
Additional Table 1. Information of metabolites identified in metabolome

ID M524 M525 M527 M528 M529 M530 M531 M532 M534 M535 M536 M538 M539 M540 M541 Formula Compounds Class I Class II Precursor (g/mol) Mass (g/mol) RT (min) Adduct error_ppm MS_level score source CAS Pubchem CID HMDB Metlin cpd_ID kegg_map

FDATN00575 534.360123 4228.75367 2642.00369 3011.81107 3717.68743 3044.54326 151.187728 2529.49714 1339.16894 3216.82953 4425.30591 3707.79984 2375.12555 2828.70549 3607.76921 C23H26ClN7O3 Avanafil Others FDA 518.1412 483.1786 8.7149 M+Cl 1.17037614 MS1 0.7216 rp 330784-47-9 9869929 - - - --

FDATN00634 21142.9958 23248.7096 17556.9249 28976.3856 19803.4919 16046.1682 14130.7797 20429.4773 16805.2354 20104.9336 19306.5253 24320.0788 19052.8032 24590.4318 14611.869 C10H11NO3 Betamipron Others FDA 235.1075 193.0739 1.3578 M+CH3CN+H 5.00358643 MS2-Search-DB 0.8429 rp 3440-28-6 71651 HMDB0034250 43836 D01331 --

FDATN00689 487.136538 573.137175 778.688099 236.722784 688.441914 163.430169 535.498636 738.211609 267.50591 1257.27741 499.869803 566.773262 1711.53378 1031.20965 441.279655 C13H19NO8 Metaraminol Bitartrate Others FDA 318.1222 317.1111 1.1377 M+H 4.83325 MS1 0.6427 rp 33402-03-8 441414 - - - --

FDATN01351 162.722328 297.323486 522.189812 246.236364 146.677783 149.634488 149.948448 180.772717 191.941769 548.00224 396.394124 282.151158 153.843751 378.030199 331.753416 C17H11F6N7O Selinexor (KPT-330) Others FDA 442.0816 443.0929 1.8266 M-H 13.3772826 MS1 0.5061 rp 1393477-72-9 71481097 - - - --

FDATN01353 4803.65741 14862.0937 9965.97916 5885.21752 7138.05732 8529.83484 5425.29594 7415.17689 6598.55193 6992.41903 4097.15211 4372.54688 6555.65171 3904.23649 5850.45582 C30H35N7O2 HS-10296 Others FDA 1049.5597 525.2852 8.3992 2M-H 0.42548331 MS1 0.9895 rp 1899921-05-1 121280087 - - - --

FDATN01470 2986.80069 2173.96259 2781.39074 2372.76518 2761.82042 2371.36518 2068.86596 2007.27774 2867.43914 1859.05983 2266.09209 3623.7107 2911.51643 2551.02203 7633.59777 C6H13N3O3 DL-Citrulline Others FDA 242.0812 175.0957 0.8067 M-H+NaCOOH 6.7285 MS1 0.6072 rp 627-77-0 833 - - - --

FDATN01480 39290.8608 49726.1812 43804.6424 42199.451 39069.9981 59513.4951 36165.7907 36426.5235 64344.831 92509.3816 27145.4737 54455.7836 47338.9916 35074.7734 48644.3185 C5H11NO2S L-Methionine Amino acid and Its metabolites Amino acids 150.0593 149.051 1.1252 M+H 4.45370484 MS2-Search-Local 0.9405 rp 63-68-3 6137 HMDB0000696 - C00073 ko00270,ko00970,ko01100,ko01210,ko01230,ko01240,ko01523,ko04974,ko0497

8,ko05230FDATP00245 1150.31721 1608.238 1273.8056 1260.22645 1161.33839 1458.33405 1300.15825 1649.69724 1691.17795 2510.29745 1444.91521 2151.42251 1834.84357 1171.70812 2310.91284 C4H12ClN5 Metformin HCl Others FDA 369.1122 165.0781 1.8231 2M+K 2.808 MS1 0.6845 rp 1115-70-4 14219 HMDB0001921 - C07151 ko04152,ko04211,ko04976

FDATP01088 146540.166 148808.142 134293.283 133413.364 122398.37 133697.902 131597.009 133064.442 126036.578 688.488216 117656.226 130621.587 132334.205 126270.981 131174.596 C18H35NO Laurocapram Others FDA 265.2547 281.2719 11.1121 M+H-NH3 5.33775 MS1 0.6329 rp 59227-89-3 42981 - - - --

FDATP01428 415.803256 973.30906 927.14883 544.851311 714.377841 406.443382 843.369483 1057.42728 679.137918 968.061426 1005.23756 148.304207 1349.39184 1042.87687 838.131055 C16H22N2O6S Morantel tartrate Others FDA 120.0457 370.1199 4.0997 M+2H-C5H8O4 2.85675 MS1 0.6834 rp 26155-31-7 6419965 - - - --

FDATP01719 79125.439 80826.7075 79435.2345 78117.6662 79180.988 78702.7634 84128.9127 79418.7391 79125.5391 78292.6701 79820.9158 77984.786 78728.3309 78011.2943 78420.7072 C8H20ClN Octodrine (2-Amino-6-methylheptan) Others FDA 207.1587 165.1284 4.7145 M+CH3CN+H 2.48001343 MS2-Search-Local 0.615 rp 543-82-8 10982 - - - --

Lmhp001461 5181.14755 7571.88259 5234.9835 5877.87724 7394.23101 5463.24798 5288.78057 5919.72277 7322.18568 9304.08793 5993.61507 5733.18176 9712.71858 6121.4413 9336.63412 C11H20N2O3 L-Prolyl-L-Leucine Amino acid and Its metabolites Small Peptide 229.1568 228.1474 0.8676 M+H 4.96061524 MS2-Search-DB 0.7686 rp 52899-07-7 444109 - 23647 - --

MEDL00066 127289.634 109061.864 155039.149 137271.642 168717.369 96671.1717 97697.7588 54723.1179 110947.233 93841.9822 133032.37 130205.837 99811.1265 107501.207 101915.026 C5H10O3 2-Hydroxy-2-methylbutyric acid Organic acid And Its derivatives Organic acid And Its derivatives 117.0556 118.063 2.5 M-H 2.38513599 MS2-Search-Local 0.7591 rp 3739-30-8 95433 HMDB0001987 45847 - --

MEDL00101 901468.385 717456.253 708694.273 849944.589 923532.906 662689.27 1137969.9 719496.402 748455.129 804066.195 908181.145 682681.093 692592.022 690055.881 698998.044 C18H39NO2 Dihydro-D-sphingosine SL SM 302.3064 301.2981 6.7376 M+H 8.91300537 MS2-Search-Local 0.7865 rp 764-22-7 - HMDB0000269 - C00836 ko00600,ko01100,ko04071

MEDL00391 18275.8225 25569.7127 20104.8617 15458.0254 19090.8077 23867.6441 21067.7043 27818.4359 23536.6778 21292.5596 19427.522 21407.5682 22993.2721 13389.2391 19199.0071 C21H44NO7P LPE(16:0/0:0) GP LPE 454.2958 453.2855 8.769 M+H 8.59824264 MS2-Search-Local 0.7847 rp - 9547069 - - - --

MEDL00392 31480.8429 25471.569 25278.5368 30000.4535 34857.166 25189.3675 23817.194 15435.0094 24656.9795 23235.0192 20800.5838 14573.2225 17541.3614 27176.2185 14898.3533 C26H52NO7P 1-Oleoyl-sn-glycero-3-phosphocholine GP LPC 1065.6845 521.3481 8.4782 2M+Na 1.01343212 MS2-MetDNA 0.937 rp 19420-56-5 16081932 HMDB0002815 - - --

MEDL00401 11269.9753 9934.29752 9928.32369 9946.7789 9293.0543 9236.86147 9762.32522 10223.4487 11046.5165 11052.0382 9592.16305 10060.5623 10581.9242 10248.0532 10332.7415 C15H22O2 Confertifoline Aldehyde,Ketones,Esters Esters 233.1544 234.162 9.1635 M-H 4.72633643 MS2-Search-Local 0.9479 rp 1811-23-0 435751 - - C09376 --

MEDL00447 1838281.83 1536608.04 1638275.76 1726376.74 2174537.11 1524930.71 1779134.86 1239583.81 1708276.4 1785566.2 2240491.01 2077356.33 1827636.87 1805627.68 2554771.76 C20H32O2 AA FA Oxidized lipids 303.2337 304.2402 11.0496 M-H 6.77794873 MS2-Search-Local 0.892 rp 24880-40-8 - - - - --

MEDL00692 6273766.2 9316737.76 10230120 5853159.73 5609099.96 7723885.23 4927959.73 6445648.17 4497107.77 4466667.46 5623735.56 6514715.24 5896284.18 7751746.41 7960097.02 C17H34O2 FFA(17:0) FA FFA 269.2478 270.2559 9.0016 M-H 3.43555908 MS2-Search-Local 0.8743 rp - - - - - --

MEDL00873 12259.5265 13187.678 13895.456 13584.5201 11302.8998 10947.8967 11882.5358 9914.00609 14612.3048 18388.2772 11526.3783 14008.706 14336.7522 11208.4896 18087.383 CH4N2O2 Hydroxyurea Alcohol and amines Amines 123.0453 76.0273 1.1418 M+HCOO+2H 14.4961456 MS2-Search-Local 0.7715 rp 127-07-1 3657 HMDB0015140 - C07044 ko01100

MEDL01878 15500.2542 16534.3343 15870.4504 14883.1625 15958.9616 16129.5474 16764.772 15167.7822 15821.8336 15230.7577 16037.4956 15905.5322 15661.1074 15855.1373 15465.8015 C11H11NO4 Methyl dioxindole-3-acetate Heterocyclic compounds Indole and Its derivatives 222.0772 221.0688 4.108 M+H 8.4998667 MS2-Search-Local 0.779 rp 57061-18-4 14033762 HMDB0038991 - - --

MEDL02015 222.594777 731.403854 683.77037 387.761147 573.086202 686.417941 1799.99014 855.737599 427.465891 203.155372 549.288093 412.216639 312.672179 742.166619 560.18324 C8H10O 2-Phenylethanol Benzene and substituted derivatives Benzene and substituted derivatives 143.0465 122.0732 0.835 M-2H+Na 7.9125 MS1 0.5866 rp 60-12-8 6054 HMDB0033944 - C05853 ko00360

MEDL02073 245247.181 370147.571 237374.72 335980.986 287902.562 284552.899 234941.278 303654.441 234021.509 298004.059 258646.193 285863.898 291911.515 237945.93 352369.662 C2H7NO3S 2-Aminoethanesulfonic acid Amino acid and Its metabolites Amino acids 124.0081 125.0147 0.7968 M-H 1.06326294 MS2-Search-Local 0.9689 rp 107-35-7 1123 HMDB0000251 31 C00245 ko00120,ko00430,ko00920,ko01100,ko02010,ko04080

MEDL02166 479860.811 579676.476 486744.456 420898.385 505646.703 372529.463 286563.688 241369.137 282979.879 371885.909 351398.711 419016.381 489799.099 386913.296 1010757.09 C20H34O2 FFA(20:3) FA FFA 305.2487 306.2559 11.4235 M-H 5.63623047 MS2-Search-Local 0.938 rp 20590-32-3 - HMDB0010378 - C21938 --

MEDL02179 825.162844 1040.76432 914.049548 529.440088 873.916446 336.341869 611.524411 805.230356 853.940533 906.029895 844.325309 1036.90966 569.113087 725.557754 793.805704 C9H6O2 Coumarin Heterocyclic compounds Heterocyclic compounds 162.0552 146.0368 2.4502 M-H+NH3 4.44875 MS1 0.6503 rp 91-64-5 323 HMDB0001218 - C05851 --

MEDL02278 458.724531 894.864273 896.723492 573.491865 608.062991 626.884358 263.239936 1592.23087 629.815934 283.523744 333.282028 530.965728 3036.83119 242.49602 540.321814 C7H5NO2 2-Benzoxazolinone Benzene and substituted derivatives Benzene and substituted derivatives 108.0448 135.032 1.3911 M+H-CO 0.071 MS1 0.7482 rp 59-49-4 6043 HMDB0032931 - - --

MEDL02332 73436.5735 115672.175 52237.6522 61508.2736 121777.013 54111.3545 80381.5241 82102.2151 54062.1681 36997.6772 106511.035 41592.3827 80154.3682 83332.5397 165475.991 C12H24O2 FFA(12:0) FA FFA 199.1701 200.1776 9.687 M-H 3.36658936 MS2-Search-Local 0.9011 rp 143-07-7 - HMDB0000638 - C02679 ko00061,ko01100

MEDL02333 133614.705 316647.998 97583.8064 115324.077 370288.615 111885.922 116763.497 172593.729 87937.2045 32271.265 170707.649 33722.1068 129997.542 139360.878 336916.661 C14H26O2 FFA(14:1) FA FFA 225.1856 226.1933 10.0027 M-H 3.78092651 MS2-Search-Local 0.9367 rp 544-64-9 - HMDB0002000 - C08322 --

MEDL02339 226443.556 253750.28 248934.049 242716.9 250039.295 244216.978 253445.47 241013.301 240836.382 262662.799 262895.954 257753.388 245973.004 252634.297 245221.902 C4H11O4P Diethyl hydrogen phosphate Aldehyde,Ketones,Esters Esters 154.0418 154.0395 2.4463 M+ 11.8226502 MS2-Search-DB 0.6935 rp 598-02-7 654 HMDB0012209 - C06608 --

MEDL02483 128762.71 189090.118 107855.116 231106.755 151719.624 102424.999 79010.3614 122524.099 73841.2654 120239.427 124027.586 146710.771 105385.201 128580.811 101082.967 C10H11NO2 5-Hydroxytryptophol Alkaloids Plumerane 160.076 177.079 1.3578 M+H-H2O 5.59751587 MS2-Search-Local 0.6776 rp 154-02-9 9061 HMDB0001855 - - --

MEDL02498 48364.3166 53517.0874 43515.0805 62719.9118 46450.8344 41615.212 34401.7422 49693.1079 49231.932 53393.0107 47270.3412 55087.9458 50876.3894 56837.5266 35326.3097 C8H12N2O2 Pyridoxamine Heterocyclic compounds Heterocyclic compounds 191.0815 168.0899 1.3662 M+Na 12.055011 MS2-Search-Local 0.6449 rp 85-87-0 1052 HMDB0001431 - C00534 ko00750,ko01100,ko04977

MEDL02503 283522.23 318790.089 193602.179 208527.101 252695.925 141701.967 285419.924 162211.597 106507.149 123635.877 367300.628 257072.807 180600.071 259762.868 323234.903 C23H45NO4 Carnitine C16:0 Alkaloids Alkaloids 400.3455 399.3349 8.1293 M+ 6.49952645 MS2-Search-Local 0.886 rp 2364-67-2 - HMDB0000222 - C02990 ko00071,ko01212

MEDL02576 135478.88 160103.745 88049.8399 93752.9167 109899.247 65127.3464 69689.8828 67859.4375 51390.9275 60520.963 77793.3577 67740.001 109390.669 86531.498 155552.925 C20H36O2 FFA(20:2) FA FFA 307.2643 308.2715 12.1096 M-H 6.23308203 MS2-Search-Local 0.9286 rp 5598-38-9 - HMDB0005060 - C16525 ko01040

MEDL02756 4078.80789 7261.64907 3640.80345 3565.57368 3630.41318 2030.05035 1968.15591 4046.30049 721.107556 1335.81142 1811.8856 4514.11772 4451.73704 2036.6333 10147.3771 C10H7NO4 Xanthurenic acid Amino acid and Its metabolites Amino acid derivatives 160.0396 205.0375 3.0566 M-H-CO2 1.2695 MS1 0.7192 rp 59-00-7 5699 HMDB0000881 5841 C02470 ko00380

MEDN0061 19505.7174 11941.5551 28329.8404 26640.2944 17169.6968 9703.80419 13062.0458 11449.759 11308.3692 14696.3524 20643.8538 29994.4973 40707.7348 7027.11653 10243.2428 C10H11NO3 Phenaceturic acid Amino acid and Its metabolites Amino acid derivatives 192.0666 193.0739 3.522 M-H 3.78604126 MS2-Search-Local 0.8881 rp 500-98-1 68144 HMDB0000821 4237 C05598 ko00360

MEDN0139 367.220786 363.425609 551.106222 421.198109 396.749003 482.742449 476.322394 711.800982 594.790526 517.642446 497.57506 614.848235 679.351853 783.762887 539.984528 C6H6N4O2 1-Methylxanthine Nucleotide And Its metabolites Nucleotide and Its metabolites 165.041 166.0491 9.7285 M-H 1.56215027 MS2-Search-DB 0.722 rp 6136-37-4 80220 HMDB0010738 44228 - --

MEDN0141 51045.8613 59138.2634 52126.6656 53593.8559 52787.4655 52380.5258 129.551579 362.24782 130.707667 51610.9143 472.694809 489.860078 288.958484 583.513891 271.944665 C9H12N2O5 2'-Deoxyuridine Nucleotide And Its metabolites Nucleotide and Its metabolites 263.0439 228.0746 1.3285 M+Cl 1.554 MS1 0.7126 rp 951-78-0 13712 HMDB0000012 - C00526 ko00240,ko01100,ko02010

MEDN0151 23491.2406 399.996442 42338.4015 16666.956 5573.73308 70390.0189 41372.3512 24269.1275 143944.842 20565.9656 770.822522 12641.5852 1986.73814 6706.54681 46798.5025 C5H5N5 Adenine Nucleotide And Its metabolites Nucleotide and Its metabolites 136.0613 135.0545 1.6736 M+H 3.4404668 MS2-Search-Local 0.8792 rp 73-24-5 190 HMDB0000034 - C00147 ko00230,ko01100

MEDN0167 41716.9279 50601.1534 43924.5726 49904.633 46010.7399 44426.7366 41472.2574 50964.8701 37270.8456 30948.1712 39223.6915 43442.8749 37569.4726 22476.3809 43681.6115 C5H4N4 Purine Nucleotide And Its metabolites Nucleotide and Its metabolites 121.0509 120.0436 1.0671 M+H 1.49025 MS1 0.7141 rp 120-73-0 1044 HMDB0001366 - C15587 --

MEDN0305 1133.94234 1078.98766 1577.75416 3091.95419 2049.72278 2452.09942 5531.58985 1045.79094 4691.90154 3013.52261 3838.41903 2703.93433 5339.11551 3157.88985 2873.35529 C4H9N3O2 Creatine Organic acid And Its derivatives Organic acid And Its derivatives 154.0598 131.0695 0.8095 M+Na 2.55 MS2-MetDNA 0.939 rp 57-00-1 586 HMDB0000064 - C00300 ko00260,ko00330,ko01100

MEDN0308 173090.979 284884.175 301446.512 205174.061 222939.391 379766.454 344761.221 255686.165 285830.943 312962.378 490591.645 450201.154 425018.079 495196.735 555575.042 C8H17NO2 Dl-2-Aminooctanoic Acid Organic acid And Its derivatives Organic acid And Its derivatives 160.1355 159.1259 0.8261 M+H 6.0731604 MS2-Search-DB 0.8339 rp 644-90-6 69522 HMDB0000991 5923 - --

MEDN0362 57384.2157 110425.869 77586.7452 53772.6556 60912.148 96915.1996 51727.9615 96022.8941 76346.0397 88311.6519 51561.5483 70535.9516 93505.5209 41861.9097 64908.2295 C23H46NO7P LPE(18:1/0:0) GP LPE 478.2929 479.3012 9.0722 M-H 4.6603008 MS2-Search-Local 0.8913 rp 89576-29-4 9547071 HMDB0011506 40778 - --

MEDN0364 106753.736 147139.826 93866.8642 91438.2901 100741.486 101830.613 104671.345 152184.301 102256.888 126560.651 107284.582 137087.333 122312.446 64908.0581 108252.186 C23H48NO7P LPE(18:0/0:0) GP LPE 480.3087 479.3012 9.8904 M-H 5.14463988 MS2-Search-Local 0.938 rp - 9547068 HMDB0011130 - - --

MEDN0523 49036.7996 65356.4721 72980.9143 76286.0185 80920.442 73601.0452 67871.0509 70766.4112 64008.5493 80816.4724 87586.3975 90134.2301 75156.901 78736.2346 73982.0832 C11H11NO3 Indole-3-lactic acid Heterocyclic compounds Indole and Its derivatives 204.0668 205.0739 4.1203 M-H 0.525 MS2-MetDNA 0.7676 rp 1821-52-9 92904 HMDB0000671 71 C02043 --

MEDN0604 51021.2212 48177.3618 46162.4765 46533.1996 46454.1785 46422.3114 51897.4881 50368.052 45503.0544 46210.271 51439.5163 48046.9737 46054.3982 47439.6239 45438.1423 C14H26O4 Tetradecanedioic acid FA FFA 223.1714 258.1831 8.7192 M+H-2H2O 6.43361817 MS2-Search-DB 0.6556 rp 821-38-5 13185 HMDB0000872 - - --

MEDN0615 87.6848489 77.2354192 367.617459 85.9901098 81.8880518 64.4082838 142.303742 73.9119358 173.874532 62.4745389 80.8394413 158.832093 224.157498 91.2555461 73.6315954 CH4NO5P Carbamoyl phosphate Organic acid And Its derivatives Phosphoric acids 141.9892 140.9827 1.2831 M+H 1.77325 MS1 0.7076 rp 590-55-6 278 HMDB0001096 - C00169 ko00220,ko00230,ko00240,ko00250,ko00910,ko01100,ko01200,ko01230,ko0124

