783

Com_10388_pos1-[(1-benzylpiperidin-4-yl)amino]-3-[(4-fluorophenyl)thio]propan-2-olC21 H27 F N2 O S374.18345 5.454 375.19116 Full match No results No results 8733735.594 7476090.601 9441937.581 15505591.72 11196560.95 11088103.62 12005782.86

Com_11040_pos4-(beta-D-Glucopyranosyloxy)-2-methylenebutanoic acidC11 H18 O8 300.08173 5.354 301.08942 Invalid mass No results No results 2788993.645 2842618.232 2040127.192 13593054.3 7169988.282 5448531.005 11055421.69

Com_11069_posN-Acetyl-DL-tryptophanC13 H14 N2 O3 246.09967 5.577 247.10669 No results Full match Full match 1521201.092 1811477.106 4443326.089 6946457.475 5639458.707 6127639.388 3100837.095

Com_11163_posEthyl oleateC20 H38 O2 310.28628 6.584 311.29315 No results Full match Full match 8405054.251 6114138.785 1846331.582 1743180.423 7512265.845 8672115.134 484481.6185

Com_11408_pos1-(7-methoxy-2-oxo-2H-chromen-8-yl)-3-methyl-2-oxobutyl acetateC17 H18 O6 340.09218 5.219 341.09961 Invalid mass Unused No results 8131776.312 3748794.15 3910920.924 3119637.124 11977797.46 7282993.224 994516.2026

Com_11425_posFluprostenol serinol amideC26 H36 F3 N O7553.21686 8.332 554.22418 No results Invalid mass No results 300452.1353 385799.8419 245838.5268 414529.1059 329559.8626 332358.0322 434786.9863

Com_11445_posErgosterol C28 H44 O 396.33987 7.58 397.34616 No results No results Full match 8075970.568 6695862.107 5030055.322 5579003.009 4591047.865 5826822.58 3504570.178

Com_11496_posIQH C17 H28 N6 O5 396.21284 4.817 397.22025 Full match No results No results 990046.5295 1692525.655 1346795.232 1141113.682 919168.2542 1004952.762 531750.8216

Com_11545_posCarnosine C9 H14 N4 O3 226.10673 1.249 227.11389 No results No results Full match 4835508.035 5994554.878 4108131.323 3511237.61 4520549.72 4530651.884 6611162.07

Com_11576_posN,N'-Di-2-naphthyl-p-phenylenediamineC26 H20 N2 360.16525 5.798 361.17267 Invalid mass No results No results 5299804.398 1112838.965 2057039.75 7533293.631 3297626.387 3511313.505 1762389.527

Com_11594_posAdipamide C6 H12 N2 O2 144.08987 1.261 145.09692 No results No results Full match 7910316.163 5472330.469 3419512.789 2129294.962 4956997.739 3049257.949 4401978.349

Com_11684_pos2-hydroxy-6-[(8Z,11Z)-pentadeca-8,11,14-trien-1-yl]benzoic acidC22 H30 O3 342.21973 7.305 343.22723 Full match Invalid mass No results 6142769.824 5533920.44 5897101.771 7334094.63 4659263.427 6383746.32 7555739.892

Com_12025_pos2-benzyl-6-hydroxy-2-azabicyclo[2.2.2]octan-3-oneC14 H17 N O2 231.12587 6.496 232.13313 Full match No results No results 3192470.764 11611814.2 1861370.274 6224233.011 3358466.55 1803289.814 7744249.384

Com_12036_posMethysticin C15 H14 O5 274.08406 5.632 275.09146 No results Full match No results 4080518.335 6217642.713 7209177.968 4609544.516 4311133.07 8536717.843 9632106.039

Com_12057_pos(6R,S)-5, 10-Methylene-5,6,7,8-tetrahydrofolic acidC20 H21 N7 O6 455.15434 4.855 456.16162 No results Full match No results 7412269.565 496861.2136 374738.6975 401864.9069 429331.9869 2903723.83 301834.6763

Com_12104_pos1-(2-pyridin-2-yldiazenyl)-2-naphtholC15 H11 N3 O 249.08612 3.88 250.09343 Invalid mass No results No results 2287614.031 2050471.537 2378203.049 11515315.47 3204822.571 3756338.895 6178310.239

Com_12155_pos2-methyl-6-{[(5-phenyl-2-thienyl)carbonyl]amino}benzoic acidC19 H15 N O3 S 359.0625 1.355 360.06958 Invalid mass No results No results 2249327.268 1188013.353 2441046.686 3552051.217 3027051.881 2110279.575 9480207.845

Com_12327_pos7-KetocholesterolC27 H44 O2 400.33387 8.175 401.34088 No results No results Full match 6618574.24 8116014.329 5885132.078 7856255.703 4614022.995 5723104.452 5886401.997

Com_12484_pos4-bromo-1-{2-[(4-chlorophenyl)sulfonyl]ethyl}-3,5-dimethyl-1H-pyrazoleC13 H14 Br Cl N2 O2 S375.9697 1.272 376.97757 Invalid mass No results No results 891255.1124 6894467.067 4569552.049 1504793.972 2937203.429 3634623.215 317763.1309

Com_12503_posLysopg 18:1 C24 H47 O9 P 510.29578 7.773 511.3031 No results No results Full match 6985115.253 2380106.013 4984238.812 6711594.924 3627733.755 4051483.001 2295387.419

Com_12643_posAndrographolideC20 H30 O5 372.19151 6.527 373.19894 No results Invalid mass No results 2131313.316 4340648.071 8850181.808 5741801.988 1887263.599 2218293.859 2603365.629

Com_12700_posACar 18:0 C25 H50 N O4 427.36633 7.987 428.37399 No results Invalid mass No results 3037437.738 10610966.29 4216841.553 2924983.914 1916512.545 1522712.336 2684352.089

Com_12753_posT-2 Triol C20 H30 O7 382.19771 6.656 383.20422 No results Full match No results 474732.234 2716492.275 599717.6883 10762019.43 1494423.659 492796.0412 8749828.904

Com_12803_posLPH C17 H27 N5 O4 730.42046 5.395 731.42712 Invalid mass No results No results 1766975.375 2935900.028 2355253.719 2706837.035 3259952.431 2522381.41 1599944.839