0MEDN0621 13970.7918 12547.2357 17432.7101 16371.1445 16423.95 24820.2457 18004.3241 20305.0878 16822.2919 23797.3317 19336.4173 19151.021 24600.2546 13949.8217 15522.5264 C8H7NO4S Indoxyl sulfate Heterocyclic compounds Indole and Its derivatives 79.9577 213.0096 3.763 M-H-C5H8O4 1.44625 MS1 0.7151 rp 487-94-5 10258 HMDB0000682 253 - --

MEDN0651 1294.94121 1134.18901 340.315621 1069.17863 1508.55529 736.924322 1173.26597 767.019541 776.958383 392.159587 2200.31075 1156.20219 512.829394 1371.97157 1043.55827 C4H4O3 Succinic anhydride Organic acid And Its derivatives Organic acid And Its derivatives 116.0361 100.016 0.8673 M-H+NH3 4.89 MS1 0.6415 rp 108-30-5 7922 HMDB0032523 - C19524 --

MEDN0670 1001674.14 1019900.07 1000720.75 1008215.52 989220.485 993828 984072.57 1004306.14 974832.354 1013629.07 993960.649 992431.141 994338.797 1006242.92 986021.562 C13H12O3 (S)-O-Desmethyl Naproxen Benzene and substituted derivatives Benzene and substituted derivatives 217.0033 216.0786 12.2097 M+K-2H 18.1199613 MS2-Search-Local 0.6887 rp 52079-10-4 13393711 - - - --

MEDN0747 74761.9277 74517.6608 77220.6832 74755.0055 78231.3585 77624.5798 76388.0262 80996.6856 95808.2994 94119.919 82542.8015 83509.9214 83464.259 90386.1545 90724.007 C14H22O 2,4-Di-Tert-Butylphenol Benzene and substituted derivatives Phenolics 205.1599 206.1671 9.7202 M-H 5.18215943 MS2-Search-Local 0.9479 rp 96-76-4 7311 HMDB000013816 - - --

MEDN0824 842.64342 1296.01662 888.897702 567.823303 2158.01242 1643.94446 2448.82932 1371.35922 77.9398957 2529.80925 1254.35698 7667.17942 4246.37435 1511.45814 69207.2149 C24H38O5 7-ketodeoxycholic acid Bile acids Bile acids 405.2639 406.2719 6.3719 M-H 6.15175154 MS2-Search-Local 0.8179 rp 911-40-0 188292 HMDB0000391 - C04643 --

MEDN1039 107754.118 111269.287 110167.398 108270.516 108629.74 105809.519 109628.359 106257.21 108702.976 112427.667 109264.663 106958.863 104509.611 106193.545 106438.967 C9H7NO Indole-4-carboxaldehyde Heterocyclic compounds Indole and Its derivatives 144.0449 145.0528 4.1203 M-H 1.45509782 MS2-Search-Local 0.9105 rp 1074-86-8 333703 - 96392 - --

MEDN1078 16194.0325 27188.8864 8157.8003 13648.5116 20695.3564 12558.4226 26191.5987 26623.7682 5085.6179 6456.85494 28287.3762 11342.7552 37763.0635 22649.4933 40049.6095 C18H34O3 cis-EODA FA FFA 297.2426 298.2508 9.2051 M-H 4.58952637 MS2-Search-Local 0.9353 rp 2443-39-2 119250 - - - --

MEDN1129 295632.583 293469.873 285270.467 294130.874 284612.815 274370.786 273093.93 286877.219 274773.838 283395.219 282662.116 283446.558 276214.502 272660.255 283836.048 C4H8O4 Erythrose Carbohydrates and Its metabolites Sugars 141.0166 120.0423 12.1463 M+Na-2H 1.95539246 MS2-Search-Local 0.9674 rp 583-50-6 94176 HMDB0002649 - C01796 --

MEDN1166 283757.437 227967.282 173191.495 339988.779 416905.685 198531.281 173829.101 97580.1738 185920.611 240956.258 348911.311 247670.021 528171.494 85024.1133 163322.086 C6H6O4S 4-hydroxybenzenesulfonic acid Organic acid And Its derivatives Sulfonic acids 172.9915 173.9987 3.4473 M-H 4.2518479 MS2-Search-Local 0.9531 rp 98-67-9 4765 - 34512 C12849 --

MEDN1186 618.191784 425.024398 318.468923 162.584328 178.197978 198.816052 150.950408 77.651987 114.387595 204.718028 355.411902 205.949976 110.511824 167.180377 193.869305 CH3NO Formamide Alcohol and amines Polyamines 141.1151 45.0215 9.8575 M+H 4.46735908 MS2-Search-DB 0.8822 rp 75-12-7 713 HMDB0001536 - C00488 ko00910,ko01100,ko01200

MEDN1255 19117.2517 13486.3621 19683.3165 12930.3756 18028.9553 17114.7296 12376.5282 8178.14153 13672.5459 11954.5605 11290.7591 10047.9228 15078.9717 15947.5269 9625.24854 C27H49O12P LPI(18:2/0:0) GP PI 595.287 596.2962 10.2271 M-H 4.3889469 MS2-Search-Local 0.795 rp - - - - - --

MEDN1266 5605.05436 5319.31289 7932.97166 4250.789 6413.60183 10713.0972 3620.1704 4658.44355 6565.50183 6199.56589 4844.06972 1943.78724 6774.55275 6015.93429 4419.72335 C27H46NO7P LPE(22:5/0:0) GP LPE 526.2921 527.3012 7.951 M-H 4.22076961 MS2-Search-Local 0.5694 rp - - - - - --

MEDN1267 8450.13139 18863.3471 17231.7913 7582.63196 11086.0588 17766.6506 7951.58318 9987.39198 12568.8319 10289.1646 10317.0213 7968.87402 13805.9481 8742.84308 11322.7054 C27H46NO7P LPE(0:0/22:5) GP LPE 526.2923 527.3012 8.6651 M-H 4.0468138 MS2-Search-Local 0.8959 rp - - - - - --

MEDN1273 11670.5392 17673.4002 18986.3682 9771.44056 12750.5605 12988.6579 8957.40841 10943.3672 10696.033 15444.1538 8061.97117 10234.9899 16467.2435 9524.68427 11255.3368 C25H46NO7P LPE(0:0/20:3) GP LPE 502.2927 503.3012 8.8063 M-H 15.4277524 MS2-Search-Local 0.8198 rp - 53480934 - - - --

MEDN1277 18432.0368 31973.7617 28801.2105 14443.9227 21419.0724 24785.1082 12395.6171 19445.5609 18316.5201 31754.6172 15897.003 15939.3337 28993.3309 16186.1396 14845.8374 C25H42NO7P LPE(0:0/20:5) GP LPE 498.2613 499.2699 7.917 M-H 4.55856839 MS2-Search-Local 0.9379 rp - 53480938 - - - --

MEDN1285 221949.029 294148.469 240150.371 192697.409 234789.363 273875.385 244945.529 313930.901 283617.99 257457.949 232058.545 265307.261 279220.165 162634.151 232722.797 C21H44NO7P LPE(0:0/16:0) GP LPE 452.2779 453.2855 8.771 M-H 5.30414464 MS2-Search-Local 0.9489 rp - 53480922 - - - --

MEDN1375 279202.146 303880.298 310607.875 304351.977 302675.15 294055.106 281859.121 290368.218 286665.093 308194.437 300929.199 300697.014 274745.397 300187.659 274232.262 C10H12O2 3-Phenylbutyric acid Organic acid And Its derivatives Organic acid And Its derivatives 204.0997 164.0837 5.7778 M-H+CH3CN 2.5048523 MS2-Search-Local 0.7383 rp 4593-90-2 20724 HMDB0001955 6399 - --

MEDN1421 3342545.22 4718586.71 1340344.02 3705409.5 2728997.15 1823898.93 2067900.51 3477593.3 2085200.79 2981575.5 2676209.22 2748064.42 3413359.45 2408718.33 3980462.38 C20H32O3 (±)8-HETE FA Oxidized lipids 319.2285 320.2351 9.3543 M-H 6.53419369 MS2-Search-Local 0.7951 rp 98462-03-4 - HMDB0004679 - - --

MEDN1751 126799.544 118694.081 125580.975 142449.949 136072.341 133276.732 174470.521 156962.086 141750.905 159431.763 147551.562 157892.348 136289.996 152350.296 124608.027 C16H32O2 2-Hexyldecanoic acid FA FFA 255.2329 256.2402 11.9802 M-H 4.50916471 MS2-Search-DB 0.8734 rp 25354-97-6 32912 - 24084 - --

MEDN1854 177687.266 190382.386 170416.532 155400.82 115711.479 136060.911 135615.36 135998.39 270227.64 232972.592 131435.526 167849.405 129952.606 122575.281 115026.386 C18H36O4 9,10-dihydroxystearic acid FA FFA 361.2587 316.2614 10.1357 M+HCOO 8.30334473 MS2-Insilico 0.6114 rp 120-87-6 89377 - - C19622 --

MEDN1870 561276.857 501437.212 566794.907 551088.746 595121.457 582164.332 742576.586 742366.19 839418.322 802171.059 773982.589 761871.554 820811.827 809168.517 1016018.28 C25H37N3O5 BW-A868C Benzene and substituted derivatives Benzene and substituted derivatives 460.2734 459.2733 7.8302 M+H 13.9494252 MS2-Search-DB 0.6617 rp 118675-50-6 122021 - 45418 - --

MEDP0039 428185.776 567205.204 448523.246 487562.327 413771.066 449049.09 408359.143 566505.567 416637.049 635863.666 438189.258 630032.28 469747.395 358601.281 510528.092 C5H11NO2 Betaine Others Others 118.0879 117.079 0.8012 M+H 4.74531824 MS2-Search-Local 0.9596 rp 107-43-7 247 HMDB0000043 - C00719 ko00260,ko01100,ko02010

MEDP0046 39695.5329 14487.155 18865.15 49835.8073 32778.8417 4880.20835 47498.9969 7916.27508 3052.63384 3980.79893 54013.9238 16761.6897 41518.6956 21231.9381 46165.0536 C8H15NO3 Hexanoylglycine Amino acid and Its metabolites Amino acid derivatives 172.0977 173.1052 3.9541 M-H 3.55273438 MS2-Search-Local 0.9292 rp 24003-67-6 99463 HMDB0000701 - - --

MEDP0086 1161.99353 1072.90155 1220.39202 1235.55675 1229.25258 1072.22613 1220.53304 904.46016 1441.35553 1418.61475 1187.79435 955.723375 1515.11016 1132.08231 1200.22271 CH4N2O Urea Alcohol and amines Amines 61.0411 60.0324 0.8178 M+H 2.343075 MS1 0.6947 rp 57-13-6 1176 HMDB0000294 - C00086 ko00220,ko00230,ko00240,ko00330,ko00780,ko01100,ko02010,ko05120

MEDP0125 1012970.54 1149491.66 939306.239 915078.075 889381.737 761841.963 642785.439 876421.914 542271.213 707939.502 741030.855 900245.597 925642.447 724654.587 1332885.33 C5H14NO+ Choline Tryptamines,Cholines,Pigments Cholines 104.1089 104.1075 0.7763 M+H 4.72948059 MS2-Search-Local 0.9552 rp 62-49-7 305 HMDB0000097 - C00114 ko00260,ko00564,ko01100,ko02010,ko04725,ko04976,ko05231

MEDP0160 158180.682 3229.54967 312723.304 108701.727 26185.7984 527243.354 313478.835 166630.553 1009397.91 135488.568 1677.70125 75493.7204 7571.23099 31525.9345 488.478869 C10H13N5O4 Adenosine Nucleotide And Its metabolites Nucleotide and Its metabolites 268.1042 267.0968 1.6736 M+H 7.54255713 MS2-Search-Local 0.9443 rp 58-61-7 60961 HMDB0000050 - C00212 ko00230,ko01100,ko02010,ko04022,ko04024,ko04071,ko04080,ko04270,ko0492

3,ko04924,ko05012,ko05032,ko05034

MEDP0318 1603.06643 1416.34041 1579.83986 2639.67431 1485.19382 2410.89008 1526.05538 1436.64438 1439.30695 1698.89199 959.257232 976.067654 1354.22399 1661.19053 1664.59424 C10H12N2O3 Kinurenine Amino acid and Its metabolites Amino acid derivatives 191.0827 208.0848 2.3549 M+H-H2O 3.025 MS2-MetDNA 0.9149 rp 343-65-7 846 HMDB0000684 - C00328 ko00380,ko01100,ko01240,ko05143

MEDP0338 45135.9867 46819.9885 46303.1837 42322.7597 45693.701 43396.5255 41897.254 40638.0082 39666.6873 692.329894 47015.4813 43282.3966 43250.849 40415.0243 42014.1487 C24H50NO7P 1-Palmitoyl-sn-glycero-3-

phosphocholine

GP LPC 530.3008 495.3325 8.6145 M+Cl 6.08186873 MS2-Search-DB 0.7546 rp 17364-16-8 460602 HMDB0010382 182 - --

MEDP0395 4678.15194 665.550785 5079.94103 1559.14857 1723.52887 3530.70597 2851.02796 7041.22351 8114.14173 2964.33999 2337.95026 6210.97411 6573.20205 4773.11152 1918.39163 C6H11NO2 Pipecolic acid Organic acid And Its derivatives Organic acid And Its derivatives 171.1145 129.079 1.1418 M+CH3CN+H 5.18948364 MS2-Search-Local 0.9265 rp 3105-95-1 849 HMDB0000716 - C00408 ko00310,ko01100

MEDP0401 3913.07971 4036.91632 3324.38351 4327.37788 4260.7956 3610.64424 4409.87374 3965.53953 4016.77513 4953.78278 3810.67093 3594.05724 4637.68618 3848.49903 6669.90269 C11H15N5O3S 5'-Deoxy-5'-(Methylthio) Adenosine Nucleotide And Its metabolites Nucleotide and Its metabolites 298.0969 297.0896 2.7869 M+H 7.99284668 MS2-Search-Local 0.9344 rp 2457-80-9 - HMDB0001173 - C00170 ko00270,ko01100

MEDP0434 2560.17043 2703.95839 2060.56033 2165.81623 2460.82924 1802.76321 1880.20718 1793.32653 1406.23746 2069.57228 2507.02517 2275.73939 1847.35801 1790.63938 1624.50238 C25H52NO7P LPC(17:0/0:0) GP LPC 548.3136 509.3481 9.3756 M+K 6.15716785 MS2-Search-Local 0.7592 rp 50930-23-9 24779463 HMDB0012108 - - --

MEDP0453 9618.04124 4485.87329 8441.30779 14836.9216 7245.79448 10054.2478 13597.1497 4441.15451 10107.8371 9106.98257 8747.77463 8636.65713 6683.34318 9858.81068 8637.51234 C8H7N Indole Heterocyclic compounds Indole and Its derivatives 118.0651 117.0578 2.3632 M+H 3.27613941 MS2-Search-Local 0.8059 rp 120-72-9 798 HMDB0000738 - C00463 ko00380,ko00400,ko01100,ko04974

MEDP0456 268323.454 290564.066 287967.936 286014.545 281142.804 291992.724 292664.881 286838.407 289136.273 301997.687 297221.385 295073.757 285147.578 225623.728 202441.668 C5H11N Piperidine Heterocyclic compounds Heterocyclic compounds 86.0973 85.0891 3.111 M+H 3.17365259 MS2-Search-DB 0.7666 rp 110-89-4 8082 HMDB0034301 - C01746 ko04974

MEDP0494 52039.4056 52207.9522 40353.5127 41248.7016 46164.4755 33401.2745 34464.3986 26088.9372 24877.4221 41911.352 39893.3916 44357.1309 37903.4039 32419.0433 27741.2786 C23H48NO7P LPC(15:0/0:0) GP LPC 482.327 481.3168 8.2871 M+H 8.4082124 MS2-Search-Local 0.7651 rp - 24779458 HMDB0010381 - - --

MEDP0510 1183611.19 1330089.87 1105616.13 1355149.48 1253158 1215214.48 1483639.87 1067953.9 1221610.05 1344711.26 1470882.78 1229724.19 1319621.86 1373524.99 1448082.58 C9H17NO4 Carnitine C2:0 FA CAR 204.126 203.1158 0.8594 M+H 7.58250855 MS2-Search-Local 0.9389 rp 14992-62-2 - HMDB0000201 - C02571 ko04931

MEDP0519 9148.2062 8427.78925 10112.2301 8640.006 9282.30228 8849.89903 8956.16754 9577.80132 9879.31075 9292.14008 8436.26027 10063.3299 9378.30635 10104.9879 8177.18929 C6H13NO2 L-Norleucine Amino acid and Its metabolites Amino acids 168.0473 131.0946 1.1956 M+K-2H 10.175 MS2-MetDNA 0.5467 rp 327-57-1 21236 HMDB0001645 - C01933 --

MEDP0574 943.583482 236.632995 650.519193 248.530144 87.2492615 306.784488 205.942909 229.411645 1228.83724 26086.6329 185.938397 129.65432 154.505546 51.3371229 1865.24507 C18H35NO Oleamide Alcohol and amines Amines 282.2815 281.2719 11.1121 M+H 8.48234863 MS2-Search-Local 0.8415 rp 301-02-0 5283387 HMDB0002117 - C19670 --

MEDP0577 99179.831 129169.235 159713.045 304598.853 218912.887 213636.01 212510.61 102538.359 264634.174 135021.438 263810.463 286645.653 235773.328 151922.161 293891.124 C11H21NO4 Carnitine isoC4:0 FA CAR 232.1545 231.1471 2.0308 M+H 6.36068726 MS2-Search-Local 0.9573 rp 25518-49-4 - HMDB0000736 - - --

MEDP0588 443280.335 471200.829 463528.415 462566.933 473720.894 462337.334 469966.932 457160.244 446161.691 471065.848 470102.18 473976.963 461070.642 471554.314 456863.291 C13H17NO2 Ritalinic acid Organic acid And Its derivatives Organic acid And Its derivatives 237.1548 219.1259 4.4901 M+NH4 9.38619019 MS2-Search-DB 0.6995 rp 19395-41-6 86863 HMDB0042008 - - --

MEDP0618 6856.32889 7636.97267 8427.10461 10054.9595 9272.98049 9708.10216 13789.0511 6124.4567 11467.7398 16452.0717 13500.7978 19927.6381 13956.6742 7987.36481 14193.7248 C12H23NO4 Carnitine 2-methyl-C4 FA CAR 246.17 245.1627 2.7038 M+H 7.03211231 MS2-Search-Local 0.9265 rp 31023-25-3 - HMDB0000378 - - --

MEDP0646 90672.7567 109445.489 92626.2861 97241.9668 98948.2084 98065.3264 102180.059 97568.8661 105446.587 135559.741 94234.3204 115105.101 112868.997 92372.9692 122808.819 C8H8O 2,3-Dihydrobenzofuran Benzene and substituted derivatives Benzene and substituted derivatives 103.054 120.0575 1.8273 M+H-H2O 2.94579749 MS2-Search-Local 0.9108 rp 496-16-2 10329 HMDB0013815 85270 - --

MEDP0652 35782.7039 38718.8838 38145.1036 35577.9479 35232.4451 37311.3208 41809.5621 38909.9213 38839.1848 39728.5256 40902.8528 40861.2867 38132.4898 40539.7641 38102.4088 C10H10O2 Methyl cinnamate Benzene and substituted derivatives Benzene and substituted derivatives 204.0988 162.0681 5.7697 M+CH3CN+H 3.08156836 MS2-Search-Local 0.5838 rp 103-26-4 637520 HMDB0033833 66385 C06358 --

MEDP0658 3049.95532 5305.55698 1457.33089 1812.06641 5782.74967 1193.30847 2289.54716 1966.38508 948.285525 637.048892 3670.92148 394.405167 2113.40967 2116.98586 3810.42079 C14H28O2 Ethyl dodecanoate Benzene and substituted derivatives Benzene and substituted derivatives 477.3913 228.2089 10.7505 2M-2H+Na 0.1745 MS1 0.9957 rp 106-33-2 7800 HMDB0033788 45009 - --

MEDP0669 21656.4241 23146.511 21913.8976 22335.4455 20951.1098 22162.2766 23695.8395 22516.3577 22522.7121 22673.9127 24793.5237 23769.815 22563.5049 23497.1758 22606.3317 C6H6ClN 3-Chloroaniline Benzene and substituted derivatives Benzene and substituted derivatives 128.0265 127.0189 5.6949 M+H 3.15075684 MS2-Search-Local 0.9187 rp 108-42-9 7932 - - - --

MEDP0756 8986.00278 6604.20114 8852.22231 8841.35397 8486.8188 9858.59919 8918.5792 6763.86745 9906.34614 9071.34747 10105.1812 10166.9899 8264.70118 9938.6669 9931.56886 C10H11NO3 2-Methylhippuric acid Amino acid and Its metabolites Amino acid derivatives 158.0602 193.0739 2.3632 M+H-2H2O 5.05337036 MS2-Search-Local 0.67 rp 42013-20-7 91637 HMDB0011723 24085 - --

MEDP0760 176922.143 160424.288 166517.28 155181.896 167748.761 165034.291 172900.061 167927.202 167317.633 168710.589 171057.633 176784.01 158968.497 159883.223 159140.859 C13H8O 9-Fluorenone Aldehyde,Ketones,Esters Ketones 201.0256 180.0575 12.1962 M+Na-2H 12.2541689 MS2-Search-DB 0.6397 rp 486-25-9 10241 - - C06712 ko01100

MEDP0875 18033.2574 41120.1292 41195.7399 29138.7826 21038.5749 33453.5508 19649.3698 27577.4378 24313.0495 12763.1644 19482.5192 24338.5546 17792.7105 47722.3558 35841.9368 C19H36O2 FFA(19:1) FA FFA 295.2633 296.2715 9.8698 M-H 3.85332276 MS2-Search-Local 0.792 rp 73033-09-7 - HMDB0013622 - - --

MEDP0904 10215.4827 13032.8487 10351.2765 8017.93466 11160.7433 11933.7716 11777.8993 13537.2077 10904.0847 8174.08221 11266.2471 10970.6741 14920.1792 12106.0939 15074.8497 C18H34O2 FFA(18:1) FA FFA 563.503 282.2559 11.8971 2M-H 4.79523319 MS2-Search-Local 0.9438 rp 112-80-1 - HMDB0000207 - C00712 ko00061,ko01040

MEDP1060 41200.7886 25947.0394 45635.4144 41867.8569 40571.7381 46394.6597 37704.2472 25191.6927 48319.2817 45891.3211 47211.1633 48207.0827 35904.8817 51625.5394 47416.0722 C9H7NO Hydroxyquinoline Heterocyclic compounds Heterocyclic compounds 146.0601 145.0528 2.3632 M+H 4.33548926 MS2-Search-Local 0.8734 rp 148-24-3 - - - C19434 --

MEDP1084 3925.20729 5213.36026 2411.66408 4055.23376 4548.10583 1958.88345 6058.65875 2944.49279 1439.43962 1356.93925 6127.52493 3316.09107 4330.87538 4457.23984 9090.24061 C19H37NO4 Carnitine C12:0 FA CAR 344.2786 343.2723 6.4759 M+H 6.62961231 MS2-Search-Local 0.8589 rp 25518-54-1 - - - - --

MEDP1126 1400276.38 1572770.68 1408095.7 1481266.32 1452088.23 1481201.93 1487718.06 1431176.74 1542530.36 1839653.18 1401415.47 1620453.03 1591625.13 1379485.42 1692534.85 C8H11NO (R)-(-)-2-phenylglycine Amino acid and Its metabolites Amino acid derivatives 120.0811 137.0841 1.8273 M+H-H2O 4.43333293 MS2-Search-Local 0.9454 rp 56613-80-0 70134 - - - --

MEDP1130 1054433.6 930641.748 899810.282 810829.408 926806.83 714213.32 740079.455 537807.144 725259.689 1085551.59 1005393.29 834836.957 1005282.42 962925.017 1308512.4 C20H30O2 5,6-dehydroarachidonic acid FA Oxidized lipids 301.2176 302.2246 10.5428 M-H 4.91820313 MS2-Search-Local 0.7719 rp 58688-54-3 6443815 - - - --

MEDP1146 150.56798 160.135134 97.5412519 138.173768 124.379458 56.0049606 112.217971 102.60311 86.6703114 123.376961 137.304742 91.9871402 93.5868412 83.8078934 37.9631703 C26H56NO6P LPC(O-18:0/0:0) GP LPC 576.3449 509.3845 10.5222 M-2H+3Na 16.4578532 MS2-Search-Local 0.6725 rp 74430-89-0 - - - - --

MEDP1165 2494.24531 2171.15876 1604.23079 2035.73262 2240.38179 1402.13348 1334.10437 1616.89512 1250.79547 1754.69052 2033.65815 1624.34296 1628.26454 1536.55704 1553.07238 C26H56NO6P PC(O-16:0/O-2:0) GP LPC 510.3939 509.3845 10.2979 M+H 6.617689 MS2-Search-Local 0.8456 rp - - - - - --

MEDP1178 88.0404671 108915.52 95.6316023 556.38644 89585.7038 97856.0469 94.6713032 97392.4051 92248.5772 242.413539 86114.8375 95604.4332 96857.931 92420.1412 96009.1908 CH5N Methylamine Alcohol and amines Amines 141.1152 140.1062 11.7851 M+H 4.46735908 MS2-Search-Local 0.817 rp 74-89-5 6329 HMDB0000164 - C00218 ko01100,ko01200

MEDP1180 2428.02559 2478.03781 3205.99928 2482.09475 2632.90851 3311.09636 1286.13538 967.145927 1743.40201 2243.35882 1787.05259 1286.43179 2355.80758 1512.87318 1722.93517 C22H46NO7P 1-Myristoyl-sn-glycero-3-

phosphocholine

GP LPC 490.2928 467.3012 7.772 M+Na 4.71149257 MS2-MetDNA 0.8797 rp 20559-16-4 460604 HMDB0010379 40278 - --

MEDP1218 259115.575 110860.835 323891.579 301807.174 279992.076 336620.829 237132.902 99979.0441 327565.351 328900.522 324863.799 346444.209 206556.263 396669.595 344855.073 C11H9NO2 3-Aminonaphthalene-2-carboxylic

acid

Benzene and substituted derivatives Benzene and substituted derivatives 188.0706 187.0633 2.3632 M+H 5.21310425 MS2-Search-Local 0.5714 rp 5959-52-4 22244 - 34509 - --

MEDP1260 48710.2902 46850.9449 49089.7404 66691.8396 51169.4131 38144.5488 32984.9169 39699.4901 40817.1331 67578.5276 48334.4758 43149.5522 58085.4697 885.995382 17918.4041 C56H80O2 Menadione-9 Benzene and substituted derivatives Benzene and substituted derivatives 821.5624 784.6158 10.4378 M-2H+K 1.48849694 MS1 0.7141 rp 523-39-7 - - - C21526 --

MEDP1315 28526.687 36549.0117 24549.6653 40903.4132 29766.088 23092.837 19675.2556 29072.4029 22457.7005 31143.5525 29048.0275 32376.6597 28601.5976 33621.6329 22817.4888 C9H7N Quinoline Heterocyclic compounds Heterocyclic compounds 176.0701 129.0578 1.3662 M+HCOO+2H 3.86138672 MS2-Search-Local 0.8144 rp 91-22-5 7047 HMDB0033731 - C06413 --

MEDP1322 44416.1148 46023.3318 80642.2197 37466.983 58174.2024 61616.8168 32273.4738 19454.1413 44968.5496 31145.7796 36594.339 19594.5794 37875.2891 41306.8847 45082.2877 C30H53NO7P LPC(22:5/0:0) GP LPC 570.3586 570.356 8.7109 M+ 4.49110972 MS2-Search-Local 0.8755 rp - 53480475 - - - --

MEDP1326 143801.494 90961.1617 125132.675 146420.391 173223.664 88948.5467 53768.3967 90539.3549 67391.341 108539.033 81919.1696 82982.362 92642.1619 62176.8844 89168.1959 C28H57NO7P LPC(20:1/0:0) GP LPC 550.3904 550.3873 10.1483 M+ 7.50438629 MS2-Search-Local 0.884 rp - 52924051 HMDB0010391 - - --

MEDP1330 121031.24 70480.2173 137588.704 94535.0991 136194.376 94822.073 59195.5391 56341.9994 61378.8607 68438.9925 63910.4271 75181.4917 79921.1863 61995.9149 76019.3143 C28H55NO7P LPC(0:0/20:2) GP LPC 548.3745 548.3716 9.4171 M+ 8.96882037 MS2-Search-Local 0.8613 rp - - - - - --

MEDP1336 83410.367 109131.651 142676.119 74606.0305 121130.946 228365.133 55705.8831 66709.2076 104293.11 103236.243 66387.8103 50568.2554 113685.94 98029.7173 69366.3558 C28H49NO7P LPC(0:0/20:5) GP LPC 542.3284 542.3247 7.9631 M+ 24.2608379 MS2-Search-Local 0.8222 rp - - - - - --

MEDP1337 1552496.84 1095734.05 1182776.15 1411557.34 1509276.69 1164245.93 1117347.06 1248948.66 914079.148 851235.736 1003300.74 1296023.42 818562.794 905942.257 969643.227 C26H54NO7P LPC(18:0/0:0) GP LPC 524.3763 524.3716 9.7246 M+ 10.3686668 MS2-Search-Local 0.9319 rp 19420-57-6 497299 HMDB0010384 - - --

MEDP1339 4617078.98 4495782.38 5126906.97 4621703.03 5202355.99 4822016.12 3723450.34 3844834.36 4272049.56 4116292.67 4067646.4 4144009.04 4475923.33 3935083.04 4165550.07 C26H53NO7P LPC(18:1/0:0) GP LPC 522.3606 522.356 9.118 M+ 10.6318014 MS2-Search-Local 0.8844 rp 3542-29-8 - HMDB0010385 - - --

MEDP1387 35523.5547 32864.7176 33345.3292 37079.3897 35381.6978 32041.4293 41452.0647 42390.8358 35086.062 36425.1455 41792.9956 42140.5308 33971.312 38463.6098 40708.3718 C26H47NO4 Carnitine C19:2 FA CAR 420.3436 437.3505 8.4201 M+H-H2O 5.73730759 MS1 0.8753 rp - - - - - --

MEDP1390 138795.245 99531.8412 73149.7392 104444.597 125204.268 42955.503 139101.232 57259.5639 32444.1699 34302.3801 150613.845 99163.824 91276.8032 111147.486 157323.324 C25H47NO4 Carnitine C18:1 FA CAR 426.3608 425.3505 8.3536 M+ 10.2350158 MS2-Search-Local 0.8447 rp - - - - - --

MEDP1391 17111.2452 15702.9107 9020.05055 15740.0829 16532.4864 7690.87642 18645.9479 8066.61864 5067.06936 6299.6256 20093.2374 12394.9966 13804.269 15613.7554 16746.3492 C25H45NO4 Carnitine C18:2 FA CAR 424.3444 423.3349 7.8385 M+ 7.82783668 MS2-Search-Local 0.8556 rp - - - - - --

MEDP1406 15577.0059 14315.1906 8279.95962 17653.1658 18804.9806 6462.16029 20772.4354 7944.67681 4560.48946 4162.05053 20750.1564 12445.4494 17369.3713 16519.7543 32570.9973 C21H39NO4 Carnitine C14:1 FA CAR 370.2955 369.2879 6.8664 M+ 5.77000488 MS2-Search-Local 0.8836 rp - - - - - --

MEDP1436 6465.72421 7405.67976 3321.94142 11161.1097 10035.8131 3541.32168 13593.8263 4594.26781 2320.98994 1628.26628 17258.3685 6225.02517 9184.92438 10471.6944 18858.8278 C13H25NO4 Carnitine C6:0 FA CAR 260.1856 259.1784 3.5014 M+H 7.08380322 MS2-Search-Local 0.9057 rp 22671-29-0 3246938 HMDB0000756 - - --

MEDP1574 22802.6766 25153.1762 25762.7384 24755.365 24823.4027 24454.8132 24974.5053 24143.4139 24080.3559 24820.7748 25032.9246 25287.6974 24481.9403 25399.5444 24664.8506 C9H9NO 3-Methyloxindole Heterocyclic compounds Indole and Its derivatives 130.0659 147.0684 4.108 M+H-H2O 3.95541748 MS2-Search-Local 0.6773 rp 1504-06-9 150923 - - C02366 --

MEDP1596 59649.8613 77182.8689 76258.3077 69747.4665 58479.0311 51305.7261 76612.8727 89823.6944 56829.6148 66901.7644 53766.9295 64135.3263 116366.512 47024.4415 85470.3431 C7H8N2O2 1-Methyl-6-oxo-1,6-dihydropyridine-

3-carboxamide

Alcohol and amines Amines 153.0662 152.0586 1.416 M+H 5.04120484 MS2-Search-Local 0.8327 rp 701-44-0 69698 HMDB0004193 - C05842 ko00760,ko01100

MEDP1665 27491.5601 51644.9729 34154.1713 56770.5033 44455.429 52839.0568 77923.8867 32032.6411 45137.9577 68108.2396 68973.6923 88905.2814 60885.662 42818.6885 65473.9275 C10H19NO4 Carnitine C3:0 FA CAR 218.1392 217.1314 1.2166 M+H 6.33720239 MS2-Search-Local 0.914 rp 17298-37-2 - HMDB0000824 - C03017 --

MEDP1675 224760.097 99965.3125 56127.0626 76116.7663 75691.8765 138054.289 112343.878 42498.6673 32307.9508 67997.0334 72564.3259 60877.5308 29959.4498 66175.2472 74177.347 C14H27N3O4 Leu-Leu-Gly Amino acid and Its metabolites Small Peptide 302.1965 301.2002 2.0475 M+H 21.2059766 MS2-Search-Local 0.6883 rp 4464-36-2 7019089 - - - --

MEDP1685 1466446.2 1388724.95 1371038.99 1399953.65 1403162.26 1366791.83 1601370.86 1439653.34 1465236.26 1546805.44 1473772.75 1436889.83 1413525.35 1392677.69 1361051.46 C18H39NO3 Phytosphingosine SL SPH 318.3016 317.293 5.994 M+H 7.61181641 MS2-Search-Local 0.6798 rp 554-62-1 122121 HMDB0004610 - C12144 ko00600,ko01100

MEDP1857 20437.0228 15142.089 14797.9278 16815.3148 19119.7439 16567.1338 30237.1438 16411.3963 16979.2379 19012.9873 20151.7231 14917.2747 17342.2849 15229.4404 15236.7938 C22H45NO2 Eicosanoyl-EA Organic acid And Its derivatives Organic acid And Its derivatives 356.3545 355.345 7.7679 M+H 7.39161133 MS2-Search-DB 0.8846 rp 94421-69-9 3787294 - 3723 - --

MEDP2121 2938564.69 2640067.5 2749302.47 2770268.47 2784362.26 2651497.38 3410159.62 2761218.26 2894332.9 3001199.46 2959607.12 2897343.47 2782989.27 2719057.29 2679883.82 C15H33N Pentadecylamine Alcohol and amines Amines 274.2763 227.2613 5.9275 M+HCOO+2H 6.86358399 MS2-Search-Local 0.6795 rp 2570-26-5 17386 - 34540 - --

MEDP2182 5671.09128 4255.01438 3182.30843 1584.54428 2877.68557 2950.87306 2619.9952 1225.26695 4010.34274 3831.94234 9657.67037 3864.68143 4156.54286 7156.0278 3624.84235 C3H6N2 3-Aminopropanenitrile Alcohol and amines Polyamines 141.1151 70.0531 9.0183 2M+H 4.45435908 MS2-Insilico 0.5894 rp 151-18-8 1647 HMDB04101 - C05670 ko00410

MEDTN03187 165976.996 242910.062 202999.848 129449.184 96957.8671 48031.5944 83579.3073 69754.9886 67231.3053 67038.2272 60701.4548 75405.2881 101623.248 22760.0774 65538.5224 C7H8O4S p-Cresol sulfate Organic acid And Its derivatives Organic acid And Its derivatives 187.0065 188.0143 4.4144 M-H 2.56810156 MS2-Search-Local 0.9497 rp 3233-58-7 4615423 HMDB0011635 263577 - --

MEDTP01664 33372.672 40532.6445 21466.9542 33431.3444 35443.0131 15141.7056 44110.329 22196.7113 9697.68749 9941.82682 45140.7572 27867.2392 30507.1753 34813.7787 63359.1564 C21H41NO4 Carnitine C14:0 FA CAR 372.3105 371.3036 7.2901 M+ 5.22668213 MS2-Search-Local 0.8994 rp - - - - - --

MEDTP01707 52054.0751 212.15178 132.577383 54652.3954 53830.078 53415.1007 120.679035 140.842102 50835.7522 52630.2886 52783.7744 51961.0017 117.029375 268.406544 633.016094 C20H38O2 delta2-cis-Eicosenoic acid FA FFA 345.2561 310.2872 11.2158 M+Cl 0.45 MS1 0.7389 rp 93772-82-8 46234793 - - - --

MW0000113 7228.78521 7085.64419 7753.82884 7613.02752 7371.48125 7258.68262 7134.61914 7147.55798 7172.05516 7454.76067 7146.24466 7075.3689 7090.61244 7151.06292 7274.58292 C21H18N2O5 9-Methoxycamptothecine Alkaloids Alkaloids 363.0974 378.1216 4.1202 M-H-CH2 1.0705 MS1 0.9739 rp 39026-92-1 123617 - - - --

MW0000119 166610.22 111546.042 75944.615 170113.037 118207.163 167369.779 146129.059 190850.913 154747.48 113871.312 86488.3423 76287.4154 90167.037 135323.933 157612.095 C20H26N2O2 Ajmaline Alkaloids Alkaloids 344.2282 326.1994 2.9531 M+NH4 4.17291113 MS2-Search-DB 0.7213 rp 4360-12-7 15559810 - - - --

MW0000212 141228.917 319.500825 129425.915 128577.887 141.085343 678.657307 126827.365 128241.612 121468.468 124374.4 113391.856 125887.297 604.013657 121694.375 126420.262 C28H37NO4 Cytochalasin Opho Hormones and hormone related compounds Hormones and hormone related compounds 452.2801 451.2723 8.0462 M+H 6.07434491 MS1 0.619 rp - 6442846 HMDB0035366 - - --

MW0000228 66028.3278 46843.0894 53165.6307 45355.9514 58185.7688 59033.8722 58460.8427 51413.1555 17484.9343 42496.2505 44216.5747 53088.8854 11477.4639 55043.09 54321.6999 C6H12O6 D-Galactose Carbohydrates and Its metabolites Sugars 217.0029 180.0634 6.2472 M+K-2H 18.4731763 MS2-Search-DB 0.8058 rp 59-23-4 6036 HMDB0000143 134 C00124 ko00052,ko01100,ko04973,ko04978

MW0000250 6496.86222 10389.339 8373.26301 6761.94075 7107.1448 7602.85657 7357.09972 7429.44405 6994.4103 7349.68606 6166.84929 5981.75786 7095.08501 5808.00969 6172.01092 C30H37N5O5 Ergosine Alkaloids Alkaloids 548.2776 547.2795 8.4035 M+H 12.6269617 MS2-Search-DB 0.7001 rp 561-94-4 105137 - - C09167 --

MW0000352 69771.0449 65883.7256 81458.6662 88461.9854 92337.8346 104098.835 120677.327 76402.8773 139266.908 105378.197 104408.57 102135.576 92556.9702 102645.857 57880.5294 C10H13N2 Nicotine imine Alkaloids Alkaloids 162.1142 161.1079 0.7929 M+H 2.18375 MS1 0.9483 rp - 431 HMDB0001010 - - --

MW0000585 3482.31789 3721.39812 3751.58642 3616.01658 3933.32197 3298.6768 3537.98621 3444.16351 3495.90757 4244.88772 4026.912 4258.18598 4098.86543 3841.72896 4084.04298 C13H9BrClNO (2-Amino-5-bromophenyl)(2-

chlorophenyl)methanone

Benzene and substituted derivatives Benzene and substituted derivatives 345.9204 310.9534 3.1481 M+Cl 8.97 MS1 0.5693 rp 60773-49-1 162923 - - - --

MW0000653 5100.59866 2755.2497 6548.53099 5454.01625 5074.76368 5989.62539 4376.30824 2225.66716 6734.43965 6560.8167 5937.86047 6517.05039 4379.43985 7482.08585 6147.92435 C20H22N2O3 3'-Carbamoyl-[1,1'-biphenyl]-3-yl

cyclohexylcarbamate

Benzene and substituted derivatives Benzene and substituted derivatives 405.1554 338.163 2.3751 M-H+NaCOOH 9.89325 MS1 0.8049 rp 546141-08-6 1383884 - 45376 - --

MW0000800 3193.93009 3757.12439 3193.47944 2969.06446 3056.83907 2974.32277 3296.36053 4063.48845 3318.45165 2933.66894 3123.7794 3158.60513 3454.42939 2920.43915 3238.31927 C8H7NO (R)-Mandelonitrile Benzene and substituted derivatives Benzene and substituted derivatives 151.0909 133.0528 2.3299 M+NH4 10.6 MS2-MetDNA 0.5661 rp - 9548674 HMDB0060486 - C00561 ko01100

MW0000929 5686.40586 5951.0774 6053.45504 5703.90018 5651.04084 6110.94975 6291.48356 5836.40394 5857.30119 6036.22834 6083.42654 6044.03162 5761.19525 6289.38683 6428.10956 C10H12F3NO [2-Isopropoxy-5-

(trifluoromethyl)phenyl]amine

Benzene and substituted derivatives Benzene and substituted derivatives 202.0828 219.0871 5.7697 M+H-H2O 0.24675 MS1 0.9939 rp 121307-23-1 2894792 - - - --

MW0000950 139061.227 141213.453 303.478154 170.107721 116151.551 126874.391 124880.721 126273.261 119604.076 122465.406 111651.43 208.795878 564.283055 119826.516 124479.867 C10H11NO3 Actarit Benzene and substituted derivatives Benzene and substituted derivatives 232.0273 193.0739 3.5098 M+K 7.23325 MS1 0.5983 rp 18699-02-0 2018 - - D01395 --

MW0001108 2230.97094 2185.40284 2039.86924 1892.61205 1959.41525 1990.46491 2056.1417 2073.95181 1844.45488 2142.15252 2106.00251 2182.96437 2013.92933 2045.50345 2185.05218 C10H13BrO3S 1-(3-Bromopropoxy)-4-

methanesulfonylbenzene

Benzene and substituted derivatives Benzene and substituted derivatives 292.9669 293.9748 4.4806 M-H 0.42925 MS1 0.7394 rp 156450-83-8 15233479 - - - --