Com_12806_posN-[5-(tert-butyl)-3-isoxazolyl]-N'-[2-(trifluoromethoxy)phenyl]ureaC15 H16 F3 N3 O3343.1204 5.174 344.12784 Invalid mass No results No results 1838392.973 3650322.177 1808079.677 2347167.235 1659017.586 1858547.037 2581668.627

Com_12917_posSKK C15 H31 N5 O5 343.21635 5.107 344.22375 Invalid mass No results No results 863376.2165 1098908.096 779452.6571 728585.7043 753324.437 714107.5184 493625.9083

Com_12956_pos4-hydroxy-3-(3-methylbut-2-en-1-yl)benzoic acidC12 H14 O3 206.09391 6.523 207.10135 Full match Invalid mass No results 1031365.46 1068506.06 1323400.591 1777904.76 908227.5974 1107298.486 4017031.923

Com_13060_posHypotaurine C2 H7 N O2 S 109.01981 1.262 110.02708 No results No results Full match 521013.9065 1724645.868 311688.8443 311668.0472 414209.8668 407175.4738 8419341.802

Com_13275_posBoldione C19 H24 O2 284.17778 5.822 285.18527 No results No results Full match 6320316.352 4930178.526 4413630.645 4892872.134 6368711.312 6509346.851 3369961.671

Com_13344_posP-HydroxybenzaldehydeC7 H6 O2 122.03438 1.185 123.04165 No results Invalid mass No results 3042437.301 9629802.354 6399588.105 14637554.33 7072651.528 7761993.523 4235914.402

Com_13375_pos2-Naphthol C10 H8 O 144.05694 6.672 145.06421 No results No results Full match 4310953.457 2401203.051 2551506.441 4305718.576 2449559.637 2930302.922 2872665.642

Com_13380_pos1,2-dihydroxyheptadec-16-yn-4-yl acetateC19 H34 O4 348.22835 7.294 349.23563 Invalid mass No match No results 3718350.493 9691710.804 6891033.914 8174611.958 9988275.542 6543524.359 5780308.185



Com_13520_posTrimethyllysineC9 H21 N2 O2 189.1599 9.789 190.16718 No results No results Full match 6101874.954 6479939.96 2288049.985 3499245.049 7808940.633 6140122.973 2800108.634

Com_13593_posFumonisin B1C34 H59 N O15 721.38824 5.732 722.39484 No results Full match No results 5804813.324 4013049.799 2868915.236 1481101.894 10112238.97 5244867.511 471671.3005

Com_13792_posPC (14:1e/2:0)C24 H48 N O7 P 493.3171 8.57 494.32401 No results Full match Full match 1953399.713 9162278.998 1530451.276 813758.9206 2845377.596 4540526.797 5254304.213

Com_13817_posPC (2:0/13:1)C23 H44 N O8 P493.27196 5.852 494.27924 No results Invalid mass No results 735544.3437 1136042.356 743370.1723 1579375.152 829163.535 822618.6876 809622.8685

Com_13834_posDiosgenin C27 H42 O3 396.30167 8.075 397.30826 No results Invalid mass No results 5852907.016 3238911.064 3351249.448 2879686.804 3339003.513 3751845.992 3037781.403

Com_13844_posDulcitol C6 H14 O6 182.07915 1.411 183.08635 No results No results Full match 4592073.958 1863624.204 2686749.977 3582992.095 3027826.897 3914837.528 1764358.24

Com_13891_posErgosterol peroxideC28 H44 O3 428.32845 6.863 429.33572 No results Full match No results 5794518.538 2387338.851 3163477.828 2694271.799 1929106.317 2118077.077 1535111.015

Com_14115_posIp7G C16 H23 N5 O5 365.16903 1.413 366.17615 No results No results Full match 3531700.973 3164835.776 2970552.786 4396649.976 3330835.59 2968200.616 2829442.839

Com_14125_posN-cyclohexyl-2-[(5,8-dimethylquinolin-4-yl)oxy]-N-phenylacetamideC25 H28 N2 O2 388.21383 8.17 389.22156 Full match No results No results 4716421.734 2988604.301 2825473.676 6618292.105 3543106.422 2178220.014 6563061.476

Com_14216_pos3-hydroxy-3,4-bis[(4-hydroxy-3-methoxyphenyl)methyl]oxolan-2-oneC20 H22 O7 374.13557 5.823 375.14233 Full match No results No results 1145289.337 1231169.419 905042.9744 2419608.911 2244304.05 1260751.661 2898956.107

Com_14408_posMPK C16 H30 N4 O4 S356.18813 5.009 357.1954 Invalid mass No results No results 1886003.982 3469866.434 2222705.967 1516956.345 1568498.285 1600968.924 499164.5764

Com_14466_posTryptophanolC11 H14 N2 O 190.11075 5.192 191.11803 No results No results Full match 4631754.171 3502603.851 3098700.866 4539433.43 4756904.182 4297179.424 3342941.873

Com_14573_pos3-(dimethylamino)-1-(5-methyl-3-phenyl-4-isoxazolyl)-2-propen-1-oneC15 H16 N2 O2 256.12064 5.809 257.12787 Full match No results No results 5316227.348 2659555.694 3200154.119 5519825.437 3639269.765 4801443.678 2385678.528

Com_14599_posAlternariol C14 H10 O5 258.05716 1.198 259.06436 No results Invalid mass No results 249608.063 2740911.068 1259716.226 1190006.669 1453088.626 890549.5304 350894.9672

Com_14623_pos(5E)-7-methylidene-10-oxo-4-(propan-2-yl)undec-5-enoic acidC15 H24 O3 274.15703 6.046 275.16431 Invalid mass Invalid mass No results 3218262.083 3432531.864 3803294.416 5099056.066 3266831.905 3321095.389 6845547.476

Com_14726_posN'-[6-(tert-butyl)thieno[3,2-d]pyrimidin-4-yl]-4-methylbenzohydrazideC18 H20 N4 O S322.11965 6.803 323.12708 Invalid mass No match No results 2396654.368 8123485.99 1318889.025 2481138.681 2214981.112 996908.8002 6641847.994

Com_14750_pos2,6-di[2-chloro-4-(dimethylamino)benzylidene]cyclohexan-1-oneC24 H26 Cl2 N2 O428.14358 5.793 429.15091 Full match No results No results 284228.9766 304174.8582 330065.4278 482933.8582 571391.8696 305343.3054 748553.3063