MW0001406 12607.2175 30209.5712 13095.4548 16644.9535 16556.7806 15629.696 16448.8378 13799.3732 8648.3512 14966.5091 15876.6068 9992.53816 9543.31026 8395.98649 20237.5646 C21H18O2S 1-[(2,2-Diphenylethenyl)sulfonyl]-4-

methylbenzene

Benzene and substituted derivatives Benzene and substituted derivatives 187.0438 334.1028 1.1458 M-H-C6H10O4 3.1235 MS1 0.9277 rp 70312-74-2 284376 - - - --

MW0001410 865.832447 1971.75919 1600.33992 1109.29938 1016.14275 1328.51372 1314.70097 1021.80764 798.449923 1605.38588 1417.63066 1969.88007 1107.73973 2119.60984 1327.78981 C11H14Cl2N2 1-[(2,6-

Dichlorophenyl)methyl]piperazine

Benzene and substituted derivatives Benzene and substituted derivatives 279.0193 244.0534 1.8353 M+Cl 1.00975 MS1 0.7254 rp 102292-50-2 770796 - - - --

MW0001428 562.845452 788.165661 611.242129 117.384499 116.113506 712.281551 1014.8155 1046.74663 599.019708 402.87148 269.056168 114.999187 920.880098 875.761253 955.380627 C12H15ClN2O2 1-[(4-

Chlorophenoxy)acetyl]piperazine

Benzene and substituted derivatives Phenolics 237.0437 254.0822 7.4686 M-H-CH4 0.51375 MS1 0.7373 rp 143999-83-1 1074760 - - - --

MW0001542 2013.2731 4307.24105 971.203339 2782.47014 3225.93801 2145.29561 1830.72741 2721.97475 1117.85348 1855.19507 1404.23464 2238.25489 2211.72954 1898.93977 2894.44366 C8H8BrNO4 1-Bromo-4,5-dimethoxy-2-

nitrobenzene

Benzene and substituted derivatives Benzene and substituted derivatives 231.9692 260.9637 1.154 M-H-CO 13.32775 MS1 0.5068 rp 51072-66-3 170968 - - - --

MW0001663 118776.867 127346.181 121375.819 130917.74 117900.85 126653.962 120466.303 126357.889 123878.35 124050.418 119544.584 117885.984 128650.033 126450.613 128677.413 C12H10O2 1-Naphthylacetic acid Benzene and substituted derivatives Benzene and substituted derivatives 223.022 186.0681 0.7054 M+K-2H 13.6904043 MS2-Search-DB 0.6928 rp 86-87-3 6862 HMDB0032708 - C13014 --

MW0001702 57409.3244 66510.539 58624.8636 60274.9563 59368.0399 58910.3705 152.378138 60412.3369 56065.6622 58044.818 58214.0941 57306.6757 60789.3326 59998.4328 612.85207 C13H20 1-Phenylheptane Benzene and substituted derivatives Benzene and substituted derivatives 175.149 176.1565 9.2466 M-H 3.74825 MS1 0.6646 rp - 14115 HMDB0061825 - - --

MW0002223 127020.895 135631.425 144353.631 134897.008 138465.396 134237.284 139878.021 135360.754 137452.801 145868.142 145613.292 147735.246 136877.586 144647.308 138329.615 C7H10N2 2,4-Diaminotoluene Benzene and substituted derivatives Benzene and substituted derivatives 121.0819 122.0844 4.328 M-H 14.2354736 MS2-Insilico 0.8968 rp 95-80-7 7261 HMDB0041799 - C14401 --

MW0002228 7411.36949 6985.54673 7228.36498 7180.80124 6916.79469 7109.14749 6685.70778 7428.85141 6571.74225 6445.14549 6948.60354 6495.19572 6423.16083 6871.90729 6388.32608 C7H2Cl2N2O6 2,4-Dichloro-3,5-dinitrobenzoic acid Benzene and substituted derivatives Benzene and substituted derivatives 314.8946 279.929 0.7522 M+Cl 4.97825 MS1 0.6398 rp 52729-03-0 96497 - - - --



MW0002288 37399.231 61484.6787 44033.3052 35534.532 42139.4269 27723.3186 31189.857 40692.3699 60759.5816 42945.4805 37563.7296 58951.6516 59476.603 64141.4344 76107.0747 C7H6N2O4 2,4-Dinitrotoluene Benzene and substituted derivatives Benzene and substituted derivatives 217.0028 182.0328 4.0289 M+Cl 6.46328873 MS2-Search-DB 0.6742 rp 121-14-2 8461 - 68765 C11006 --

MW0002352 35492.9768 20924.9805 25347.8065 24405.4753 29762.2199 22057.9961 33733.176 27999.6258 36224.4856 30687.3297 28092.137 25900.5627 29360.4454 27157.8293 55211.5221 C9H10O 2,5-Dimethylbenzaldehyde Benzene and substituted derivatives Benzene and substituted derivatives 135.0819 134.0732 7.8302 M+H 4.44993262 MS2-Search-DB 0.8326 rp - 22015 - 265044 - --

MW0002381 34483.8743 18796.8829 14855.404 16213.4351 17112.2977 19685.0762 17134.1952 15371.4656 24657.4669 21612.4865 20299.8855 14836.6599 17650.804 15644.0593 17280.097 C18H26O 2,6-Dicyclohexylphenol Benzene and substituted derivatives Benzene and substituted derivatives 293.1785 258.1984 10.9582 M+Cl 21.58625 MS1 0.6699 rp 4821-19-6 78540 - - - --

MW0002579 6068.03566 5978.22782 5854.67224 6471.74821 6109.56027 5854.59388 6178.3459 5914.79704 6510.67776 6188.13234 6092.26929 6072.69415 5496.55037 5972.72264 6196.06371 C11H13NO5 2-{[(3,5-

dimethoxyphenyl)(hydroxy)methyliden

e]amino}acetic acid

Benzene and substituted derivatives Benzene and substituted derivatives 238.0736 239.0794 4.1535 M-H 3.4315 MS1 0.6712 rp - 2384281 HMDB0131468 - - --

MW0002676 2241.78486 2106.43154 2177.85188 2063.48356 2215.2578 1947.76253 2174.01791 2153.89854 2103.71134 1884.39598 2219.6535 1999.67183 1976.2836 2148.67465 1769.12342 C7H5BrN2O4 2-Amino-5-bromo-3-nitrobenzoic acid Benzene and substituted derivatives Benzene and substituted derivatives 258.9326 259.9433 0.7469 M-H 8.1695 MS1 0.5823 rp 58580-07-7 18431478 - - - --

MW0002781 282.24919 729.287818 142.026778 500.171668 463.881734 307.561954 99.4571919 586.515049 145.5508 198.967358 272.14409 515.768011 153.82169 102.659388 544.137693 C7H3BrFNO4 2-Bromo-5-fluoro-3-nitrobenzoic acid Benzene and substituted derivatives Benzene and substituted derivatives 297.8853 262.9229 0.7926 M+Cl 2.36725 MS1 0.6942 rp 1055331-73-1 18548583 - - - --

MW0002865 39.7394181 25.4619262 28.1651465 22.4657445 16.1174409 19.4851283 50.5185123 25.6375875 44.3364589 19.8413711 45.4806844 43.7426545 49.2752078 23.7244148 17.1786303 C12H9ClO 2-Chloro-4-biphenylol Benzene and substituted derivatives Benzene and substituted derivatives 223.0279 204.0342 11.6645 M+F 7.95171794 MS2-Search-DB 0.5225 rp 23719-22-4 79688 - - C14755 --

MW0002905 839.276089 931.312447 887.051799 321.868263 877.089889 850.660112 936.213785 998.283748 1032.58949 857.15111 1044.14419 655.127044 801.008876 446.991047 1005.27069 C6H6ClN 2-Chloroaniline Benzene and substituted derivatives Benzene and substituted derivatives 110.9995 127.0189 5.6949 M+H-NH3 4.69225 MS1 0.6454 rp 95-51-2 7240 - - - --

MW0003129 1977.48584 1640.93694 1463.12961 1864.02293 1836.3039 1997.88683 1257.82486 3247.67857 1627.79601 3747.66405 1222.91796 1557.96062 1523.81585 2112.8361 2327.81049 C26H42O3 2-Hydroxy-6-[(Z)-nonadec-8-

enyl]benzoic acid

Benzene and substituted derivatives Benzene and substituted derivatives 437.2898 402.3134 10.5926 M+Cl 13.9307366 MS1 0.7492 rp - 23983732 - - - --

MW0003176 288.17969 549.492299 170.466604 254.555669 183.744775 129.002898 462.794837 285.387627 353.136036 307.329845 428.584086 456.422638 164.371659 111.936223 483.440999 C9H12O 2-Isopropylphenol Benzene and substituted derivatives Benzene and substituted derivatives 122.0789 136.0888 0.7846 M+H-CH3 5.46225 MS1 0.6305 rp - 6943 HMDB0032029 - - --

MW0003297 3764.31307 3739.36361 4214.72555 3829.29215 3537.61068 3807.00314 3607.61272 4134.99465 4199.13457 4546.70359 3741.9934 4422.50845 4166.70905 3670.60692 3990.52795 C12H10N2O2 2-Nitrodiphenylamine Benzene and substituted derivatives Benzene and substituted derivatives 249.049 214.0742 1.8353 M+Cl 0.569 MS1 0.736 rp 119-75-5 8407 - - - --

MW0003695 59331.1487 39171.2974 62464.4234 56459.3592 71297.0236 74587.0921 61871.6884 75512.6511 67100.478 80046.9161 79214.8017 79448.7152 65011.8383 36317.4819 74671.327 C7H6O8S 3,5-dihydroxy-4-(sulfooxy)benzoic

acid

Benzene and substituted derivatives Benzene and substituted derivatives 116.928 249.9783 8.3576 M-H-C5H8O4 1.655 MS1 0.7103 rp - 69378631 HMDB0126639 - - --

MW0004463 4833.4704 5306.59105 5059.03513 4407.62019 4668.0002 5160.01298 5078.8158 4390.99483 4738.9919 5049.12775 4166.15052 5053.66078 5246.88412 5397.46445 4877.0473 C8H6O6 4,5-Dihydroxybenzene-1,2-

dicarboxylic acid

Benzene and substituted derivatives Benzene and substituted derivatives 232.9846 198.0164 4.4858 M+Cl 3.595 MS1 0.6677 rp 63958-66-7 45746 - - C03233 ko01100

MW0004501 327.630244 393.640747 563.176287 447.181308 441.035061 255.891413 139.613988 220.929272 448.839822 442.345048 320.976997 118.62229 377.365561 186.100127 272.954461 C11H14BrNO3S 4-[(4-Bromo-3-

methylphenyl)sulfonyl]morpholine

Benzene and substituted derivatives Benzene and substituted derivatives 277.9686 320.9857 4.4773 M-H-COCH2 1.84975 MS1 0.7058 rp 380846-85-5 2561513 - - - --

MW0004503 4830.99456 4224.40529 3972.19034 3852.15057 4051.62574 4248.41505 4320.82309 4469.45294 4141.88686 4281.77978 3730.76276 3934.08623 3977.22175 3965.85358 4130.43731 C15H13BrO4 4-[(4-Bromobenzyl)oxy]-3-

methoxybenzoic acid

Benzene and substituted derivatives Benzene and substituted derivatives 334.9758 335.9997 12.2053 M-H 36.80025 MS1 0.5794 rp 113457-37-7 5230282 - - - --

MW0004569 707.11356 265.611876 248.69598 559.545123 857.887421 667.952699 1177.38527 250.047593 245.821553 1109.78963 895.825694 1034.02408 695.333438 1014.93168 823.442699 C13H9ClFNO4S 4-{[(3-Chloro-4-

fluorophenyl)sulfonyl]amino}benzoic

acid

Benzene and substituted derivatives Benzene and substituted derivatives 181.9266 328.9925 1.6111 M-H-C6H10O4 13.78875 MS1 0.5009 rp 612043-04-6 697821 - - - --

MW0004610 51045.8613 59138.2634 52126.6656 306.870556 52787.4655 129.417813 49313.9962 53716.0087 49851.1356 119.388223 475.254587 386.746435 133.979848 169.164878 115.454311 C7H4F2N2 4-Amino-3,5-difluorobenzonitrile Benzene and substituted derivatives Benzene and substituted derivatives 139.0025 154.0343 0.8548 M-H-CH2 1.8635 MS1 0.7055 rp 110301-23-0 280467 - - - --

MW0004673 2208.71835 2003.23705 2256.50759 2123.49072 2245.09207 1756.74052 1734.50018 2177.70717 1931.73657 2429.79231 2341.13123 2104.29635 1702.57625 2169.30346 2001.87192 C16H14N2S 4-Benzhydryl-1,3-thiazol-2-amine Benzene and substituted derivatives Benzene and substituted derivatives 303.0313 266.0878 3.144 M-2H+K 3.077 MS1 0.6787 rp 93020-53-2 3478089 - - - --

MW0004781 85371.4669 87619.4624 83204.2434 85280.3865 85199.7236 86326.3818 82023.8452 86844.8072 84413.283 82866.8007 84543.8526 83017.5589 82375.0938 86425.0613 85271.1565 C8H9BrO 4-Bromophenethyl alcohol Benzene and substituted derivatives Benzene and substituted derivatives 116.9735 199.9837 0.7469 M-H+Cl 3.31 MS1 0.6737 rp 4654-39-1 72851 - - - --

MW0004846 17320.4767 15772.9683 17687.0098 12194.502 13296.2662 15455.9424 15696.5165 17111.1718 16965.3038 16049.0406 15880.0931 14177.027 15677.3677 16521.0495 16278.1731 C7H7ClN2O4S 4-Chloro-5-sulfamoylanthranilic acid Benzene and substituted derivatives Benzene and substituted derivatives 248.9786 249.9815 4.4775 M-H 16.5558289 MS2-Search-DB 0.6735 rp 3086-91-7 76523 HMDB0060761 - - --

MW0004882 9057.13531 10105.3625 11200.005 11095.6365 10469.7568 10045.0402 10828.3777 10418.0315 10934.1405 9969.92035 8796.0569 11229.3022 11466.4366 9923.38636 10734.8471 C12H13ClN2O2S 4-Chloro-N-(4-

morpholinylcarbothioyl)benzamide

Benzene and substituted derivatives Benzene and substituted derivatives 283.0284 284.0386 12.1879 M-H 1.56525 MS1 0.9624 rp 34840-50-1 3132685 - - - --

MW0004889 47952.2745 43550.7744 64557.2057 44511.718 47136.9097 50874.9624 53358.2004 64626.5353 58592.501 58003.2538 53487.2333 59362.2654 53638.7804 65518.3861 49235.2293 C18H12ClN3OS 4-Chloro-N-[2-(2-thienyl)imidazo[1,2-

a]pyridin-3-yl]benzamide

Benzene and substituted derivatives Benzene and substituted derivatives 388.0138 353.039 1.6191 M+Cl 5.09875 MS1 0.8875 rp 374084-31-8 979718 - - - --

MW0004915 1081.2616 617.362683 864.675642 1512.91626 1687.77519 7421.9457 1047.99658 8353.86667 2728.02458 1811.09902 2127.52018 2181.96328 10232.4058 1533.8412 3502.89413 C9H10N2O2S 4-Cyano-N-ethylbenzene-1-

sulfonamide

Benzene and substituted derivatives Benzene and substituted derivatives 245.0124 210.0463 3.5719 M+Cl 0.74575 MS1 0.9817 rp 74670-75-0 3086006 - - - --

MW0005159 3551.91489 4067.25765 3454.8555 3027.44553 3448.32061 3201.62535 3754.16372 3410.32236 3365.89049 3396.71487 3378.69379 3480.99404 3600.59936 3545.73241 3475.27319 C13H12N2O3 4-Methoxy-2-nitro-N-phenylaniline Benzene and substituted derivatives Benzene and substituted derivatives 262.1108 244.0848 4.108 M+H+NH3 0.51925 MS1 0.7372 rp 5442-46-6 224496 - - - --

MW0005257 27484.686 29760.042 25771.5681 16196.9476 14347.9071 16062.1631 12782.6717 36565.6618 11148.9177 35882.1488 13378.9504 41082.1056 12572.857 10216.3502 20322.3873 C15H22O2 4-Methylphenyl octanoate Benzene and substituted derivatives Phenolics 257.1499 234.162 0.8012 M+Na 4.95 MS1 0.8904 rp - 43046 HMDB0037710 - - --

MW0005434 13330.4162 20122.6182 4940.85632 13918.8739 10220.7303 6477.59693 7356.16705 14090.8526 7429.00396 11500.0333 9899.06415 10471.3881 13092.2676 8530.6001 15658.8657 C12H16O3 5-(4-Methoxyphenyl)pentanoic acid Benzene and substituted derivatives Phenolics 179.107 208.1099 9.3546 M-H-CO 0.1375 MS1 0.9966 rp 7508-04-5 344501 - - - --

MW0005629 344.739681 144995.34 130852.386 129995.011 155.324419 130272.26 128225.196 129655.03 122807.235 125745.196 303.618535 127274.767 128943.504 643.199576 276.348499 C7H4ClNO5 5-Chloro-2-hydroxy-3-nitrobenzoic

acid

Benzene and substituted derivatives Benzene and substituted derivatives 175.9766 216.9778 1.3579 M+H-COCH2 5.5 MS1 0.6298 rp 7195-78-0 412078 - - - --

MW0005721 763.620396 680.283759 811.758391 821.532411 914.289819 364.610404 494.424314 417.046043 574.394765 751.250491 769.854071 454.608217 395.613543 397.671037 437.804694 C25H44O2 5-Nonadecylresorcinol Benzene and substituted derivatives Phenolics 394.3549 376.3341 10.921 M+H+NH3 32.827 MS1 0.5969 rp 35176-46-6 161858 HMDB0030956 - - --

MW0005764 23886.1938 22769.4553 22340.4931 22448.508 21509.8756 21016.7015 21763.2897 22164.1789 20482.372 21460.0199 21658.6133 20866.4047 20207.6684 19830.377 20221.4901 C13H8Cl2N2O6 6,6'-Methylenebis(4-chloro-2-

nitrophenol)

Benzene and substituted derivatives Benzene and substituted derivatives 392.9637 357.9759 12.2128 M+Cl 35.14625 MS1 0.5863 rp 13590-90-4 3757744 - - - --

MW0005923 69513.2152 78479.517 75414.5599 74253.8659 73718.1444 77381.0951 91181.9626 86580.7489 84220.7858 81990.9154 96629.4774 95486.6215 81884.094 87915.8256 79914.1872 C16H13Cl2NO4 Aceclofenac Benzene and substituted derivatives Benzene and substituted derivatives 376.0174 353.0222 5.6949 M+Na 20.5520947 MS2-Search-DB 0.6036 rp 89796-99-6 71771 - - D01545 --

MW0005927 1672.69022 2603.73655 2200.88618 2389.10761 2743.47574 2311.87705 1730.32441 2680.95789 1991.62943 2348.67985 3099.94381 2819.86274 2094.50692 2328.44035 2428.87318 C14H22O2 Acetaldehyde butyl phenethyl acetal Benzene and substituted derivatives Benzene and substituted derivatives 245.153 222.162 8.7192 M+Na 5.05 MS1 0.6384 rp - 62876 HMDB0037820 - - --

MW0006078 13429.8843 14761.4857 12697.4211 13226.3748 13919.7866 23160.5927 14138.7314 14727.3648 14911.6816 15433.4507 13769.3702 15021.9232 26591.977 12919.689 15938.5768 C7H8O Aromatic primary alcohol Benzene and substituted derivatives Benzene and substituted derivatives 91.054 108.0575 1.8231 M+H-H2O 0.525 MS2-MetDNA 0.9214 rp 100-51-6 244 HMDB0003119 - C00556 ko01100

MW0006140 23228.3467 26234.8943 24022.3494 24111.2694 24865.6305 22660.4582 25293.6951 24259.6416 21042.6409 18255.9808 28224.7743 21881.2465 21375.1424 22902.8175 22804.8258 C7H6O Benzaldehyde Benzene and substituted derivatives Benzene and substituted derivatives 170.0615 106.0419 1.1834 M+CH3CN+Na 13.3277766 MS2-Search-Local 0.5844 rp 100-52-7 240 HMDB0006115 - C00193 --

MW0006166 143795.372 146020.867 131777.882 130914.443 120105.768 131193.652 129132.111 130572.057 303.04469 692.602521 115452.447 128174.959 1311.46557 123905.842 128717.609 C7H8N2 Benzamidine Benzene and substituted derivatives Benzene and substituted derivatives 159.0292 120.0687 0.8717 M+K 0.62925 MS1 0.7345 rp 618-39-3 2332 - - C01784 --

MW0006171 777.815063 1803.08254 1662.52652 1416.7238 413.280948 1921.92527 1796.66941 2024.7052 1439.11799 1224.31937 1091.92844 1944.56932 5705.6116 319.926431 1922.94305 C6H6 Benzene Benzene and substituted derivatives Benzene and substituted derivatives 134.0602 78.047 3.1731 3M-H+Cl 3.374475 MS1 0.6724 rp 71-43-2 241 HMDB0001505 - C01407 ko01100

MW0006218 79368.8691 104846.036 100657.959 111263.836 106477.049 118121.366 47973.9566 120069.137 66826.933 42665.6096 49648.9996 60967.5085 71055.5205 63557.5582 47439.4168 C6H6N2O5S Benzenesulfonamide,4-hydroxy-3-

nitro-

Benzene and substituted derivatives Phenolics 256.9657 217.9997 12.5328 M+K 0.64475 MS1 0.7341 rp 24855-58-1 90631 - - - --

MW0006230 1814.08878 3400.50121 53156.2265 2402.90371 1210.55747 53415.1007 50288.0036 5639.26635 50835.7522 1024.03307 52783.7744 51961.0017 55118.7898 54401.6666 144.408148 C27H41NO2 Benzethonium Chloride Others FDA 410.326 411.3137 10.6924 M-H 46.8484172 MS1 0.548 rp 121-54-0 8478 - 43587 C12539 --

MW0006231 26708.9122 28164.4787 29530.7862 28813.9608 28653.2954 27214.8628 27440.3458 27649.7189 27685.9195 30085.0972 28315.3668 28689.0143 26284.1782 28740.1458 26452.6016 C13H12O Benzhydrol Benzene and substituted derivatives Benzene and substituted derivatives 139.0917 184.0888 3.1399 M-H-CO2 0.46225 MS1 0.9886 rp 91-01-0 7037 - - - --

MW0006285 8844.07986 9075.4294 9391.52449 6661.24752 8686.041 9237.69064 8857.79171 9114.72997 9365.7043 9366.16095 9630.22087 8784.43032 9315.69865 9154.81614 8336.71448 C8H6O3 Benzoylformic Acid Benzene and substituted derivatives Benzene and substituted derivatives 209.0455 150.0317 3.8461 M+CH3COO 3.65323486 MS2-Search-Local 0.6671 rp 611-73-4 11915 HMDB0001587 58059 C02137 ko00360,ko01100

MW0006304 543.774325 330.314071 601.666951 537.01724 630.967664 534.493059 517.432687 134.198596 822.467835 782.282191 755.035033 811.826949 450.069224 634.827559 726.907309 C14H12O2 Benzyl benzoate Benzene and substituted derivatives Benzene and substituted derivatives 235.0706 212.0837 2.3549 M+Na 1.82425 MS1 0.7064 rp 120-51-4 2345 HMDB0014814 - C12537 --

MW0006374 1602.69974 2467.85091 1958.84028 1988.61125 1860.15705 1930.08762 1878.11737 1733.241 1458.25276 1489.2059 1736.2287 1401.98379 1374.02892 1566.4567 1864.25312 C14H10Cl2O2 Bis(4-Chlorophenyl)Acetic Acid Benzene and substituted derivatives Benzene and substituted derivatives 314.9723 280.0058 1.1623 M+Cl 0.53725 MS1 0.7367 rp 83-05-6 6730 - - C06640 --

MW0006406 4698.67095 5751.54378 4219.15426 4370.32871 4136.88413 4228.30222 4267.17937 4193.42296 3800.3297 3155.70901 4624.24811 3249.63254 2991.30433 3693.79542 3630.42325 C18H12Cl2N2O Boscalid Benzene and substituted derivatives Benzene and substituted derivatives 208.9745 342.0327 1.1701 M-H-C5H8O4 5.82875 MS1 0.6236 rp 188425-85-6 213013 - 72352 C18547 --

MW0006412 42800.8524 41934.3139 42331.1706 43058.9634 44003.7219 41383.9444 41734.6027 41872.4734 38116.7549 42330.4518 41891.8938 41272.7909 40545.5566 40728.9463 41653.3282 C14H20Br2N2 Bromhexine Benzene and substituted derivatives Benzene and substituted derivatives 414.957 375.9973 12.2005 M+K 8.321 MS1 0.8298 rp 611-75-6 2442 - 44332 D07542 --

MW0006514 11278.8395 14244.0525 12444.1722 12928.5529 10632.1702 17500.1015 10815.9527 11208.3243 19545.0617 27880.954 7485.69759 16634.7018 12675.4769 9797.80182 15327.6069 C6H6O2 Catechol Benzene and substituted derivatives Phenolics 133.0326 110.0368 1.1252 M+Na 18.0381943 MS2-Search-Local 0.5032 rp 120-80-9 289 HMDB0000957 - C00090 ko01100

MW0006544 7048.62079 8295.57221 8681.7808 7349.88434 7186.88416 8107.30905 9527.42427 8870.53287 8174.17516 9412.89569 7368.64112 7722.69093 7625.79971 5727.38207 6801.77968 C6H5ClO2 Chlorohydroquinone Benzene and substituted derivatives Phenolics 113.9628 143.9978 13.3554 M+2Na+K-H 0.482 MS1 0.7381 rp 615-67-8 301 - - C06601 --

MW0006719 3835317.67 3828586.3 4878358.07 5047105.26 5506097.95 6499864.46 6454054.36 7323445 3576737.91 4038768.8 4501604.3 5222606.23 5977201.43 6937804.96 6858450.45 C10H8O6 Dehydrochorismic acid Benzene and substituted derivatives Benzene and substituted derivatives 223.0288 224.0321 6.8039 M-H 12.8425712 MS2-Insilico 0.688 rp - 9920917 HMDB0036314 - - --

MW0006779 1582.42009 1402.59264 1151.75236 1003.00174 1455.70397 971.81936 858.482623 886.622622 841.69711 993.575059 1431.25925 772.513812 808.891067 949.416667 776.283372 C16H22O4 Dibutyl phthalate Benzene and substituted derivatives Benzene and substituted derivatives 279.1608 278.1518 9.7163 M+H 4.94259033 MS2-Search-Local 0.8747 rp 84-74-2 3026 HMDB0033244 - C14214 --

MW0006879 3.6003286 99.0758211 6.78894331 3.27864483 4.12491513 4.61042812 6.90965259 4.32822149 9.41118793 5.11895072 6.02982552 6.40386889 8.10950143 2.41666231 5.73130399 C10H12N2O5 Dinoseb Benzene and substituted derivatives Phenolics 239.0598 240.0746 11.6645 M-H 13.6050602 MS2-Search-DB 0.6846 rp 88-85-7 6950 HMDB0032559 - C14302 --

MW0006925 572454.58 352216.068 251581.452 225063.746 222344.636 231313.915 260988.887 207421.35 432330.281 286904.085 187297.509 236817.705 277600.79 223149.28 218546.984 C18H30O3S Dodecylbenzenesulfonic acid Benzene and substituted derivatives Benzene and substituted derivatives 325.1841 326.1916 10.9499 M-H 5.77710816 MS2-Search-DB 0.7159 rp 27176-87-0 8485 HMDB0059915 - - --

MW0006930 55287.3775 59334.3328 67022.2464 63883.3571 53150.0343 51682.0876 57679.1457 44283.6367 71016.6348 89410.8161 51320.3021 76160.3495 66481.0102 50958.9542 82331.6086 C8H11NO2 Dopamine Alcohol and amines Polyamines 136.077 153.079 1.1418 M+H-H2O 5.23861963 MS2-Search-Local 0.9056 rp 51-61-6 681 HMDB0000073 - C03758 ko00350,ko01100,ko04024,ko04080,ko04540,ko04721,ko04728,ko04917,ko0497

6,ko05012,ko05030,ko05031,ko05032,ko05034

MW0006932 194.497969 179.023536 153.864179 204.274589 171.123138 164.417638 159.71295 136.532629 135.968247 211.045037 154.734031 125.589939 143.002751 138.655667 142.226048 C5H12N2O2 D-Ornithine Amino acid and Its metabolites Amino acids 97.0772 132.0899 12.134 M+H-2H2O 5.36420899 MS2-Search-Local 0.8193 rp 348-66-3 71082 HMDB0003374 - C00515 ko00472,ko01100

MW0007011 441.704055 131.241713 321.128438 410.124041 388.777607 325.520647 134.771654 327.093443 538.290328 563.960523 521.431409 312.907136 311.864288 385.856937 500.491707 C12H15NO4 Ethopabate Benzene and substituted derivatives Benzene and substituted derivatives 238.1041 237.1001 5.7697 M+H 5.27 MS1 0.6342 rp 59-06-3 6034 - - D08916 --

MW0007122 5871.14145 6639.39274 6178.1539 6780.78919 6935.70787 6668.5532 6944.88211 6610.62785 6412.26863 6746.15829 7054.70534 7115.30169 6620.62329 6806.04011 6416.62205 C20H21ClO4 Fenofibrate Benzene and substituted derivatives Benzene and substituted derivatives 361.1201 360.1128 4.108 M+H 0.4075 MS1 0.9899 rp 49562-28-9 3339 HMDB0015173 417 C07586 --

MW0007147 399038.584 641692.884 488048.752 370471.063 426812.288 444111.268 360722.322 429061.033 415140.631 446936.074 303307.486 356811.771 492958.596 330957.145 329888.551 C32H39NO4 Fexofenadine Heterocyclic compounds Heterocyclic compounds 500.2779 501.2879 8.4354 M-H 0.18173186 MS1 0.9955 rp 83799-24-0 3348 HMDB0005030 2766 C06999 ko04976

MW0007186 225984.894 235846.39 241240.632 234133.24 238770.47 227535.626 240000.271 233883.192 235309.213 248278.526 249751.409 245739.339 231425.111 245683.923 233500.509 C13H10 Fluorene Benzene and substituted derivatives Benzene and substituted derivatives 165.0719 166.0783 4.328 M-H 1.874 MS1 0.9553 rp 86-73-7 6853 - - C07715 ko01100

MW0007199 418.988796 1585.32591 284.128832 804.48893 1286.7254 335.889344 505.876092 696.879302 341.103346 510.983777 387.665387 518.204927 272.958638 188.35264 469.140448 C16H15F2N3Si Flusilazole Benzene and substituted derivatives Benzene and substituted derivatives 338.0876 315.1003 2.8035 M+Na 1.67225 MS1 0.7099 rp 85509-19-9 73675 HMDB0039815 - C18733 --

MW0007293 153965.783 145116.497 145578.914 149919.209 163076.365 143613.683 158334.505 164675.193 146289.851 135291.141 137798.736 137509.25 132985.86 152672.169 144752.096 C15H11ClF3NO4 Haloxyfop Benzene and substituted derivatives Benzene and substituted derivatives 761.0242 361.0329 0.7015 2M+K 5.54615588 MS2-Search-DB 0.6388 rp 69806-34-4 50895 - - C04871 --

MW0007303 3305.72305 3255.82028 3756.48919 3501.82407 3166.07381 3512.25097 3269.87257 3626.29829 3231.9496 3450.44371 3687.95677 3584.28189 2867.24404 3216.22887 3196.73563 C14H20O3 Heptyl 4-hydroxybenzoate Benzene and substituted derivatives Benzene and substituted derivatives 220.1147 236.1412 4.5024 M-H-CH3 11.8885 MS1 0.5259 rp 1085-12-7 14138 HMDB0034462 - C14718 --

MW0007381 3479.06391 2237.09914 3131.79492 6272.5681 4071.54804 5227.43367 6124.30871 14187.667 3951.13215 4802.4743 7130.28483 16094.1196 6656.96538 5641.42486 2274.62273 C19H26I3N3O9 Iohexol Benzene and substituted derivatives Benzene and substituted derivatives 820.8674 820.8803 3.2439 M+ 6.28487342 MS2-Search-DB 0.7247 rp 66108-95-0 3730 HMDB0015449 832 D01817 --

MW0007503 4985780.54 5124897.34 5121465.97 5053153.38 5086529.36 5061448.81 5137814.05 5097750 5039848.56 5198080.66 5197963.78 5197763.03 5077088.25 5211684.09 5099200.3 C14H22N2O Lidocaine Benzene and substituted derivatives Benzene and substituted derivatives 235.1829 234.1732 3.111 M+H 8.86460767 MS2-Search-DB 0.956 rp 137-58-6 3676 HMDB0014426 - C07073 ko00982

MW0007512 3905790.25 5810042.73 3921394.05 5031751.5 4826141.77 4027567.06 3735907.8 4267950.02 2824666.55 4224720.54 3345246.86 3735360.4 3616568.96 3221442.28 4769598.22 C3H6O3 L-Lactic Acid Organic acid And Its derivatives Organic acid And Its derivatives 89.0254 90.0317 0.9771 M-H 1.27070938 MS2-Search-Local 0.9757 rp 79-33-4 107689 HMDB0000190 45858 C00186 ko00010,ko00051,ko00620,ko00640,ko01100,ko04024,ko04066,ko04922,ko0523

0MW0007762 3937.29333 4557.16223 3305.67203 3579.8802 2867.32904 7245.64854 3714.17556 3592.9386 3467.62706 3681.71737 3658.9107 3957.95812 3675.21866 4011.99822 2887.0707 C8H6ClNO5 Methyl 5-chloro-2-hydroxy-3-

nitrobenzoate

Benzene and substituted derivatives Benzene and substituted derivatives 189.9917 230.9935 12.8236 M+H-COCH2 3.87475 MS1 0.6619 rp 5043-79-8 235651 - - - --

MW0007795 636.337724 3450.18729 739.566743 4768.16266 3690.89189 1679.89029 1641.39812 1758.56648 1055.23141 2828.77707 1951.3 1725.12827 1718.73039 999.098586 4253.90975 C4H6O4 Methylmalonic Acid Organic acid And Its derivatives Organic acid And Its derivatives 99.008 118.0266 1.3119 M-H-H2O 0.97825 MS1 0.7261 rp 516-05-2 487 HMDB0000202 3712 C02170 ko00240,ko00280,ko00640,ko01100

MW0007847 172699.853 183804.24 193966.849 191682.747 192448.922 186138.346 184522.687 188883.551 186843.343 205837.748 202788.73 201240.92 188347.621 203457.106 187125.609 C9H11ClN2O Monuron Benzene and substituted derivatives Benzene and substituted derivatives 235.0002 198.056 4.4775 M+K-2H 6.36505567 MS2-Search-DB 0.7141 rp 150-68-5 8800 - - C19087 --

MW0008024 3386.45955 2386.43379 6882.05865 5553.17468 6520.85713 4967.8616 3098.67097 3803.82512 1681.45303 4772.1762 3703.42634 7455.51893 13920.9902 5593.97741 3636.34577 C8H8N2O2S N-(2-

Cyanophenyl)methanesulfonamide

Benzene and substituted derivatives Benzene and substituted derivatives 230.9961 196.0306 2.874 M+Cl 1.6205 MS1 0.9611 rp 50790-29-9 251994 - - - --

MW0008092 468.399281 1230.60239 233.234819 342.548649 609.844033 373.519011 682.403085 1900.22924 1074.53583 1040.05353 775.018374 528.914946 361.681518 328.246157 647.367939 C13H13NO3S N-(2-

Phenoxyphenyl)methanesulfonamide

Benzene and substituted derivatives Benzene and substituted derivatives 124.0255 263.0616 3.1109 M+2H-NH3 0.965 MS1 0.7264 rp - 103958 - - - --

MW0008163 32292.3707 32475.8508 30698.0494 31207.2512 30440.1608 32649.6473 29866.4047 29596.5839 30516.9081 33993.4255 30178.6565 30467.9557 30671.6452 29813.0236 30030.6538 C8H8ClFN2S N-(3-Chloro-4-fluorophenyl)-N'-

methylthiourea

Benzene and substituted derivatives Benzene and substituted derivatives 173.0129 218.0081 12.2097 M-H-CO2 2.68725 MS1 0.9371 rp - 10775223 - - - --

MW0008756 2758.94131 3697.89708 3776.21114 2626.65772 3369.40669 2893.02479 3436.92402 4896.10415 3434.16385 4403.90383 3933.70899 3873.55217 3412.06573 4547.29075 4850.31125 C11H13ClN2O2 N-{4-[Acetyl(methyl)amino]phenyl}-

2-chloroacetamide

Benzene and substituted derivatives Benzene and substituted derivatives 223.0278 240.0666 4.3695 M-H-CH4 1.1115 MS1 0.723 rp 446848-52-8 310167 - - - --

MW0008872 235.879005 1192.68732 192.665238 353.324295 256.70674 2094.97553 1745.41614 632.60252 1030.18434 1595.80365 808.720282 2008.16528 2786.70832 1312.69157 1251.61055 C15H14N2O2S N-Benzoyl-N'-(4-

methoxyphenyl)thiourea

Benzene and substituted derivatives Benzene and substituted derivatives 241.0861 286.0776 5.3998 M-H-CO2 1.49625 MS1 0.714 rp - 692096 - - - --

MW0009010 10668.1048 11374.3614 10064.7369 10044.0791 10736.8815 10111.1882 12990.7306 12446.7839 12819.7107 11395.3047 13830.3353 14586.0792 11257.4745 12555.4079 10938.5898 C9H10FNO2S N-Cyclopropyl-4-

fluorobenzenesulfonamide

Benzene and substituted derivatives Benzene and substituted derivatives 216.0453 215.0416 5.6949 M+H 1.56875 MS1 0.9623 rp 425654-95-1 880363 - - - --

MW0009105 122620.307 125604.802 125143.397 121098.399 125085.482 121561.18 117153.815 124953.016 124269.068 125540.438 119327.977 120002.146 119325.383 120581.776 121459.085 C12H9N3O5S Nitazoxanide Benzene and substituted derivatives Benzene and substituted derivatives 359.0145 307.0263 12.2045 M+Cl+NH3 10.5102783 MS2-Search-DB 0.777 rp 55981-09-4 41684 HMDB0014649 - D02486 --

MW0009171 2653.79883 2887.21423 2924.84021 2749.02494 2920.71561 2847.19298 2906.51022 2414.25504 2720.36194 2898.32666 2751.33919 2854.24486 2341.78468 2791.75647 2603.12684 C13H17NO N-Phenethyl-4-piperidone Benzene and substituted derivatives Benzene and substituted derivatives 160.1097 203.131 5.7737 M-H-COCH2 2.4645 MS1 0.692 rp 39742-60-4 96437 - - - --

MW0009199 92924.2761 100981.655 96770.1525 98118.1328 101780.649 98871.873 100197.909 97036.8029 96778.0427 99940.9587 104107.998 101083.162 98247.2684 100367.701 96968.9774 C11H15NO N-Pivaloylaniline Benzene and substituted derivatives Benzene and substituted derivatives 178.1172 177.1154 4.4901 M+H 10.0293906 MS2-Search-DB 0.7506 rp 6625-74-7 81103 - 44986 - --

MW0009226 1900.98695 2359.96067 2251.91283 2114.53081 2348.16279 2414.17865 2157.1041 2029.88841 2145.01076 2197.31333 2450.28028 2340.74665 2136.27053 2096.33916 2311.56477 C9H8O5 O-(Carbomethoxy)salicylic acid Benzene and substituted derivatives Benzene and substituted derivatives 235.0005 196.0372 4.4735 M+K 0.4335 MS1 0.7393 rp 14216-34-3 26579 - - - --

MW0009461 1594.14921 31532.4533 40608.9901 50692.554 38455.5639 27190.1141 1806.09232 28871.0346 33783.3516 26719.0785 30984.6666 28400.0637 30968.2779 33193.5441 42558.176 C20H40O2 Phytanic acid FA Others 311.295 312.3028 11.3404 M-H 1.325 MS2-MetDNA 0.8115 rp 14721-66-5 26840 HMDB0000801 200 C01607 --

MW0009532 3526.08828 3208.8836 3269.4016 3394.08009 3573.10051 3373.94731 4297.45395 3929.24618 4015.67986 3749.18578 4331.2267 4153.95596 2607.06568 3798.67416 3606.47972 C12H11Cl2NO Propyzamide Benzene and substituted derivatives Benzene and substituted derivatives 255.0233 255.0218 5.6949 M+ 14.3084946 MS2-Search-DB 0.6658 rp 23950-58-5 32154 - 69973 C14333 --

MW0009765 45660.4366 76789.1937 31404.9033 31084.4475 54720.3345 37811.7459 42754.037 37439.2612 30381.0266 35434.4889 52751.0802 24776.1024 70629.9322 61444.0644 76917.7157 C18H28O2 Stearidonic acid FA FFA 275.2014 276.2089 10.1523 M-H 0.575 MS2-MetDNA 0.7842 rp 20290-75-9 5312508 HMDB0006547 - C16300 ko00592

MW0009866 626392.446 736712.615 704515.231 684555.018 747887.697 704156.774 585582.139 627321.681 594761.285 661531.867 737339.456 695609.379 675097.62 612947.379 624785.442 C32H41NO2 Terfenadine Benzene and substituted derivatives Benzene and substituted derivatives 518.3265 471.3137 8.6195 M+HCOO+2H 1.3484824 MS2-Search-DB 0.5188 rp 50679-08-8 5405 HMDB0014486 2765 C07463 --

MW0009884 448117.926 463808.654 329421.828 908860.406 456159.415 459397.047 126075.078 321296.208 316182.153 829100.015 359783.346 313993.579 357982.383 523679.33 104098.923 C14H8I4O4 Tetrac Benzene and substituted derivatives Benzene and substituted derivatives 786.6063 747.6602 12.0842 M+K 18.9271393 MS1 0.6941 rp 67-30-1 65552 - 43907 - --