Com_14825_posPC (14:1e/3:0)C25 H50 N O7 P507.33262 9.24 508.33997 No results Full match No results 234739.9175 4735241.247 642153.4369 642562.3724 684323.6963 1146591.842 6659473.426

Com_15054_posKMH C17 H30 N6 O4 S396.20018 4.857 397.20779 Invalid mass No results No results 4497654.818 3576635.234 2886760.47 8498223.199 7160670.204 6824502.2 4287950.785

Com_15073_posFisetin C15 H10 O6 286.05068 1.13 287.05795 No results Invalid mass No results 4156733.093 2141975.998 2282646.657 2323814.601 4912473.095 2591506.568 1615004.086

Com_15205_pos(2E,4E)-N-(2-methylpropyl)dodeca-2,4-dienamideC16 H29 N O 251.22463 9.935 252.2319 Full match No results No results 4897265.385 1612901.235 1495996.822 1815325.9 4510618.644 5122937.07 617559.6298

Com_15287_posL-arginine C6 H14 N4 O2 174.11185 4.025 175.11913 No results No results Full match 711435.4306 1142397.534 1018593.379 687251.7628 877832.0804 779970.8822 609302.3675

Com_15498_pos6-Methoxy-2-naphthoic acidC12 H10 O3 202.06359 1.107 203.0708 No results No results Full match 4590275.841 4291563.793 3180659.766 8001396.137 3943452.175 5267940.413 5807966.607

Com_15564_pos2-Aminobenzenesulfonic acidC6 H7 N O3 S 173.01456 5.178 174.02184 No results No results Full match 944619.2851 2365451.821 1720582.429 2354066.491 2110210.863 2644053.926 1725781.172

Com_15740_posPC (18:1/18:1)C44 H84 N O8 P785.59203 10.039 786.5993 No results Full match No results 224510.9738 1489249.88 999183.101 946401.1104 616073.4642 470434.2325 5909046.197

Com_15781_posPC (7:0/7:0)C22 H44 N O8 P481.28665 8.816 482.29382 No results Invalid mass No results 1190905.855 1188885.624 950118.3215 1405846.918 563405.0694 843396.8952 1271336.214

Com_15865_posFRH C21 H30 N8 O4 458.24095 9.464 459.24899 Full match No results No match 333145.3596 7014461.42 1380793.628 271902.1422 939372.953 1018146.202 5058388.818

Com_15994_posNorverapamilC26 H36 N2 O4 440.27529 6.537 441.28247 No results Invalid mass No results 2008197.236 1582192.494 5711707.153 3351245.43 7195094.134 2842351.858 2934013.922

Com_16087_posKNK C16 H32 N6 O5 388.24352 4.72 389.25079 Full match No results No results 1518278.072 6142466.996 2673486.602 823126.0351 1558500.369 1314927.097 977359.791

Com_16154_posCitrinin C13 H14 O5 250.08837 1.413 251.09564 No results Invalid mass No results 3205348.258 3389917.688 3001975.928 6192651.992 3041724.066 3821005.982 5626497.3

Com_16257_posDPK C15 H26 N4 O6 336.20368 5.005 359.1929 Invalid mass No results No results 3397920.752 1289853.504 1770993.87 1256146.49 1240873.395 1266561.63 600107.9716

Com_16321_pos17alpha-Ethinyl estradiolC20 H24 O2 296.17869 5.167 297.18594 No results No results Full match 833575.4253 1114779.749 1234165.996 1038381.34 1086729.406 1064683.251 810193.9356

Com_16502_posN-[3-(1H-imidazol-1-yl)propyl]-2,6-dinitro-4-(trifluoromethyl)anilineC13 H12 F3 N5 O4359.08201 5.932 360.08902 Invalid mass No results No results 2366109.189 2405340.597 1880155.344 3184339.546 7005055.031 2380131.145 631564.1053

Com_17028_poscyclohexyl{4-[4-nitro-2-(1H-pyrrol-1-yl)phenyl]piperazino}methanoneC21 H26 N4 O3 382.20167 9.391 383.20847 Full match No results No results 243485.4291 6095543.009 4056095.105 862602.9641 3244499.85 396658.9453 3355994.951

Com_17086_posCelastrol C29 H38 O4 450.27773 7.341 451.285 No results Full match No results 844841.779 1393355.252 1641538.295 1401778.303 1025535.669 1219813.931 1194572.587



Com_17224_posD-α-TocopherolC29 H50 O2 430.38107 9.944 413.37708 No results Full match No results 3821698.464 3989201.942 1966621.843 4196605.836 4852965.903 2172000.696 1551757.822

Com_17546_pos2-(14,15-Epoxyeicosatrienoyl) glycerolC23 H38 O5 394.27278 7.58 395.27936 No results Full match Full match 3676032.232 3310412.888 2444063.084 2272769.805 3009754.375 5259560.216 2346264.285

Com_17901_posLactobionic acidC12 H22 O12 358.11152 1.44 359.11874 No results No results Full match 3517067.084 1515705.746 2802697.387 3425733.069 4302242.519 5094278.622 2710196.685

Com_18016_pos2'-Deoxyadenosine-5'-monophosphateC10 H14 N5 O6 P331.06801 4.749 332.07529 No results Full match Full match 284859.1446 235784.7861 361915.7062 273617.106 239107.156 221795.0287 1263624.953

Com_18227_posFlunitrazepam-d3C16 H9 [2]H3 F N3 O3316.10555 4.841 317.11191 Full match No results No results 888404.9277 810940.5396 914746.0425 3908929.406 5678954.266 1854781.383 1591990.551

Com_18372_pos4-ethoxy-N-[(4-methoxyphenyl)methylene]anilineC16 H17 N O2 255.12563 5.157 256.13309 Full match No results No results 3328254.347 1999093.451 2312929.353 5276777.971 1265934.867 3185133.746 328963.2591

Com_18438_posThromboxane B2C20 H34 O6 408.19058 7.613 409.19836 Invalid mass No results No results 450316.9282 5146790.891 1816281.444 866887.6673 1253849.246 1182109.281 168680.7541