MW0010009 14932.8173 23006.8621 18062.9 13629.8913 13298.5503 13799.9327 14768.5244 23606.5412 15716.8286 20006.9625 13251.9299 17076.059 21147.5449 12311.4696 15686.3944 C26H43NO3 Undecanamide,N-cyclopropyl-11-(2-

hexyl-5-hydroxyphenoxy)-

Benzene and substituted derivatives Phenolics 502.296 417.3243 8.4367 M+K+HCOOH 8.65369724 MS2-Search-DB 0.7011 rp 869376-90-9 11495398 - 45214 - --

MW0010118 1029.68401 1298.2552 1256.13833 971.854886 865.887207 1093.14462 1132.04363 893.621424 1197.51998 1294.79866 1055.37697 1104.81551 1198.42754 1000.33254 1346.72432 Au Gold Others Others 428.9149 196.9665 1.1538 2M+Cl 1.3575 MS1 0.7172 rp - - HMDB0004138 - - --

MW0010157 1727.83671 1530.92804 1597.74933 1349.59342 1897.95897 2430.55883 1278.82841 2555.84362 1668.0069 1575.58053 2316.35483 1319.46768 1558.57249 1868.05976 2218.06603 H2O4S Sulfuric acid Others Metal, Non-metal and related compounds 232.8772 97.9674 1.1706 2M-2H+K 0.448225 MS1 0.7389 rp 7664-93-9 1118 HMDB0001448 - C00059 ko00230,ko00270,ko00920,ko01100,ko02010

MW0010167 63186.2189 59940.7765 59936.4216 62087.3759 59546.6716 61026.8216 59072.6079 58635.8734 58880.338 61888.877 60900.3786 56426.2782 57747.9428 58982.2234 58274.3442 H3O4P Ortophosphate Others Metal, Non-metal and related compounds 140.0031 97.9769 12.2005 M+CH3CN+H 18.4601319 MS2-Search-DB 0.7675 rp - - - - C00009 ko00190,ko02010,ko04928,ko04978,ko05012,ko05022

MW0010168 98791.2704 169417.004 113288.183 100223.703 115218.226 98452.1906 94907.3012 98854.1179 102673.236 102274.455 105767.27 92976.5863 97679.6082 93590.009 98458.6975 H2O3S2 Thiosulfuric acid Others Metal, Non-metal and related compounds 158.9384 113.9445 11.7226 M+HCOO 4.85513306 MS2-Insilico 0.7188 rp 13686-28-7 - HMDB0000257 - C05529 --

MW0010218 1760639.3 1474837.35 604283.048 1191361.01 294902.398 1978977.31 851567.338 1353835.77 514850.18 1835555.13 1401367.65 574109.051 2439273.97 574023.835 1386411.12 H2O4S Sulfate Others Metal, Non-metal and related compounds 98.9755 97.9674 13.4135 M+H 5.55918165 MS2-Insilico 0.7188 rp - - HMDB0001448 - C00059 ko00230,ko00270,ko00920,ko01100,ko02010

MW0010886 116419.253 98327.337 103650.307 100577.418 112608.297 97260.0871 114080.228 106502.969 112465.164 106240.316 107917.981 102739.877 105012.77 102779.273 130163.707 C31H48O7 (1R,4aR,4bS,6aS,9R,10R,10aS)-1-

(Carboxymethyl)-10-hydroxy-2-(1-

methoxy-2-methyl-1-oxopropan-2-yl)-

1,4a,4b,9,10-pentamethyl-

3,4,5,6,7,8,9,10a,12,12a-decahydro-

2H-chrysene-6a-carboxylic acid

Organic acid And Its derivatives Organic acid And Its derivatives 555.3219 532.34 7.8302 M+Na 5.62776255 MS1 0.8774 rp - 129008952 - - - --

MW0010901 1217532.55 1286423.59 1259199.15 1265970.5 1251878.4 1265472.12 1258076.52 1196201.83 1248723.12 1211187.56 1207513.63 1152150.62 1154965.22 1198794.5 1080659.58 C10H20O4 (1S,2S,4R,8R)-p-Menthane-1,2,8,9-

tetrol

Alcohol and amines Alcohols 227.1269 204.1362 6.3679 M+Na 2.102 MS1 0.9501 rp - 110677 HMDB0039974 - - --

MW0011096 3580081.83 5266107.98 3489409.08 5149425.46 3497873.84 5248124.7 3479662.9 4890442.96 3352150.32 5105026.82 3504301.88 3433095.43 5159643.1 4766803.29 4766595.43 C34H50O6 (2xi,3xi)-2,3-Dihydroxy-12,18-

ursadien-28-oic acid diacetate

Organic acid And Its derivatives Organic acid And Its derivatives 554.3466 554.3607 8.8146 M- 19.0801045 MS2-Insilico 0.5055 rp - 131752047 HMDB0036745 - - --

MW0011302 549.116683 415.860896 328.964996 241.477715 575.513059 224.664101 764.760638 1175.89235 350.280803 294.25859 169.201953 2340.86273 901.261234 354.975271 3337.57404 C26H44O7 (3beta,5.Xi.,8alpha,9beta,10alpha,16b

eta)-16-Hydroxykauran-3-yl beta-D-

glucopyranoside

Terpenoids Terpene 489.2814 468.3087 6.3968 M-2H+Na 3.63863876 MS1 0.6668 rp - 23786450 - - - --

MW0011495 29.5703192 30.1683067 33.9743854 23.4261099 54.9217164 13.8889043 4.91828841 23.0140251 10.4580731 6.45242218 21.2829272 26.7129021 4.99889308 17.284134 5.11610903 C32H42O (all-E)-6'-Apo-y-caroten-6'-al Aldehyde,Ketones,Esters Aldehydes 443.3368 442.3236 10.9127 M+H 13.6077185 MS2-Insilico 0.7747 rp - 20055192 HMDB0040118 - - --

MW0011516 1549.63931 1317.25447 1351.02898 1586.56247 631.803065 868.010039 1603.12908 1370.36491 1150.33557 956.450255 1821.77973 1739.48279 1084.36747 2332.41122 1165.27369 C13H14O (E)-2-Tridecene-4,6,8-triyn-1-ol Alcohol and amines Alcohols 209.0921 186.1045 1.8397 M+Na 3.66275 MS1 0.6663 rp - 101412523 HMDB0030931 - - --

MW0011786 185792.799 177353.357 227826.019 186944.335 215795.777 206743.968 140897.509 155227.621 188154.806 164422.029 153266.589 165289.375 187904.86 156315.664 170193.296 C25H47O7P 1-(13Z,16Z-docosadienoyl)-glycero-3-

phosphate

GP PA 506.3241 490.3059 9.122 M+NH4-2H 5.81665259 MS2-Insilico 0.6995 rp - 52929763 HMDB0062306 - - --

MW0011789 2246.02937 2413.09857 1404.63835 1943.60574 1731.16255 1047.14272 1915.3098 1698.05445 1481.49715 2112.86521 1933.4675 1804.66513 1386.22668 1806.55296 2233.06845 C24H50NO6P 1-(1Z-Hexadecenyl)-sn-glycero-3-

phosphocholine

GP PC 480.347 479.3376 9.1512 M+H 2.80615058 MS2-Search-DB 0.8161 rp 97802-53-4 10917802 HMDB0010407 - - --

MW0011795 37654.7837 51745.7028 7770573.09 7719658.55 7082301.21 7736122.73 7614559.37 7699468.99 7292817.74 7467286.37 6807907.87 7558118.81 7657215.53 7306380.93 7590117.39 C26H54NO6P 1-(1Z-Octadecenyl)-sn-glycero-3-

phosphocholine

GP PC 530.3501 507.3689 10.4225 M+Na 15.6924421 MS2-Search-DB 0.6182 rp 97802-55-6 24779527 HMDB0013122 - - --

MW0011883 122839.436 29771.123 24428.3369 1639.83747 31307.9965 26760.1979 29697.423 10552.6845 19240.5323 2876.17835 46291.774 33970.0223 26836.8719 26928.0931 35964.6761 C44H80NO8P 1,2-Dilinoleoyl-sn-glycero-3-

phosphocholine

GP PC 804.5551 781.5622 10.6385 M+Na 6.19806108 MS1 0.8668 rp 998-06-1 5288075 HMDB0008138 - - --

MW0011895 23888.8847 21119.7283 21579.8101 12034.7576 37724.2617 24367.2744 16907.9266 4679.22711 8649.50598 26349.2732 43669.8223 19254.6711 19214.3512 18517.2393 18869.5601 C45H87O13P 1,2-Dioctadecanoyl-sn-glycero-3-

phospho-(1'-myo-inositol)

GP PI 847.5784 866.5884 10.1191 M-H2O-H 18.0580823 MS2-Search-DB 0.5643 rp - - HMDB0009808 - - --

MW0011902 96279.7549 105077.035 94093.1329 90859.5222 163055.912 117426.627 74106.8232 97297.7247 24282.063 140983.609 125304.503 92440.1575 75345.2865 36509.1275 120698.113 C44H84NO8P 1,2-dioleoyl-sn-glycero-3-

phosphatidylcholine

GP PC 844.6039 785.5935 10.4165 M+CH3COO 4.35714403 MS2-Search-DB 0.7178 rp 4235-95-4 10350317 HMDB0062690 - - --

MW0011906 52523.1338 36208.0036 47851.2936 46637.6867 1357.4397 33117.7877 42504.1819 45697.8342 39949.3866 47764.6936 763.853046 35157.8108 46160.168 49354.34 51275.6189 C43H82NO8P 1,2-Dioleoyl-sn-glycero-3-

phosphoethanolamine-N,N-dimethyl

GP PI 816.5734 771.5778 8.5404 M+HCOO 6.45953485 MS2-Search-DB 0.7099 rp - 9547022 HMDB0010564 - - --

MW0011907 20356.9299 18431.1296 12241.8635 16984.9228 177.069946 14946.4152 64439.2505 138939.746 167944.137 5472.63591 1171.84964 68275.8286 85488.8932 205865.816 195813.658 C42H80NO8P 1,2-Dioleoyl-sn-glycero-3-

phosphoethanolamine-N-methyl

GP PE 816.5733 757.5622 11.6146 M+CH3COO 5.20069627 MS2-Search-DB 0.68 rp 96687-23-9 9547032 HMDB0010565 - - --

MW0011929 25482.5586 44343.6457 33325.4567 55467.5867 122386.714 38146.7912 78445.0093 90705.7968 70893.856 572.671994 28954.8514 108090.609 50182.6124 95306.9554 87522.9129 C42H82NO10P 1,2-Distearoyl-sn-glycero-3-phospho-

L-serine

GP PS 843.5477 791.5676 10.4437 M+Cl+NH3 8.88345361 MS2-Search-DB 0.6785 rp 51446-62-9 9547096 HMDB0012378 - - --

MW0011982 68.2060324 47.1704094 41.5108688 42.8917808 22.2053841 37.1216281 57.4472067 20.1849187 18.1247766 34.1715708 19.3259605 52.1957442 73.289699 32.7014405 33.2210587 C16H32O4 10,16-Dihydroxyhexadecanoic acid FA Oxidized lipids 289.2391 288.2301 10.4308 M+H 4.851 MS1 0.6423 rp 3233-90-7 441449 HMDB0037798 - C08285 --

MW0012118 43640.4394 95416.6151 4056.16413 52058.9205 26141.5615 8375.56437 12395.5682 44768.0383 11565.4266 29756.5841 24152.9725 26591.5016 43729.0174 18323.2424 61268.7017 C20H32O3 11-HETE FA Others 661.4432 320.2351 9.3532 2M-2H+Na 0.3625 MS1 0.991 rp 73804-65-6 1406 - 3838 - --

MW0012230 1205.89977 748.128612 256.118166 738.738408 833.661077 430.165257 204.970946 202.207314 575.940491 922.552537 953.965831 252.903466 171.955591 544.987312 887.147659 C18H36O3 12-Hydroxyoctadecanoic acid FA FFA 381.2581 300.2664 11.6979 M+Cl+HCOOH 8.887 MS1 0.5706 rp 106-14-9 7789 HMDB0061706 - - --

MW0012294 1570.4437 1449.99384 1363.28151 1387.15411 550.946629 392.937048 254.563988 280.937647 932.172602 1320.9263 558.648933 666.835355 189.081986 528.122004 825.090047 C20H34F2O5 13,14-Dihydro-16,16-

difluoroprostaglandin E1

Hormones and hormone related compounds Hormones and hormone related compounds 427.1993 392.2374 11.1743 M+Cl 1.077 MS1 0.7238 rp 475992-30-4 9800692 - 63001 - --

MW0012325 132370.527 357966.823 36786.003 115027.141 88784.2438 39983.746 55040.9834 164983.104 17353.5775 33080.3062 42985.8528 45456.8971 151260.327 38793.3996 189121.04 C22H32O3 13-Hydroxy-4Z,7Z,10Z,14E,16Z,19Z-

docosahexaenoic acid

FA Oxidized lipids 343.2271 344.2351 9.255 M-H 1.875 MS2-MetDNA 0.9824 rp - 11559259 - - - --

MW0012382 26235.0882 27232.5884 26863.3489 24662.9693 25272.0282 25889.3672 25820.2159 26509.8576 18751.1904 26186.3471 27360.1628 28122.8049 21155.4732 25073.6467 27184.4422 C16H32O2 14-Methylpentadecanoic acid FA FFA 255.2327 256.2402 8.8063 M-H 4.25464071 MS2-Search-DB 0.8837 rp 4669-02-7 36247 HMDB0031068 4289 - --

MW0012492 52054.0751 1305.63312 53156.2265 294.112489 158.895456 53415.1007 50288.0036 149.20183 50835.7522 52630.2886 128.846368 51961.0017 276.351083 54401.6666 663.309569 C20H30O3 15-Oxo-ETE FA Oxidized lipids 299.201 318.2195 8.8229 M-H2O-H 1.475 MS2-MetDNA 0.9916 rp 81416-72-0 5280701 HMDB0010210 - C04577 ko00590

MW0012560 9856.35617 13269.0179 3699.82066 8821.69197 11114.1404 7094.98227 25794.4803 32579.1255 666.839387 473.797314 27842.0076 12563.9798 42908.0195 16406.9446 19623.9318 C16H32O3 16-Hydroxyhexadecanoic acid FA FFA 271.2278 272.2351 8.6485 M-H 0.125 MS2-MetDNA 0.7476 rp 506-13-8 10466 HMDB0006294 58386 C18218 ko01100

MW0012563 22477792.6 29037044.5 29850813.5 27485811.3 26647136.4 31435221.3 27758595.7 32518883.3 29033480.8 31329594.4 28163999 38724799.4 29530792.2 28750429 22255208.2 C18H36O2 Isostearic acid FA FFA 283.265 284.2715 10.9499 M-H 5.96705322 MS2-Search-DB 0.9184 rp 2724-58-5 21859 HMDB0031066 4293 C20356 --

MW0012640 827.572386 916.401335 586.148643 638.398476 869.488421 424.817934 466.232453 805.273858 405.636898 519.15834 669.505373 192.501416 557.501604 678.536947 606.994228 C18H32O2 17-Octadecynoic acid FA FFA 581.4535 280.2402 11.1743 2M-2H+Na 0.576 MS1 0.7358 rp 34450-18-5 1449 - 35229 - --

MW0012742 917973.166 752130.889 416275.879 371702.204 358751.243 326997.835 376561.62 287683.946 498883.184 483124.827 279274.762 335579.211 386779.868 347310.55 359198.853 C22H28O3 Norethindrone acetate Hormones and hormone related compounds Hormones and hormone related compounds 339.2 340.2038 11.1825 M-H 15.115356 MS2-Search-DB 0.8583 rp 51-98-9 5832 - 44171 C08152 --

MW0012773 31204.089 23333.1675 36824.5035 28255.3145 35402.0327 25998.7729 21671.73 16636.9293 23026.3971 21635.5844 22374.5379 22915.3503 26133.8563 28202.2278 21634.261 C29H49O12P 1-arachidonoyl-sn-glycero-3-phospho-

1D-myo-inositol

GP PI 619.2867 620.2962 10.0526 M-H 5.74112242 MS2-Insilico 0.5832 rp - 86290034 HMDB0062722 - - --

MW0012793 1413.60539 2002.6886 1193.72878 1660.97913 1847.05547 1848.51013 1482.88309 1628.84241 1486.22937 1538.3123 873.541828 1812.40151 786.854169 1602.80252 492.277151 C23H47O7P 1-eicosanoyl-glycero-3-phosphate GP PA 535.3008 466.3059 8.6195 M+Na+HCOOH 0.31757855 MS2-MetDNA 0.9435 rp - 52929752 HMDB0062315 - - --

MW0012808 279345.461 277563.819 262946.776 264311.38 274546.89 268069.113 278720.264 270708.201 268045.908 268005.337 263442.929 260890.851 265134.498 270652.703 265349.31 C7H16O 1-Heptanol Alcohol and amines Alcohols 163.1335 116.1201 4.4486 M+HCOO+2H 5.15135571 MS2-Search-DB 0.7305 rp 111-70-6 8129 HMDB0031479 - - --

MW0012810 7939.67171 1032.13653 5116.99382 8534.47253 12378.2603 11356.2863 14410.0179 1511.62252 5336.74363 9610.30561 9801.79988 10692.6858 8706.55639 7195.22047 7101.59037 C43H79O13P 1-hexadecanoyl-2-(9Z,12Z-

octadecadienoyl)-sn-glycero-3-

phospho-D-myo-inositol

GP PI 833.5155 834.5258 12.1096 M-H 4.99682456 MS1 0.8895 rp - 11072889 HMDB0062653 - - --

MW0012817 14991.9303 17118.4299 9979.3966 14386.6441 9586.09206 8271.04525 7429.01966 12256.121 9923.88988 11467.7361 10591.0503 12543.4301 12042.8525 10269.3212 24230.4522 C19H41O6P 1-Hexadecyl lysophosphatidic acid GP LPA 436.2824 396.2641 9.0971 M-H+CH3CN 7.15858412 MS2-Search-DB 0.7248 rp 52603-03-9 11825433 HMDB0062325 45224 - --

MW0012825 47756.7204 45147.6221 31518.3768 42931.8784 37840.1777 27317.0433 38581.7663 35930.0941 25858.4714 41522.9613 57361.9744 43641.2837 37760.4999 38446.7464 38890.6699 C24H52NO6P 1-Hexadecyl-sn-glycero-3-

phosphocholine

GP PC 482.3637 481.3532 9.1014 M+H 8.25204684 MS2-Search-Local 0.8619 rp 52691-62-0 162126 - - C13903 --



MW0012846 1101520.19 1112585.31 1169050.02 1082482.96 1214115.26 1207279.77 1049217.81 927393.086 1112912.3 1050260.73 999403.988 943742.58 1062037.02 1089827.21 866992.117 C26H50NO7P 1-Linoleoyl-sn-glycero-3-

phosphorylcholine

GP PC 578.3463 519.3325 8.2745 M+CH3COO 6.23187756 MS2-Search-DB 0.9219 rp - 11988421 HMDB0010386 - - --

MW0012929 1509.07442 1377.34447 1434.98301 1214.51684 1528.13769 1268.02193 1039.92464 1156.27621 1088.41826 1126.83332 1253.44045 1061.66558 1068.72131 1104.26423 1046.78335 C26H55N2O7P Methylcarbamyl PAF C-16 GP PC 580.4107 538.3747 9.118 M+CH3CN+H 7.24003638 MS2-Search-DB 0.7274 rp 91575-58-5 124663 - 43418 - --

MW0012931 30420.7585 32192.1851 28131.256 27189.673 30966.544 23548.1738 24353.2226 26795.8333 23906.781 26199.6165 29811.5161 26179.8037 21854.1822 30854.3405 26735.6708 C26H54NO7P 1-O-Hexadecyl-2-O-acetyl-sn-

glyceryl-3-phosphorylcholine

GP PC 522.3549 523.3638 10.5179 M-H 4.50893807 MS2-Search-DB 0.7393 rp 74389-68-7 108156 HMDB0062195 34488 - --

MW0012942 5324.28596 18430.6929 19382.7644 4000.39491 13728.1131 13283.7333 15321.9098 24186.5168 29777.4353 1426.41815 12969.3195 23269.3632 13293.5212 11592.558 30730.5845 C42H82NO8P 1-Oleoyl-2-palmitoyl-sn-glycero-3-

phosphocholine

GP PC 818.5859 759.5778 12.1297 M+CH3COO 2.73218857 MS2-Search-DB 0.7442 rp 59491-62-2 24778933 HMDB0008100 - - --

MW0012956 1752.85912 3828.2158 3041.27398 170.427978 81.9505196 7923.25901 98676.299 114675.796 106802.914 165.706889 1934.15337 60187.1772 35040.5178 139502.58 90687.277 C44H80NO8P 1-Palmitoyl-2-arachidonoyl-sn-

glycero-3-phosphocholine

GP PC 840.5734 781.5622 10.1191 M+CH3COO 4.88456293 MS2-Search-DB 0.8109 rp 35418-58-7 10747814 HMDB0007982 - - --

MW0012960 14974.0004 46444.9636 43919.8247 40712.2925 20296.5765 72717.8953 87975.2581 97941.3565 42432.4356 5542.59122 36972.4099 33617.9634 45055.3768 49704.2257 28051.8544 C46H80NO8P 1-Palmitoyl-2-docosahexaenoyl-sn-

glycero-3-phosphocholine

GP PC 828.5551 805.5622 10.9376 M+Na 7.25475689 MS1 0.8479 rp 59403-54-2 6441886 HMDB0007991 - - --