Com_18519_posOxymatrine C15 H24 N2 O2 264.18331 5.293 265.19058 No results Full match No results 1655887.275 2931947.903 3143932.754 7565735.339 3999018.994 5070722.313 3241623.3

Com_18633_pos7-(3,4-dihydroxyphenyl)-5-hydroxy-1-(4-hydroxyphenyl)heptan-3-oneC19 H22 O5 352.1343 8.001 353.14142 Invalid mass No results No results 568313.2616 5022073.038 2199851.333 1962220.082 2259802.439 1119248.872 3805546.753

Com_18672_pos1-(4-benzoylpiperidino)-2-[(4-chlorophenyl)thio]ethan-1-oneC20 H20 Cl N O2 S400.22376 5.83 401.23141 Invalid mass No results No results 3209055.606 1935419.389 1863670.068 5586743.308 2890702.794 2866113.521 1684948.027

Com_18818_pos6-Ketoprostaglandin F1αC20 H34 O6 196.10801 6.865 393.22299 No results Invalid mass No results 3152613.803 2530540.012 2304595.161 3161131.608 2213918.603 2959875.636 2678922.447

Com_18990_posD-Gluconic acidC6 H12 O7 196.05864 1.101 197.06592 No results No results Full match 452093.4748 176143.264 782466.6686 1784849.638 952542.6476 3946752.865 2086893.828

Com_18994_pos5-hydroxy-6,7-dimethoxy-2-phenyl-4H-chromen-4-oneC17 H14 O5 280.07189 5.608 281.07874 Invalid mass No results No results 3094523.384 2667743.248 3401495.005 6380358.068 3462551.832 3850522.287 1920439.927

Com_19019_posStearoyl EthanolamideC20 H41 N O2 327.313 7.367 328.32056 Full match No results No results 1486047.947 4807541.533 1706260.087 1397103.617 2519181.039 1610865.051 2092220.264

Com_19113_pos(2E)-N-(4-acetamidobutyl)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enamideC16 H22 N2 O4 328.14064 5.726 329.14792 Invalid mass No results No results 2402339.816 2437632.257 3008337.003 4239141.308 2471248.083 2336808.625 2247329.658

Com_19254_pos1,7-bis(4-hydroxyphenyl)heptan-3-oneC19 H22 O3 298.1556 5.69 299.16287 Full match No results No results 1506099.419 1199638.059 3870078.197 5198522.186 2084187.298 2706247.054 2716818.593

Com_19373_pos3,5-Diiodo-L-thyronineC15 H13 I2 N O4524.89122 1.221 525.8985 No results No results Full match 105994.4862 4602150.555 1541060.977 719470.1697 795682.6946 434377.4173 109318.6607

Com_19487_posJervine C27 H39 N O3 443.30295 6.881 444.3093 No results Invalid mass No results 359393.758 250848.1931 379149.714 285886.8752 269955.2327 261529.5334 300498.423

Com_19603_pos2,3-dihydroxypropyl 12-methyltridecanoateC17 H34 O4 324.2274 8.706 325.23468 Invalid mass No results No results 40986.10688 664631.4855 953378.6669 479260.4757 4812023.609 350761.2244 312566.4642

Com_19679_posVPH C16 H25 N5 O4 702.37723 4.666 352.19589 Invalid mass No results No results 892343.553 826026.1076 894914.5121 534248.1938 4768892.404 491668.4528 328431.2474

Com_20121_pos3-phenyl-5-(1,2,3-thiadiazol-4-yl)-1,2,4-oxadiazoleC10 H6 N4 O S 252.00774 5.591 253.01527 Invalid mass No results No results 1850892.203 3067788.101 2014575.505 3341627.505 1833677.114 1682448.009 3486570.801

Com_20244_pos2-(1H-benzimidazol-2-yl)-3-(1,3-benzodioxol-5-yl)acrylonitrileC17 H11 N3 O2 267.09712 1.425 290.08633 Invalid mass No results No match 2655500.619 1672800.537 1616606.849 3259671.539 1579863.725 2457048.229 2061291.138

Com_20282_posMonolaurin C15 H30 O4 296.19636 7.928 297.20346 Invalid mass No results No results 359649.9652 3155495.909 3413516.348 1807933.389 4109335.161 3029767.941 500929.3918

Com_20367_posSulfamethazineC12 H14 N4 O2 S278.07864 5.863 279.0863 No results Invalid mass No results 1619678.482 2096132.438 1597252.102 3607780.847 2662484.745 2211066.42 2244053.102

Com_20654_posFMK C20 H32 N4 O4 S446.19609 7.3 447.20313 Invalid mass No results No results 1871624.511 2702176.696 2584690.319 2022682.553 1711017.284 1378091.397 1370691.134

Com_20851_posStrophanthidinC23 H32 O6 404.21715 6.623 405.22443 No results Invalid mass No results 2455804.984 1991075.561 2742343.969 2636748.443 2559150.471 3051006.11 1806760.097

Com_21416_posYLH C21 H29 N5 O5 414.18984 5.179 415.19711 Invalid mass No results No results 538280.3878 1623989.692 2320725.563 1964329.294 1198739.643 1144182.677 1086674.369

Com_21540_posPleuromutilinC22 H34 O5 416.18805 6.03 417.19559 Invalid mass No results No results 202605.7775 156693.0005 165034.1464 256858.0165 189484.1163 187967.4974 262807.4755

Com_21811_posTKK C16 H33 N5 O5 357.23391 5.166 358.24146 Invalid mass No results No results 404723.474 541255.799 589116.0229 503968.6232 523095.7425 516932.5907 389808.2216

Com_22036_posSodium DehydrocholateC24 H33 Na O5 424.22412 6.354 425.23129 No results No results Full match 2105189.964 1369978.277 1437708.674 2038645.101 1304398.463 1349319.069 1016076.378

Com_22112_pos5α-TetrahydrocortisolC21 H34 O5 388.21504 7.335 389.22232 No results Invalid mass No results 871422.966 1161140.916 848844.8445 1115673.932 687042.3114 450484.6833 1467928.689

Com_22222_posbeta-Estradiol 17-AcetateC20 H26 O3 314.1884 6.215 315.19568 No results No results Full match 2054965.273 1653029.505 1579805.361 3513967.882 1874337.81 2284842.708 1784727.167

Com_22589_posDKK C16 H31 N5 O6 389.22484 4.842 390.23212 Invalid mass No results No results 1952145.727 65028.80844 57994.81283 75833.79681 71697.87762 195712.9873 42842.0286

Com_23025_posPhylloquinoneC31 H46 O2 450.34971 7.849 451.35632 No results No results Full match 1831137.89 1137084.685 1413594.07 3910156.358 1443252.32 1370646.409 1913340.226

Com_23128_pos4-methylphenyl 1-ethyl-3-methyl-1H-pyrazole-5-carbothioateC14 H16 N2 O S260.09468 5.794 261.10202 Invalid mass No results No results 944699.0245 1883227.85 1766421.16 4214534.198 2172092.118 2218415.176 2079631.27



Com_24133_pos10-NitrolinoleateC18 H31 N O4 360.25697 6.852 361.26422 No results Invalid mass No results 907777.4758 1148381.338 2005725.062 565681.3235 622124.8499 638207.4381 645418.2547

Com_24271_posGluconolactoneC6 H10 O6 178.04792 1.318 179.05531 No results No results Full match 574454.8044 329466.1203 354087.867 381938.6008 439499.3249 409832.6068 374669.3398

Com_24556_posKanosamine C6 H13 N O5 380.13619 5.663 381.14346 No results Invalid mass No results 1455484.621 799987.4431 1024112.029 2108582.635 1478001.767 1756157.42 687193.8071

Com_25902_posDY131 C18 H21 N3 O2 311.16313 5.104 645.31549 No results No results Full match 143833.3282 262857.8326 381510.6204 164068.6542 169639.5164 154764.0232 109673.2461

Com_26100_posFolic acid C19 H19 N7 O6 441.13777 5.15 442.14505 No results No results Full match 1075386.422 374203.3308 396827.705 901189.7932 739806.2323 1310752.084 271749.4376

Com_26137_pos2-Methoxyestradiol (2-MeOE2)C19 H26 O3 302.18803 6.125 303.19495 No results No results Full match 1066463.992 1185978.637 715521.5471 1317231.502 897996.7152 1063076.696 772786.8211

Com_26554_posN alpha-Acetyl-L-ArginineC8 H16 N4 O3 216.12151 5.155 217.12878 No results No results Full match 964593.8627 385048.4289 389928.3049 354701.6137 418106.5509 703380.7882 279843.5317

Com_26663_posBerberine C20 H17 N O4 335.11871 5.427 336.12589 No results Invalid mass No results 795985.23 609160.9241 822189.8985 1506386.074 925902.7451 963992.6215 1208485.574

Com_27417_posSpectinomycinC14 H24 N2 O7 364.18556 6.842 365.19284 No results Invalid mass No results 249659.7443 128081.3459 222462.8544 213233.9904 1148413.014 377611.1495 180459.4761

Com_27794_posLysoPC 20:2 C28 H54 N O7 P 547.364 9.775 548.37128 No results No results Full match 526223.4757 175070.3914 36411.11596 28570.82646 66858.95826 280299.2228 47279.76186

Com_27871_pos5-[(8Z,11Z)-pentadeca-8,11-dien-1-yl]benzene-1,3-diolC21 H32 O2 316.23882 7.556 317.24609 Full match Partial matchFull match 481557.5286 87158.32404 32043.42672 228991.3922 157371.7754 296191.1641 210104.3675

Com_27885_posPalmitoylethanolamideC18 H37 N O2 299.28203 6.196 300.28931 No results No results Full match 172791.221 109518.9571 244131.3596 148257.1257 162925.9225 900208.6112 103548.5447

Com_27994_posDiflorasone C22 H28 F2 O5 410.19182 6.298 411.1991 No results No results Full match 400466.2003 42659.045 43697.67886 57551.81053 45565.83527 48847.10192 43432.5437

Com_54_pos Isoleucine C6 H13 N O2 131.09455 2.759 132.10182 Full match Not the top hitFull match 1737418708 3949702656 2314989827 1488322504 2774593797 1959223034 2196087352

Com_118_pos Dl-3-HydroxynorvalineC5 H11 N O3 133.07388 1.306 134.08104 No results No results Full match 1340079693 1533532925 1325490789 1252332103 1571115022 1890677210 1894109238

Com_372_pos Ala-Ile C9 H18 N2 O3 202.13168 5.063 203.13908 No results Full match Full match 203620401.6 220888439.1 191120056.2 68942308.26 233678345.6 185384170.8 42357735.47

Com_400_pos Oxaceprol C7 H11 N O4 173.06884 1.451 174.07617 No results No results Full match 156845880.2 241724885.5 127423928.3 265370921.2 305928856.3 177769916.8 534070318.7

Com_431_pos gamma-GlutamylleucineC11 H20 N2 O5 260.13703 5.095 261.14401 No results Full match Full match 162339552.5 204452558.5 138496448.1 90364449.26 208480736.5 107822157.4 94274058.8

Com_436_pos (5-L-Glutamyl)-L-Amino AcidC8 H14 N2 O5 218.09023 1.413 219.09752 No results No results Full match 445368914.3 148317680.7 240856205.4 172601661.4 320620811.5 325856272.2 87226134.02

Com_528_pos Thr-Leu C10 H20 N2 O4 232.14211 4.998 233.14955 No results No results Full match 124776043.9 308876571.8 229559725.9 47803402.77 122354891.4 57877899.44 58778940.34

Com_530_pos 4-HydroxyisoleucineC6 H13 N O3 147.08935 1.422 148.09676 No results No results Full match 90410761.18 234688003.4 254218161.1 396142681.2 523914478.1 607443708.3 274888394.2

Com_558_pos Homogentisic AcidC8 H8 O4 168.04235 1.378 169.04961 No results No results Full match 345015152.2 59692198.67 238297276.9 201092905.3 206502641.9 203288088.9 182328295.5

Com_613_pos N-AcetylhistidineC8 H11 N3 O3 197.08 1.415 198.08733 No results Full match Full match 304962203.6 43017643.37 40064271.06 52377652.29 53750494.76 416197862.6 44403520.23

Com_659_pos 5-HydroxyindoleC8 H7 N O 133.05222 5.647 134.05949 Full match Not the top hitFull match 287518492.1 121315544.9 160424983.4 180906106.6 32737493.76 528599678.9 41844107.65