MW0012968 132086.06 318.90622 250.221126 398.163534 155.669067 120510.504 421.403339 546.076692 113604.86 116322.669 106051.111 117737.624 119281.316 113816.143 368.781169 C42H80NO8P 1-Palmitoyl-2-linoleoyl-sn-glycero-3-

phosphocholine

GP PC 848.5581 757.5622 12.1506 M+Na+NaCOOH 11.6744173 MS1 0.5289 rp 17708-90-6 5287971 HMDB0007973 - - --

MW0012989 418384.574 418335.645 393154.344 182588.507 200824.202 461385.147 578979.219 600938.042 518191.446 242062.712 195935.819 449410.085 550231.17 530107.904 504547.932 C47H83O13P 1-Stearoyl-2-arachidonoyl-sn-glycero-

3-phospho-(1'-myo-inositol)

GP PI 885.5486 886.5571 12.1048 M-H 4.56858982 MS2-Search-DB 0.8759 rp - - HMDB0009815 - - --

MW0012995 128829.575 86939.7007 52294.4512 2949.93295 103276.576 34718.2451 45918.031 51569.8139 42497.6529 8904.96069 91292.0544 25959.0971 32647.2227 46571.1314 38737.1991 C48H84NO8P 1-Stearoyl-2-docosahexaenoyl-sn-

glycero-3-phosphocholine

GP PC 806.5718 833.5935 9.8243 M+H-C2H4 3.05183806 MS1 0.6792 rp - 24778876 HMDB0008057 - - --

MW0012997 78.8451178 718.568493 84.9215688 101.223587 74.5265888 489.848894 280.003814 650.014347 411.228813 620.427868 353.589419 291.326557 483.879 122.609971 227.911227 C21H43O7P 1-Stearoyl-2-hydroxy-sn-glycero-3-

phosphate

GP PA 502.2923 438.2746 9.0764 M+CH3CN+Na 3.70303683 MS2-MetDNA 0.9145 rp 65494-37-3 9547179 - - - --

MW0012999 78953.0382 140008.439 113873.59 88063.2383 95232.3516 110493.547 89964.4119 99114.3137 93724.8363 100581.039 76851.8989 78175.7475 99175.7657 76492.3169 84892.6988 C23H48NO7P 1-Stearoyl-2-hydroxy-sn-glycero-3-

phosphoethanolamine

GP PC 526.2969 481.3168 8.4118 M-H+2Na 18.4525977 MS2-Search-DB 0.5867 rp 69747-55-3 9547068 HMDB0011130 - C21484 ko04216

MW0013002 41915.9483 38992.4626 41076.1626 30513.404 57881.3476 36978.5754 41785.8013 2088.54776 27003.3623 45076.7605 61462.9775 41132.841 43689.9865 41825.3235 52981.5176 C44H84NO8P 1-Stearoyl-2-linoleoyl-sn-glycero-3-

phosphocholine

GP PC 844.6039 785.5935 9.8534 M+CH3COO 4.1906338 MS2-Search-DB 0.7545 rp 27098-24-4 6441487 HMDB0008039 - - --

MW0013368 21301.6759 20774.7818 21330.593 21104.6826 21275.7528 19990.8558 21713.7903 21531.9324 20606.4494 21151.9759 21381.3271 22192.9143 20599.3219 21826.4163 20302.6789 C29H50O6 28-Homobrassinolide Aldehyde,Ketones,Esters Esters 493.3568 494.3607 7.8926 M-H 15.4332547 MS2-Insilico 0.7051 rp - 11038340 HMDB0030423 - - --

MW0013599 22268.6547 12090.4013 6126.80119 12898.611 25519.8323 11823.0193 5659.78824 9718.21704 5188.87348 10596.7992 16449.5557 6389.97423 6434.51823 4629.72112 5968.85765 C44H80NO7P 2-O-(5,8,11,14,17-Eicosapentaenoyl)-

1-O-hexadecylglycero-3-

phosphocholine

GP PC 764.5531 765.5672 10.4123 M-H 0.2445617 MS2-Insilico 0.5788 rp - 11422847 HMDB0039528 - - --

MW0013613 199656.618 831562.231 771874.71 631019.271 653416.053 619428.984 680024.872 929478.443 642021.352 741602.71 483680.693 670160.037 463522.866 308635.831 824541.256 C42H82NO8P 2-Oleoyl-1-palmitoyl-sn-glycero-3-

phosphocholine

GP PC 760.5874 759.5778 11.8682 M+H 0.25553663 MS1 0.9937 rp 26853-31-6 5497103 HMDB0007972 - - --

MW0013735 1030075.63 1046017.93 943988.548 937803.323 860375.568 939803.432 925035.614 935350.645 885949.64 2873.30194 827041.583 918179.073 930217.589 887597.33 922066.341 C31H50O10 3-(alpha-L-

Arabinofuranosyloxy)pimara-8(14),15-

dien-12-yl 6-deoxy-beta-D-

galactopyranoside

Steroids Steroid 621.3139 582.3404 11.6355 M+K 18.2053435 MS1 0.7012 rp - 24013853 - - - --

MW0013819 14086.8765 15559.1071 13932.0386 14250.2216 12980.0358 13215.7389 14450.1036 13664.6104 15002.5027 18809.7458 14164.2662 15715.0374 15645.7648 13704.3144 16285.2288 C9H8O2 3,4-Dihydrocoumarin Aldehyde,Ketones,Esters Ketones 147.0453 148.0524 1.8353 M-H 1.42625 MS1 0.9656 rp 119-84-6 660 HMDB0034527 - C02274 --

MW0013846 498077.86 519363.193 785175.602 579362.429 712244.142 729512.458 239229.097 278625.484 534131.645 454541.195 374411.78 302754.778 563281.952 371223.686 391840.752 C26H52NO9P 3,5,9-Trioxa-4-phosphatetracosan-1-

aminium,7-(acetyloxy)-24-carboxy-4-

hydroxy-N,N,N-trimethyl-,inner salt,4-

oxide,(R)-

GP PC 552.33 553.338 8.0769 M-H 7.17378654 MS1 0.8493 rp 129879-41-0 195638 - - - --

MW0013858 1056.65607 1838.4391 258.188247 1941.455 3011.28346 435.707041 2113.67111 1189.7438 1638.10218 696.984787 1210.24372 8852.4145 5541.69098 6670.78021 1049.25607 C24H38O5 3,7-Dihydroxy-12-oxocholanoic acid Organic acid And Its derivatives Organic acid And Its derivatives 405.2639 406.2719 6.8786 M-H 2.27557468 MS1 0.9462 rp 2458-08-4 94235 HMDB0000400 - - --

MW0013961 3814.85466 3724.10301 4244.98651 4276.36894 4852.67436 2303.29094 2570.68219 2354.02512 2946.56429 3819.3738 3947.65889 2391.41902 2191.5207 2240.62441 2497.80645 C27H48O3 3beta,5alpha,6beta-

Trihydroxycholestane

Alcohol and amines Alcohols 438.3816 420.3603 10.9127 M+H+NH3 29.3699506 MS1 0.6151 rp 1253-84-5 91498 HMDB0003990 - C05425 --

MW0014337 10305.7965 12529.4037 13279.8208 18659.915 14465.6569 11621.2738 11192.5074 6417.53312 9328.57068 5861.62924 11874.0257 9352.91898 11325.8431 11118.3041 11396.8106 C4H5F3O2 4,4,4-Trifluorobutyric acid Organic acid And Its derivatives Organic acid And Its derivatives 447.0372 142.0242 0.6971 3M-2H+Na 0.41025 MS1 0.9898 rp 406-93-9 2777085 - - - --

MW0014575 16048.1303 64398.1534 50564.0456 50083.7695 59157.6215 59724.6564 16171.3754 46623.7702 44694.9994 60800.527 67123.237 60938.612 43643.1798 44548.6636 47425.2584 C30H50O4 5-(3-Hydroxy-4,4,10,13,14-

pentamethyl-2,3,5,6,9,11,12,15,16,17-

decahydro-1H-

cyclopenta[a]phenanthren-17-yl)-2-(2-

hydroxypropan-2-yl)oxan-3-ol

Alcohol and amines Alcohols 445.3525 474.3709 11.9635 M-H-CO 10.3512899 MS1 0.798 rp - 320908 - - - --

MW0014603 2807.36652 5215.39302 1270.96265 5005.46394 3550.06562 2514.17815 1716.42751 4192.11443 1583.1105 3149.69614 2994.77736 2826.70844 3068.02199 2946.76845 3707.82348 C20H32O4 5(S),12(S)-DiHETE Organic acid And Its derivatives Organic acid And Its derivatives 359.2211 336.2301 8.5613 M+Na 4.851 MS1 0.8923 rp 73151-67-4 169 - 43391 - --

MW0014607 6131.9844 5546.95862 5656.82828 5429.71957 6655.57276 5419.81864 5002.09148 5169.9264 5090.48542 3867.74103 6108.95564 3060.62292 5269.37111 4482.90063 5889.8807 C20H32O4 5(S),6(R)-11-trans DiHETE Organic acid And Its derivatives Organic acid And Its derivatives 335.2194 336.2301 10.9499 M-H 0.06739014 MS2-Search-DB 0.6861 rp - 3246879 - 45166 - --

MW0014628 37242.6917 56696.3621 26966.0864 26502.554 45978.38 26566.4533 28763.9684 29480.9149 23233.5597 26591.7838 39063.7364 18795.756 35326.7397 37962.7355 48889.5509 C20H34O4 5,6-DHET Organic acid And Its derivatives Organic acid And Its derivatives 359.2198 338.2457 10.6342 M+Na-2H 1.525 MS2-MetDNA 0.9978 rp 213382-49-1 5283142 HMDB0002343 - C14772 ko00590,ko01100,ko04726

MW0014686 1207289.93 1242073.78 1241111.09 1224599.51 1230451.1 1231533.88 1224339.27 1211341.88 1189406.36 1226745.72 1212663.33 1220551.5 1196661.65 1221836.76 1173553.7 C19H32O2 5alpha-Androstane-3alpha,17beta-diol Hormones and hormone related compounds Hormones and hormone related compounds 292.2385 292.2402 6.9079 M+ 3.46928711 MS2-Search-DB 0.7157 rp 1852-53-5 15818 HMDB0000554 - C03852 ko00140

MW0014855 98963.5275 105789.147 128467.475 137068.308 96569.2916 122945.718 99914.3916 129832.016 133161.817 161207.837 109712.907 213891.987 103176.542 116816.199 70258.2597 C20H34O2 Sciadonic acid FA FFA 365.2661 306.2559 10.925 M+CH3COO 1.1936084 MS2-Search-DB 0.6748 rp 7019-85-4 445084 HMDB0031058 35044 - --

MW0015214 9748.58531 6128.78771 4392.61155 5016.31311 5036.46632 5241.78108 12253.9374 15486.4419 10315.5161 10944.9773 9615.4885 4645.23868 16184.6533 4080.3958 7338.5488 C9H17NO3 8-Amino-7-oxononanoic acid Organic acid And Its derivatives Organic acid And Its derivatives 170.1171 187.1208 3.5513 M+H-H2O 0.39125 MS1 0.7403 rp 4707-58-8 173 HMDB0037790 - C01092 ko00780,ko01100,ko01240

MW0015273 64754.8783 48082.6102 42759.694 43394.7913 36001.2336 52923.2908 47470.8343 62232.1313 52491.8368 49304.9593 49994.4425 50322.133 47287.8166 52792.8985 52267.1666 C25H34O5 8,10-Dihydroxy-3-longipinen-5-

one,diangeloyl

Aldehyde,Ketones,Esters Ketones 432.2807 414.2406 3.302 M+H+NH3 12.9770716 MS1 0.7613 rp - 23928004 - - - --

MW0015446 205834.757 276917.685 201612.656 142907.227 236465.115 153819.237 109867.414 134624.98 95666.3442 110087.769 134247.103 90600.3774 246259.677 178481.17 249298.203 C17H32O2 9E-Heptadecenoic acid FA Oxidized lipids 267.2327 268.2402 11.3903 M-H 4.90820313 MS2-Insilico 0.8539 rp - 5312440 HMDB0031046 - C16536 --

MW0015514 1297.25545 1351.11606 1225.05744 1100.56032 1630.78021 866.002976 632.179695 825.456448 804.901638 463.92183 1317.40294 371.91657 1011.63706 766.092365 1115.48937 C20H31FO4 9alpha-Fluoro-17alpha-methyl-4-

androstene-

3alpha,6beta,11beta,17beta-tetrol

Alcohol and amines Alcohols 338.1944 354.2206 10.9499 M-H-CH3 5.9055 MS1 0.6222 rp 148505-57-1 92135909 - - - --

MW0015653 41647.6987 54871.669 28893.8798 31010.9934 59021.2041 27479.2605 34025.7978 31712.6574 21481.8923 14951.3927 46272.4529 15519.2277 32461.6052 33484.6637 49581.3172 C17H28O2 Farnesyl acetate Aldehyde,Ketones,Esters Esters 309.2045 264.2089 10.7505 M+HCOO 2.377875 MS2-Insilico 0.6322 rp 4128-17-0 638500 HMDB0240268 46229 - --

MW0015670 31997.8696 26659.6332 34223.8265 32772.7703 31881.9058 29742.5567 25234.9798 31807.3048 30948.562 33959.9323 32563.2621 32673.5133 31072.6181 33715.1937 28874.4579 C30H46O2 alpha,gamma-Onoceradienedione Others Others 437.3411 438.3498 7.7844 M-H 7.01924852 MS2-Insilico 0.8691 rp - 101596842 HMDB0036787 - - --

MW0015712 4395.39227 1278.95592 1710.28251 1359.68478 19695.3804 5972.77737 21068.5357 27486.0379 1201.20219 4047.75543 11002.1019 80778.1688 25278.8143 8090.05215 122100.819 C24H40O5 alpha-Muricholic acid Organic acid And Its derivatives Organic acid And Its derivatives 407.2796 408.2876 6.4051 M-H 6.65347422 MS2-Search-Local 0.911 rp 2393-58-0 5283852 HMDB0000506 - C17647 --

MW0016013 4666.33418 7400.9806 15863.3864 8327.63179 9418.42702 31281.8629 3491.04625 14100.9547 10335.5619 13125.1881 3934.00869 4237.15447 11320.1461 11354.3096 11002.1082 C19H36O4 Avocadene 1-acetate FA Others 387.274 328.2614 10.4015 M+CH3COO 5.30778711 MS2-Insilico 0.8091 rp - 3624980 HMDB0031043 - - --

MW0016240 10735.7582 9360.85965 9896.52982 10470.9732 9695.35143 6932.92143 7546.71639 6119.82374 8832.05207 9782.26406 9994.0291 9096.8391 7112.11355 8278.91604 9864.29156 C24H34O4 Bufalin Heterocyclic compounds Heterocyclic compounds 385.2355 386.2457 11.0496 M-H 0.70909326 MS2-Search-DB 0.7293 rp 465-21-4 9547215 - 41800 C16922 --

MW0016279 3183.23658 6434.38265 435.415468 8807.56071 4077.59476 5792.22144 3495.49147 4984.66165 7695.97643 2772.84502 2815.95457 6648.5245 2416.91871 1439.83688 3252.05356 C24H47NO3 C-6 Ceramide SL Cer 420.3428 397.3556 7.7803 M+Na 1.48625 MS1 0.7142 rp 124753-97-5 5702613 - 63012 - --

MW0016910 971.374814 497.598663 288.882224 515.547939 6051.89822 2551.19238 802.093305 146.069285 138.810375 2232.32241 2253.41973 1824.71174 620.337576 1805.5853 1661.09686 C45H78O2 CE(18:1) FA Others 689.5615 650.6002 10.6925 M+K 1.8167873 MS1 0.7066 rp 303-43-5 5283632 HMDB0000918 - C14641 --

MW0017015 22241.3164 11502.3389 23640.3163 20831.6456 46506.1171 33916.5726 19606.5742 29108.9754 12179.8235 6399.30276 9760.84099 28977.1473 19461.9023 13425.2257 10681.8137 C34H68NO6P CerP(d18:1/16:0) SL Cer 574.4491 617.4784 11.8971 M-H-COCH2 18.5049565 MS1 0.6982 rp - 5283581 HMDB0010700 - - --

MW0017083 70360.1451 73442.5343 49060.8832 78057.3667 105651.174 72392.4263 56152.6998 69056.6415 84043.436 73604.5699 134212.965 36962.0181 72280.5621 80395.7081 47690.2678 C27H46O4S Cholesterol sulfate Hormones and hormone related compounds Hormones and hormone related compounds 465.3037 466.3117 11.2573 M-H 1.46140898 MS2-MetDNA 0.802 rp 1256-86-6 65076 HMDB0000653 5625 C18043 ko00140

MW0017091 400.794087 4525.90303 2887.24535 3526.10204 2295.10367 518.152224 2173.87616 3050.97565 3040.88726 695.025948 1550.58814 8572.43949 2951.3741 1051.77456 12686.779 C24H40O5 Cholic acid Bile acids Bile acids 443.256 408.2876 6.4051 M+Cl 2.18834686 MS2-MetDNA 0.9692 rp 81-25-4 221493 HMDB0000619 206 C00695 ko00120,ko01100,ko04976

MW0017167 100352.936 79365.4536 64539.5857 61938.3873 79711.1852 45173.3892 81691.7494 62711.6152 43762.7171 37618.2618 71380.9538 106345.335 120121.488 51274.3455 109525.613 C22H34O2 cis-7,10,13,16,19-Docosapentaenoic

acid

FA FFA 329.2481 330.2559 11.3653 M-H 1.2 MS2-MetDNA 0.9964 rp 24880-45-3 5497182 HMDB0006528 - C16513 ko01040

MW0049055 15954.7755 26406.3423 21900.5534 23337.148 36360.6463 28250.9214 29634.1477 26373.8752 22575.0067 26870.3757 28590.1768 19584.8847 17116.0899 16569.1164 19597.7211 C4H6O2 Crotonic acid Organic acid And Its derivatives Organic acid And Its derivatives 87.0445 86.0368 9.0183 M+H 2.32503066 MS2-Search-DB 0.7332 rp 107-93-7 637090 HMDB0010720 - C01771 --

MW0049152 4350.32829 4546.05798 5293.92931 4291.55991 4558.68491 4941.19864 2831.86286 3847.9731 5088.10862 5804.30511 2872.84255 4139.20724 4384.85596 3673.17269 4090.97793 C6H12N2O3 Daminozide FA Others 131.0832 160.0848 0.7968 M-H-CO 1.98075 MS1 0.7029 rp 1596-84-5 15331 - - C10996 --

MW0049181 3360.60268 3113.80528 3015.15654 3583.83785 2840.55003 2858.63427 2730.41761 2554.6465 2610.47769 3275.56638 2836.2082 2574.15559 2817.91765 2675.95808 2686.12422 C13H18O dehydro-beta-Ionone Aldehyde,Ketones,Esters Ketones 155.1306 190.1358 12.134 M+H-2H2O 22.2756292 MS2-Search-DB 0.5319 rp - 5352711 HMDB0059904 263641 - --

MW0049242 1105.64589 942.931191 524.733694 1081.38213 948.078433 364.12766 301.121055 332.095055 263.521064 1037.49248 874.78286 309.625722 199.350377 253.940934 222.51567 C33H50O2 Deterrol stearate Aldehyde,Ketones,Esters Esters 496.423 478.3811 11.4029 M+H+NH3 16.5534743 MS1 0.7185 rp - 57473060 HMDB0034578 - - --

MW0050932 235.752362 326.945597 771.600027 299.719933 155.678534 117.690578 400.38793 821.750179 405.188751 255.313998 161.074109 256.738981 208.822559 135.996125 620.899648 C47H82O5 DG(22:1(13Z)/22:4(7Z,10Z,13Z,16Z)

/0:0)

GL DG 895.5777 726.6162 10.4023 M+Cl+CF3COOH 7.19229409 MS1 0.599 rp - 9543953 HMDB0007640 - - --

MW0052326 995.262981 1260.95384 158.130948 948.051184 667.676264 282.709967 403.952036 1055.57337 573.80517 858.838284 634.264388 653.849724 728.052817 628.491566 1048.70352 C18H34O4 Dibutyl sebacate Aldehyde,Ketones,Esters Esters 417.203 314.2457 9.3464 M+Cl+NaCOOH 0.72575 MS1 0.7322 rp 109-43-3 7986 HMDB0041220 - D03782 --

MW0052351 5860.97667 4321.28451 4540.28293 4982.06402 5745.39544 6352.27178 6692.81803 5249.16517 5991.91431 5997.35123 4370.4628 6489.03493 6900.57123 8555.92998 18601.5437 C41H64O17 Digitoxigenin 3-[glucosyl-(1->6)-

glucosyl-(1->4)-2,6-

dideoxyribohexoside]

Steroids Steroid 851.4019 828.4144 8.0545 M+Na 1.63082907 MS1 0.9608 rp - 75072220 HMDB0034321 - - --

MW0052448 3808.79287 3343.47687 2207.68122 2179.6555 3015.87749 1274.66251 2541.78527 1760.14069 1072.65566 2092.19605 2496.53676 2266.09526 3375.19328 1681.36991 4477.77603 C22H32O2 Docosahexaenoic acid FA FFA 655.4709 328.2402 10.8917 2M-H 3.44789099 MS2-MetDNA 0.9152 rp 6217-54-5 445580 HMDB0002183 3457 C06429 ko01040