Com_676_pos Nicotinuric AcidC8 H8 N2 O3 180.05372 1.363 181.06088 No results No results Full match 273780808.1 32210189.72 23304008.84 1990330.221 1679709.653 388082812.8 30009817.79

Com_684_pos Taurodeoxycholic Acid (sodium salt)C26 H45 N O6 S499.29659 6.069 500.30371 Full match No results Full match 42198806.45 24329641.68 13044479.82 19509505.79 25317045.11 24235221.98 34360027.81

Com_690_pos 3-Nitro-L-TyrosineC9 H10 N2 O5 226.05891 1.418 227.06609 No results No results Full match 171815943.3 186691448.1 184819391.6 190549231.1 249011946.5 200375389.7 344754502.9

Com_761_pos 3-[4-methyl-1-(2-methylpropanoyl)-3-oxocyclohexyl]butanoic acidC15 H24 O4 268.16699 5.631 269.17471 Full match No results No results 244496481.9 97513170.21 104732049.7 224716901.8 149241313.8 226950771.2 100252693.9

Com_910_pos N-acetyl-L-ornithineC7 H14 N2 O3 174.10043 1.416 175.10779 No results No results Full match 196286785 42466651.84 54122499.16 53775941.55 98350170.73 105396063.7 38794991.64

Com_913_pos L-lysine C6 H14 N2 O2 146.10537 1.408 147.11267 No results No results Full match 144365781.9 20637794.54 20942205.02 35534473.66 33214327.93 36261396.99 25796340.72

Com_920_pos NicotinamideC6 H6 N2 O 122.04793 1.419 123.05533 No results No results Full match 104687075.6 84027780.77 42368636.5 89159448.61 82144301.73 91752257.65 200322633.3

Com_1029_pos13-HPODE C18 H32 O4 312.23005 7.154 335.21948 No results No results Full match 43049997.89 264810302.2 200055735.8 58198067.25 121616769.9 81196250.54 133703452.1

Com_1054_pos5-MethyluridineC10 H14 N2 O6 258.08538 1.408 259.09268 No results No results Full match 164827570.1 124184339.7 139373321.8 144903773.5 153520561.6 121068984.8 116524355.3

Com_1102_posAsp-Phe methyl esterC14 H18 N2 O5 294.12134 5.187 295.12891 No results No results Full match 45926751.41 69738753.2 63137914.48 51348602.69 52448395.24 35786692.15 56736739.41

Com_1108_posMAG (18:3) C21 H36 O4 352.26116 7.816 353.26846 No results No results Full match 6515924.83 244611884.7 122047179 69366789.65 92393488.91 16196834.7 54924228.61



Com_1142_pos2-DeoxyuridineC9 H12 N2 O5 228.07454 1.416 229.08188 No results No results Full match 151400499 85071821.71 70024802.87 195563802.3 142472398.4 175070619.9 152117909.7

Com_1175_posAndrosteroneC19 H30 O2 272.21389 6.775 255.21085 Invalid mass Invalid mass No results 109409633.6 98994436.21 161550023.9 119939604.2 103550807.5 150970015.3 78844253.88

Com_1271_posTyramine C8 H11 N O 137.08394 2.534 138.09122 No results No results Full match 31645918.38 95525985.7 38947613.15 27384269.07 30116561.62 25431278.85 15947335.2

Com_1273_posBoc-beta-cyano-L-alanineC9 H14 N2 O4 214.0954 4.899 215.10289 No results No results Full match 121231989.4 92240716.32 99303425.92 136042953.4 118361456 134664659.5 151320902.3

Com_1285_posO-Phospho-L-serineC3 H8 N O6 P 185.00907 1.275 186.01622 No results No results Full match 134424394.6 16239903.61 21148745.98 10133903.61 39078730.26 120699071.7 3924305.4

Com_1595_posAla-Gln C8 H15 N3 O4 217.10626 1.376 218.11349 No results No results Full match 107277529.9 71644763.56 58811711.94 52133644.9 84616674.76 63062984.64 45094387.29

Com_1817_pos2'-DeoxycytidineC9 H13 N3 O4 227.09039 1.417 228.09749 No results Full match Full match 69038910.72 39468651.76 62433663.52 98614076.07 81125659.96 76543107.18 121536295.8

Com_2065_poso-Cresol C7 H8 O 108.05749 8.115 109.06468 No results No results Full match 42955005.89 44466645.97 45244624.33 49431415.45 44431894.01 50247974.26 59063619.08

Com_2086_posLysope 18:1 C23 H46 N O7 P479.30121 6.655 480.30832 No results No results Full match 27165178.64 16516973.41 3201452.449 29365566.41 17221532.32 25708277.81 45383327.98

Com_2204_pos4-ButylresorcinolC10 H14 O2 166.09937 5.532 167.10678 No results No results Full match 76231128.76 66000117.82 71903120.67 127448417.5 87113215.64 135104860.2 66212722.18

Com_2245_posα-Lactose C12 H22 O11 359.14256 1.348 360.1503 Invalid mass Invalid mass No results 60598763.85 27752477.81 94429677.06 52986761.07 124964198.1 74346362.24 22724559.58

Com_2307_pos1-(4-Methoxyphenyl)-2-propanoneC10 H12 O2 164.08353 5.53 165.09097 No results No results Full match 66661667.51 52620228.16 92947338.52 143407458.3 103896265.5 120550376.2 67603745.57

Com_2417_posL-AdrenalineC9 H13 N O3 183.08944 5.329 184.0968 No results No results Full match 24525429.11 50679763.7 28010737.87 48429016.77 31917373.62 32042539.42 29586838.72

Com_2426_posChenodeoxycholic acid-3-beta-D-glucuronideC30 H48 O10 568.32462 6.294 569.33221 No results No results Full match 3514447.129 3430124.688 3450836.584 6972874.323 2830854.487 3287314.655 6545637.273

Com_2497_posall-cis-4,7,10,13,16-Docosapentaenoic acidC22 H34 O2 312.24477 6.77 313.25217 Invalid mass Invalid mass No results 29850078.58 23743638.09 52552550.4 40555257.4 28458897.18 20994193.55 29689407.22

Com_2588_posJNJ-1661010 C19 H19 N5 O S365.13198 1.393 366.13852 No results No results Full match 53812625.3 55845788.6 80711433.47 20725180.32 48668520.43 39909648.87 27490643.22

Com_2717_posN-(5-Aminopentyl)acetamideC7 H16 N2 O 144.12619 1.448 145.13354 No results No results Full match 30365966.04 20470501.07 21207709.14 70071541.66 27985350.67 40421502.24 35449339.94

Com_2751_posD-Glucosamine 6-phosphateC6 H14 N O8 P 259.04579 1.328 260.05304 No results No results Full match 57769872.28 44842556.56 27065438.16 13595889.93 39635179.96 37991077.53 6020492.97

Com_2764_posgamma-GlutamylmethionineC10 H18 N2 O5 S278.09366 4.874 279.10089 No results Full match No results 24412352.84 43918902.47 21818639.33 6982163.075 23336743.86 22189192.79 17735729.7

Com_2907_posFeruloyl PutrescineC14 H20 N2 O3 264.1473 5.481 265.15497 No results No results Full match 43843049.54 26570190.63 28678502.19 21999482.66 36209221.92 31768167.29 19331049.84

Com_2952_pos5-MethylcytosineC5 H7 N3 O 125.05897 1.414 126.06612 No results No results Full match 16787243.74 28707429.75 24482049.97 28110976.04 19494743.64 25136224.26 32201145.55

Com_3104_pos10-Undecenoic acidC11 H20 O2 184.14628 6.424 185.15366 No results No results Full match 49378003.81 32701565.54 27329367.52 70760043.65 54410692.58 52520041.2 42870951.85

Com_3107_posDehydrocholic acidC24 H34 O5 402.23855 6.345 403.24564 Invalid mass Invalid mass No results 49271561.23 38689097.35 40189484.64 49826701.94 41079543.73 55294657.63 6673963.943

Com_3277_posCyclocytidineC9 H11 N3 O4 225.07492 1.426 226.08212 No results No results Full match 46004217.29 15669634.55 17119368.64 22214518.06 38589388.06 35778474.89 11208688.43

Com_3312_posN1-[4-(trifluoromethyl)phenyl]-2-phenylbutanamideC17 H16 F3 N O290.09035 5.014 291.09827 Invalid mass No results No results 23607564.14 14993047.13 8032957.491 27726155.67 8992883.47 18401841.84 58893105.97

Com_3398_pos1-MethylhistidineC7 H11 N3 O2 169.08468 1.41 170.09216 No results No results Full match 33374148.19 51507039.25 45398245.64 29899533.82 36552146.68 41049764.59 29300847.71

Com_3483_posPurine C5 H4 N4 120.04363 2.834 121.05087 Full match No results Full match 22130075.99 976522.2882 1563039.072 1470706.581 3814579.98 20695580.61 344894.8281

Com_3501_posInosine C10 H12 N4 O5 268.08097 4.956 269.08789 No results No results Full match 42334222.8 7375241.185 13800143.99 5256663.745 39089548.39 18396553.59 3201297.503

Com_3540_pos4-Methoxycinnamic AcidC10 H10 O3 178.06251 5.492 179.06979 No results No results Full match 15483973.76 20748261.36 20640726.1 34252471.99 35818791.3 23804605.63 54171125.84

Com_3609_posAsp-Phe C13 H16 N2 O5 280.10503 5.336 281.1123 No results No results Full match 35967960.87 28356022.87 28441343.5 66374047.91 36800837.06 48303094.52 52978229.61

Com_3781_posEpinephrine bitartrateC13 H19 N O9 333.10586 1.436 334.11307 No results No results Full match 38870587.19 17478904.28 44824185.8 25266957.71 33486951.39 19013074 13473073.39

Com_4000_pos2-(Dimethylamino)GuanosineC12 H17 N5 O5 311.12155 1.441 294.11823 No results No results Full match 22704010.47 24195747.66 26296432.12 47288738.39 40066698.87 30840967.31 33539738.47

Com_4169_posMethyl alpha-D-glucopyranosideC7 H14 O6 194.07916 1.436 195.08653 No results No results Full match 29917232.58 14295936.29 17074522.39 43224212.6 32640078.01 16844463.05 13701812.49

Com_4459_posL-beta-Imidazolelactic acidC6 H8 N2 O3 156.05369 1.368 157.06099 No results No results Full match 22373920.26 6319737.332 10400426.99 13918146.54 17068269.28 9584413.93 13680086.04

Com_4556_pos5-HydroxytryptophanC11 H12 N2 O3 220.08476 4.985 221.09187 Full match No results Full match 25476870.57 13285725.7 25125318.78 31831022.06 39203578.64 58143259.01 18241475.23



Com_4645_posN4-AcetylcytidineC11 H15 N3 O6 285.09562 1.416 286.10272 No results No results Full match 25637892.87 20020397.86 29685113.96 54457291.04 31297674.78 26789299.17 22027101.11

Com_4795_posL-Leucyl-L-AlanineC9 H18 N2 O3 202.13187 1.286 203.13902 No results No results Full match 28834935.34 2391800.265 3375407.095 2843756.776 13165767.65 16060655.37 5609071.21

Com_4906_posL-Alanyl-L-LysineC9 H19 N3 O3 217.1428 1.232 218.15019 No results No results Full match 13917995.55 15956107.46 12035226.77 5032005.243 18006013.57 10489848.75 16614999.87

Com_5037_posDelta-TridecalactoneC13 H24 O2 212.17766 8.733 213.18495 No results No results Full match 26959783.82 16133688.8 9591661.428 19777551.35 13671497.25 13219973.69 11000843.64

Com_5270_posMethyltestosteroneC20 H30 O2 302.22444 6.823 303.23151 No results No results Full match 18553591.91 11654963.38 20500577.1 13611297.78 12127533.06 16350937.02 13160279.25

Com_5518_posL-Glutamate C5 H9 N O4 147.05307 2.214 148.06035 No results No results Full match 23903803.42 7922531.809 11732213.8 9228977.478 12039718.69 21811313.63 4099327.507

Com_5636_posMaltotetraoseC24 H42 O21 688.20294 1.403 689.21027 Invalid mass Invalid mass No results 1918181.005 19881633.69 25574356.23 54396681.89 22321802.27 13057306.7 3996710.334

Com_5875_posQuinic acid C7 H12 O6 192.06404 1.33 193.07085 No results No results Full match 21842655.94 14898470.78 5419412.268 11363296.69 20530883.25 14754529.06 18732398.38

Com_5926_posL-KynurenineC10 H12 N2 O3 208.08474 4.772 209.09177 No results No results Full match 11011735.58 23083700.48 13057746.48 17007749.2 16509413.39 16794036.52 16582015.8

Com_6461_pos2-MethylbutyroylcarnitineC12 H23 N O4 245.1627 5.209 246.1701 No results No results Full match 3802261.931 5972802.237 7909263.734 14680369.76 6510069.352 4846743.899 24706005.27

Com_6723_posH-Gly-Pro-OHC7 H12 N2 O3 172.08469 1.646 173.09195 No results No results Full match 16873303.66 23108968.09 22742260.83 24714384.06 24037054.86 19779017.74 8599227.878

Com_6764_posTyr-Tyr C18 H20 N2 O5 344.13732 4.993 345.14468 No results Full match No results 2604063.765 4263015.982 2992754.773 3759752.768 2351893.162 3583397.087 2451802.44

Com_7511_posAnserine C10 H16 N4 O3 240.12175 1.408 241.1292 No results No results Full match 10614984 11933402.76 15948366.2 19192133.97 19123047.84 19440475.49 17209677.63

Com_7815_posL-TryptophanC11 H12 N2 O2 204.08939 5.679 205.09608 No results No results Full match 4785922.457 6557513.786 5360321.833 10316428.73 7209722.114 5618910.037 5728212.714

Com_7963_posN-Acetyl-L-methionineC7 H13 N O3 S 191.06166 5.136 192.06923 No results No results Full match 14184865.65 8843745.261 8164471.056 15745548.91 16948229.07 8749643.564 14252274.35

Com_8377_pos2-Hydroxybutyric acidC4 H8 O3 104.04731 1.331 105.05457 No results No results Full match 10958849.49 934606.3112 4921117.214 20952810.12 22058000.85 11761203.29 8134553.242

Com_9219_posProstaglandin G2C20 H32 O6 368.21955 6.651 391.20862 No results No results Full match 7344323.737 4683067.969 7776249.105 9962228.318 7723993.635 7994897.374 9589903.438

Com_9321_posHydrocortisoneC21 H30 O5 362.20796 6.821 363.21524 No results No results Full match 8859723.216 5157048.453 7003641.552 9230685.732 7056855.45 7371758.046 7886782.372

Com_9875_posN2-MethylguanosineC11 H15 N5 O5 297.10733 4.817 298.1145 No results Full match Full match 7403969.284 6862558.353 5540838.166 4939489.934 7922808.193 2543284.077 6557353.54

Com_10231_posLysopa 16:0 C19 H39 O7 P 410.24237 6.848 411.24887 No results No results Full match 9210695.439 2275259.138 2666084.159 7931844.68 2447548.427 2388221.933 10385428.1

Com_10307_pos2,3-Dinor-TXB2C18 H30 O6 342.20279 5.695 343.20984 No results No results Full match 9608039.516 8426587.865 9029188.651 13906263.15 10323801.68 7008848.335 9916513.266

Com_10730_posLysoPC 12:1 C20 H36 N O7 P433.22125 5.343 434.22867 No results No results Full match 3680025.472 7403495.635 8612994.615 13252345.73 7539760.628 6966810.957 11631134.86

Com_10829_posAdrenosteroneC19 H24 O3 300.17229 5.647 301.17996 No results No results Full match 8161466.035 4856049.771 11336012.76 11837206.91 7803911.12 16683084.94 5124099.816

Com_12064_posThymopentin C30 H49 N9 O9 679.36458 5.124 680.36975 No results No results Full match 601375.848 11536288.8 2335709.312 2341918.999 4248046.673 10672937.84 525381.5377

Com_12168_pos11-KetoetiocholanoloneC19 H28 O3 304.20367 7.773 305.21112 No results No results Full match 7299357.989 5389292.978 3283521.638 6122268.362 9084499.353 11036633.21 3744444.821

Com_14669_pos19-NortestosteroneC18 H26 O2 274.19236 5.721 275.1994 No results No results Full match 4479685.126 4063480.175 6064500.211 10835403.01 6774961.648 7559094.36 6674240.465

Com_15078_posGlycoursodeoxycholic acidC26 H43 N O5 449.3129 5.687 450.32031 No results No results Full match 4672450.722 3525178.464 4133940.131 2478297.702 4624595.392 4819362.62 6149149.155

Com_15857_posAcetylcysteineC5 H9 N O3 S 163.03008 1.417 164.03728 No results No results Full match 3860723.565 2450378.091 5070158.951 4834294.72 4570238.686 8522305.786 3650513.852

Com_16055_posPyridoxine O-GlucosideC14 H21 N O8 331.12673 1.413 332.13412 No results No results Full match 3998542.437 2050787.713 2985171.824 6392540.285 4378522.751 8236156.194 5518667.854



pos_OL_HW2 pos_OL_HW3 pos_OL_HW4 pos_OL_HW5 pos_OL_HW6 pos_OL_HWM1 pos_OL_HWM2 pos_OL_HWM3 pos_OL_HWM4 pos_OL_HWM5 pos_OL_HWM6 pos_QC1 pos_QC2 pos_QC3

15274000740 21508063995 19268495148 6361237445 9753069201 13639832805 19165228029 25412791834 20147140941 16341012326 11188519033 22850917432 23115968183 24095495258

2229145512 7329035316 7614478080 1681463626 2349725463 3361260698 4164486344 1805208733 11757114777 8848630309 5489238817 5948896483 6091394397 5635126304

4922771471 2399758950 3655667151 3732936341 5848761519 3255324837 5859957174 5011123764 3450826806 3846064511 4600715700 4417821835 4091069052 2836536720

2740099358 2336075519 3473605794 3823800474 5961042530 2992709358 836796230.5 4757021603 3563731634 3839573983 4524499585 2298916448 3875565650 2721165481

1607456619 2944366037 1738037959 494874446.9 918531973.3 1225268815 1238263638 3315987745 1456722840 1761088383 690660528.3 3781741772 2521035797 2240196787
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