MW0052452 162948.487 155462.477 151474.521 155591.49 152732.385 153294.382 187319.028 158210.232 164655.707 175815.415 165704.163 165551.196 158887.195 154553.847 154572.891 C22H45NO Docosanamide FA Others 362.3269 339.3501 6.0355 M+Na 24.1057739 MS2-Search-DB 0.5476 rp 3061-75-4 76468 HMDB0000583 5565 - --

MW0052469 39976.3645 31720.4605 25296.301 36565.5777 30372.6343 25964.1248 43064.0594 28346.2196 42941.6188 38464.3954 37318.7891 29840.2928 34367.0911 33798.1187 36990.4326 C12H24O2 Lauric acid FA FFA 218.2117 200.1776 4.0664 M+NH4 6.68220215 MS2-Search-DB 0.6401 rp 143-07-7 3893 HMDB0000638 357 C02679 ko00061,ko01100

MW0052473 806.828923 820.686553 1372.59867 801.187973 1217.6776 1099.47077 547.563082 449.095173 805.343219 770.270389 691.76225 537.520557 811.770999 888.49747 860.046709 C60H100O7P2 Dodecaprenyl diphosphate Organic acid And Its derivatives Phosphoric acids 1063.6732 994.6944 8.8604 M+Na+HCOOH 3.44820653 MS1 0.9208 rp - 25246061 HMDB0012217 - - --

MW0052475 25083.1443 29510.0736 13309.7943 21391.7619 30203.0526 13063.9329 23033.342 16105.0212 14819.1084 8623.52548 33280.683 10927.7314 25519.5564 26484.6515 45297.4011 C14H28O2 Dodecyl acetate FA Others 249.1859 228.2089 9.9944 M+Na-2H 11.3532168 MS2-Insilico 0.5751 rp - 8205 HMDB0038969 - - --

MW0052530 13922.5641 22331.261 6710042.6 6666076.89 6115706.3 6680299.18 6575321.69 6648642.81 6297491.46 6448148.56 5878762.26 6526584.15 6612156.12 6309203.55 6554215.56 C26H54NO7P enantio-PAF C-16 GP PC 808.0368 523.3638 9.9489 3M+2Na 8.04347992 MS1 0.5844 rp 117985-57-6 2499 - 43413 - --

MW0052615 29.9632231 364.165869 173.744625 100.16959 191.082242 34.8232163 353.297179 24.8283331 158.748864 326.27216 86.3649957 300.834701 6.76619929 5.60221059 387.450209 C22H43NO Erucamide FA Others 675.6786 337.3345 11.6687 2M+H 6.96885236 MS2-Search-DB 0.9162 rp 112-84-5 5365371 - 64926 - --

MW0052616 24248.4614 20753.9464 22004.9857 35396.5689 21608.0294 15985.0763 21107.0238 17041.9163 21583.6736 20542.3876 18838.2076 15864.2324 17173.7467 17782.3271 37086.3483 C22H42O2 Erucic acid FA FFA 337.3103 338.3185 11.5702 M-H 4.70993799 MS2-Search-Local 0.7061 rp 112-86-7 5281116 HMDB0002068 3555 C08316 ko01040

MW0052792 2303.24054 4329.94599 3176.75652 2901.00672 3405.78267 3669.49805 2434.71365 3812.1378 2449.00856 2667.04278 2917.19962 4048.49008 3859.10291 3608.65254 3487.0768 C18H36O2 Stearic Acid FA FFA 319.2399 284.2715 10.9499 M+Cl 2.575 MS2-MetDNA 0.9613 rp 57-11-4 5281 HMDB0000827 189 C01530 ko00061,ko01040

MW0052793 23151.7166 38870.7378 5297.15415 22459.0955 18322.9993 7917.8435 8548.39166 17055.7811 6813.57539 13708.0228 17493.9979 12713.9209 15650.2448 9971.36441 19978.5164 C20H30O2 Eicosapentaenoic Acid FA FFA 303.2342 302.2246 9.3506 M+H 8.33729248 MS2-Search-Local 0.8262 rp 10417-94-4 446284 HMDB0001999 6423 C06428 ko01040

MW0052812 2261.93549 2561.13882 2515.49852 2024.21526 2733.55666 2690.3402 2504.67503 3119.97648 2376.55286 1749.86502 2929.35517 1745.99393 3082.43725 2560.07898 2701.11065 C34H66O4 FAHFA(16:0/9-O-18:0) FA FFA 537.4871 538.4961 10.9499 M-H 3.91982083 MS1 0.911 rp 1481636-31-0 72189985 HMDB0112106 263599 - --

MW0052943 83674.0489 94801.6787 68830.811 82576.7475 82130.026 62317.99 68035.196 56285.0392 69703.6159 63834.9869 67489.6088 53778.9847 53391.8175 70482.1296 59680.0481 C32H47F5O3S Fulvestrant Benzene and substituted derivatives Benzene and substituted derivatives 605.3193 606.3166 8.4823 M-H 23.6762867 MS2-Search-DB 0.547 rp 129453-61-8 104741 - 45325 D01161 --

MW0052998 2215412.16 3063452.81 1683335.26 1738002.85 2668331.09 1685539.52 1986749.54 1797522.17 1541984.72 1744561.88 2364103.7 1318736.52 2350739.78 2439311.88 2993976.37 C18H30O2 gamma-Linolenic acid FA FFA 277.2178 278.2246 10.6342 M-H 6.38172608 MS2-Search-Local 0.9448 rp 506-26-3 5280933 HMDB0003073 - C06426 ko00591,ko01040,ko01100

MW0053460 3657.31214 3475.37037 3371.09148 3582.0646 3543.18325 3152.29448 3714.15492 4168.35097 3667.76701 3545.2613 3970.98118 4154.19683 3306.51354 3669.76544 4174.69458 C30H46O2 Ganoderol A Alcohol and amines Alcohols 439.359 438.3498 8.4201 M+H 5.06236997 MS1 0.8882 rp - 13934284 HMDB0035728 - - --

MW0053732 45232.0386 40341.7481 66206.7141 47044.546 57841.0852 58851.6966 19197.0286 21232.3284 42065.3111 36107.9888 28988.314 23053.9387 44903.0927 29078.6301 30457.9286 C23H46NO7P Glycerophospho-N-Oleoyl

Ethanolamine

GP LPG 478.2927 479.3012 8.0834 M-H 5.25339001 MS2-Search-DB 0.7255 rp 201738-24-1 53393982 - 45335 - --

MW0053763 610.377841 735.582974 694.619798 780.823378 652.629528 546.757081 893.775522 810.379696 524.564615 365.094011 483.184726 759.550233 385.982305 769.197683 784.656256 C31H44O6 Glyuranolide Aldehyde,Ketones,Esters Esters 603.3013 512.3138 8.6195 M+Na+NaCOOH 4.31511021 MS1 0.653 rp - 195396 HMDB0038745 - - --

MW0053885 1878.46799 1305.72908 1638.46342 1200.91062 1388.68959 1383.88936 1056.08643 934.583578 743.782837 749.783953 1261.89678 1370.80788 1678.04474 803.237856 1382.47829 C37H54O6 Hericenone H Aldehyde,Ketones,Esters Esters 631.3342 594.392 8.9808 M-2H+K 1.7491853 MS1 0.7081 rp - 10416073 HMDB0039595 - - --

MW0054004 111495.063 105.401377 136341.066 122247.619 77312.6111 202919.957 68463.0902 12417.6147 336950.9 276496.55 22245.155 18535.2349 240204.318 209101.364 504.447986 C5H4N4O Hypoxanthine Heterocyclic compounds Heterocyclic compounds 137.0459 136.0385 1.2997 M+H 4.0528645 MS2-Search-Local 0.934 rp 146469-94-5 135398638 HMDB0000157 - C00262 ko00230,ko01100

MW0054023 538377.729 530267.885 540713.219 522298.407 534021.447 501929.726 524962.319 517251.637 532584.09 482648.944 526820.048 523516.575 524094.912 525697.71 518092.117 C6H12O6 Inositol Alcohol and amines Alcohols 217.003 180.0634 12.4953 M+K-2H 18.5563395 MS2-Search-Local 0.5547 rp 643-12-9 892 HMDB0000211 144 C19891 ko00562,ko01100

MW0054114 633159.341 605393.519 605359.807 635365.422 677891.488 602243.734 656707.172 671631.818 617133.958 571096.231 584331.445 581621.078 559134.588 638932.189 612088.568 C5H12O7P2 Isopentenyl pyrophosphate Organic acid And Its derivatives Phosphoric acids 515.0138 246.0058 0.7015 2M+Na 24.1055864 MS2-Search-Local 0.8048 rp 358-71-4 1195 HMDB0001347 - C00129 ko00900,ko01100,ko04216

MW0054155 20194.5794 19832.4529 18322.0294 18690.5764 18651.953 18374.2047 21220.9489 20166.9636 18166.9988 18431.1481 18503.0221 19879.5334 18002.3344 19005.4585 17817.1396 C5H10O2 Isovaleric acid FA FFA 222.1704 102.0681 6.3679 2M+NH4 3.58582568 MS2-Search-DB 0.5625 rp 503-74-2 10430 HMDB0000718 - C08262 ko04974

MW0054284 59762.7132 52588.0594 56799.6832 53993.5853 57181.7312 54844.8078 61386.7925 58940.0403 63040.9979 59790.1202 55497.6501 56652.9833 59608.4886 56925.9564 70884.6343 C25H39NO4 Latanoprost ethyl amide Hormones and hormone related compounds Hormones and hormone related compounds 473.2681 417.2879 7.8302 M+K+NH3 26.1430656 MS1 0.6353 rp - 10287826 - 45716 - --

MW0054374 3131.68827 4179.48576 2250.49405 2131.97119 3984.84965 2287.48232 2986.58775 3141.75676 1706.98481 2215.38212 2912.88632 2274.94071 4096.96946 4088.60298 6066.7759 C18H32O2 Linoleic acid FA FFA 315.2093 280.2402 11.1816 M+Cl 0.825 MS2-MetDNA 0.9791 rp 60-33-3 5280450 HMDB0000673 - C01595 ko00591,ko01040,ko01100

MW0054376 422045.046 755783.404 531379.991 553271.19 485828.004 614856.492 378686.308 426489.875 389265.399 397978.105 334063.625 484326.505 424256.907 404222.636 627429.98 C18H28D4O2 Linoleic Acid-d4 FA FFA 283.2639 284.2653 10.6757 M-H 21.8429886 MS2-Search-DB 0.8331 rp 79050-23-0 12311285 - 96528 - --

MW0054394 654.446374 606.941816 900.934222 217.917061 645.418693 1708.68237 124.304775 1529.26499 993.389969 1783.13527 417.943578 424.431405 761.288324 1680.38518 638.098603 C24H40O3 Lithocholic acid Bile acids Bile acids 411.2743 376.2977 10.0819 M+Cl 10.63675 MS1 0.5438 rp 434-13-9 9903 HMDB0000761 - C03990 ko04976

MW0054485 22032.1101 20289.7027 18972.455 18885.6298 19324.9676 14533.5941 17442.4584 16258.3243 15060.9601 17346.6536 18794.28 17390.8315 16870.7079 15316.1131 19045.7277 C19H39O7P LysoPA(16:0/0:0) GP LPA 409.2349 410.2433 10.89 M-H 5.70010754 MS2-Search-DB 0.6021 rp 22002-85-3 89566 HMDB0007853 5316 C04036 --

MW0054522 12583.3608 10820.5944 9470.34533 11857.0662 10763.6857 8435.5746 9870.83909 9425.90179 7958.93503 10483.8779 13304.218 11576.5325 10675.4572 10615.4596 10526.5938 C24H52NO6P Lyso-PAF C-16 GP LPC 540.3656 481.3532 9.0971 M+CH3COO 5.53124196 MS2-Search-DB 0.8703 rp 52691-62-0 3983 - 24070 C13903 --

MW0054536 1115744.62 1171728.83 1155919.58 1064104.23 1212030.05 1250873.2 1068789.75 878741.715 1093798.42 1047893.32 1001999.75 938257 1098537.32 1087699.49 784051.795 C27H53NO7P LysoPC(18:2(9Z,12Z)) GP LPC 1039.6808 534.356 8.445 2M+H 8.65208818 MS2-Insilico 0.5025 rp - 11005824 HMDB0061692 - - --

MW0054537 1578.29977 1726.31462 1610.06225 1282.59993 1834.51745 2032.1815 1194.73022 809.925424 1791.79831 1006.74969 1260.45948 949.550687 1271.01865 1518.26294 925.290251 C26H48NO7P LysoPC(18:3(9Z,12Z,15Z)) GP LPC 552.2843 517.3168 8.0086 M+Cl 3.55702038 MS1 0.6685 rp - 24779469 HMDB0010388 - - --

MW0054541 1570.20966 859.597167 1386.41813 941.172058 1822.84238 1103.19182 428.956448 269.36552 265.277887 694.303278 1064.75228 888.389173 263.679637 556.606542 517.703802 C28H54NO7P LysoPC(20:2(11Z,14Z)) GP LPC 582.3308 547.3638 9.4128 M+Cl 3.27077875 MS1 0.6746 rp - 52924053 HMDB0010392 - - --

MW0054544 50446.568 39081.6563 44224.68 52031.9598 51532.8595 40462.3678 41926.0299 34268.3368 44888.7509 41837.8636 41627.2065 34515.7531 34389.0899 47120.5649 37755.3911 C28H50NO7P LysoPC(20:4(5Z,8Z,11Z,14Z)) GP LPC 528.3085 543.3325 8.4823 M-H-CH2 0.9022108 MS1 0.9779 rp - 24779476 HMDB0010395 - - --

MW0054565 674.625277 1030.76708 697.878528 652.55029 588.850585 131.254742 900.870171 1386.14892 701.887097 881.797607 767.853807 906.872672 990.006304 558.173785 832.741001 C23H46NO7P Lysope 18:1 GP LPE 524.2767 479.3012 8.4284 M-H+2Na 8.0301753 MS2-MetDNA 0.7348 rp - 53480949 HMDB0011506 - - --

MW0054603 275713.785 417647.719 319491.166 254327.783 302433.365 356987.713 263231.392 348421.6 330657.738 403467.12 255866.064 315519.169 381597.407 264359.421 205800.25 C23H44NO7P LysoPE(18:2(9Z,12Z)/0:0) GP PE 476.2779 477.2855 8.3992 M-H 1.13139948 MS1 0.9725 rp - 52925130 HMDB0011507 - - --

MW0054616 53213.553 53066.8349 44694.0649 53901.8511 56495.5616 33102.7208 37502.0894 39369.0741 32797.3631 49709.9018 58012.1669 39338.0557 33919.6103 44423.7531 34381.1995 C27H56NO7P LysoPE(22:0/0:0) GP LPE 1075.7738 537.3794 10.5139 2M+H 6.62395349 MS1 0.859 rp - 52925144 HMDB0011520 - - --

MW0054831 9836.54458 3124.49384 1971.34592 615.554959 5546.89578 4959.50873 6666.18344 8717.2663 12239.6041 39301.3432 22292.66 5785.88465 21637.4346 6650.8833 18594.7046 C9H14O2 Methyl 2-octynoate FA Others 109.1012 154.0994 3.9003 M+H-HCOOH 0.9495 MS1 0.7268 rp 111-12-6 8092 HMDB0031302 - - --

MW0054875 492227.505 496518.913 472432.46 482175.095 481371.475 480043.847 505275.575 492843.003 488078.265 474203.288 476509.628 479581.692 475657.325 480777.231 451057.062 C9H18O2 Methyl octanoate FA Others 205.1445 158.1307 6.3679 M+HCOO+2H 4.29684344 MS2-Search-DB 0.6378 rp 111-11-5 8091 HMDB0031291 87561 - --

MW0054957 41.7137919 46.8887674 32.8156194 62.2883355 19.4408853 31.9604378 27.9279165 28.2656567 22.5719883 24.9566449 25.041748 64.2555273 25.632843 24.4066201 24.9961864 C7H13O6P Mevinphos Organic acid And Its derivatives Phosphoric acids 223.0278 224.045 10.7671 M-H 19.4374288 MS2-Insilico 0.5672 rp 7786-34-7 5355863 - 72467 C18688 --

MW0054969 98087.4531 322379.006 216604.521 114334.139 259403.693 175591.069 107863.506 178148.723 304640.839 178580.187 207863.965 97070.4266 182236.668 164912.235 148979.839 C21H40O4 MG(0:0/18:1(9Z)/0:0) GL MG 372.3033 356.2927 11.7226 M+NH4-2H 21.65 MS2-MetDNA 0.6521 rp - 5319879 HMDB0011537 - - --

MW0055022 14705.34 23689.4376 22837.7374 18121.8186 17051.4051 37470.3163 11892.3277 44490.9497 19707.3152 31199.6956 7987.552 14345.0382 31097.0934 25160.0178 27460.9604 C21H40O4 MG(18:1(9Z)/0:0/0:0) GL MG 391.2617 356.2927 11.3552 M+Cl 0.9 MS2-MetDNA 0.9525 rp - 12178130 HMDB0011567 - - --

MW0055180 55591.1053 39099.4576 37967.1772 48454.2051 41395.4398 38101.1003 74569.0119 41927.6423 49865.2251 54061.4991 48137.7804 44200.6756 48201.4344 44635.4929 43134.8584 C14H28O2 Myristic acid FA Others 246.2423 228.2089 5.0717 M+NH4 7.11008325 MS2-Search-DB 0.7094 rp 544-63-8 11005 HMDB0000806 - C06424 ko00061,ko01100

MW0055309 135339.098 110.516494 124028.329 123215.667 113042.625 463.30758 820.055705 604.318716 116402.739 119187.483 125.376729 120637.285 122218.996 852.330673 121148.024 C39H82N2O6P N-hexadecanoylsphinganine-1-

phosphocholine

SL SM 744.5563 705.5911 10.9044 M+K 7.01435382 MS1 0.6021 rp - 9939965 HMDB0010168 - - --

MW0055323 3754.32139 5602.32208 3520.07141 4132.0009 4101.77966 3068.32659 3414.15979 3732.62265 5412.49995 2709.67989 4240.9904 2894.31998 3259.96293 4156.36979 2707.5555 C35H71N2O6P N-Lauroyl-D-erythro-

sphingosylphosphorylcholine

SL SM 627.4973 646.505 11.9719 M-H2O-H 24.976117 MS2-Search-DB 0.602 rp 474923-21-2 44260123 HMDB0012096 - - --

MW0055349 60482.8326 55280.2718 52321.9648 58487.0425 52598.8258 52365.8596 55624.7569 58415.9874 55425.1609 54814.1022 54659.8525 53187.0347 57396.2453 53082.5235 56685.8893 C9H18O2 Nonanoic acid FA FFA 157.1235 158.1307 7.7912 M-H 0.3 MS2-MetDNA 0.6831 rp 112-05-0 8158 HMDB0000847 5810 C01601 --

MW0055441 1164.90376 1129.01703 1049.28111 1091.52408 1118.75482 1154.68694 1456.91988 1362.2124 1448.56247 1222.35455 1311.28458 1321.93928 1471.61202 1254.80768 1236.49441 C8H16O2 Octanoic acid Organic acid And Its derivatives Organic acid And Its derivatives 258.1437 144.115 4.8557 3M+2Na+K-H 2.4255 MS1 0.6929 rp 124-07-2 379 HMDB0062511 112 C06423 ko00061,ko00785,ko01100,ko01240

MW0055474 179.9973 602.793841 532.100592 204.549307 234.792704 489.268833 420.839508 481.19032 680.428408 444.228466 274.855828 617.823115 590.865549 179.794045 273.110104 C18H26O11 Oleoside dimethyl ester Terpenoids Terpene 363.0994 418.1475 4.1038 M+H-C4H8 1.1675292 MS1 0.7216 rp - 14038300 HMDB0031350 - - --

MW0055517 1177.62687 870.752775 237.989652 787.831105 849.412357 771.197865 1507.36258 1004.39729 1241.5409 1206.37591 971.875208 927.830685 764.447917 1004.81275 1887.86037 C8H10 O-Xylene Benzene and substituted derivatives Benzene and substituted derivatives 79.0546 106.0783 7.8302 M+H-C2H4 5.626 MS1 0.6274 rp 95-47-6 7237 HMDB0059851 66607 C07212 ko01100

MW0056066 27173.2449 15063.8757 12804.0928 43926.993 18966.1815 12832.5415 7668.1771 5312.6653 13024.5647 28970.3018 16659.8586 6032.85922 5856.35142 5627.35021 2013.48861 C47H83O8P PA(20:4(5Z,8Z,11Z,14Z)/24:1(15Z)) GP PA 829.5573 806.5826 11.7352 M+Na 16.8081094 MS1 0.7158 rp - 131822018 HMDB0115170 - - --

MW0056734 6063.31631 4678.08462 4251.70109 4797.06388 4516.96749 4303.43732 5400.69433 3577.19963 2739.96879 3295.52341 4982.95759 4518.0612 5072.51938 4986.97065 7080.96716 C16H32O2 Palmitic acid FA FFA 291.2091 256.2402 11.7226 M+Cl 1.325 MS2-MetDNA 0.9979 rp 57-10-3 985 HMDB0000220 187 C00249 ko00061,ko00062,ko00071,ko01040,ko01100,ko01212

MW0056738 832.492285 1000.82801 806.524366 571.194057 1439.41795 886.805088 619.75726 720.930786 473.110749 132.440492 990.763261 740.51265 1090.13156 710.102285 1513.26418 C16H30O2 Palmitoleic Acid FA FFA 289.1933 254.2246 10.9499 M+Cl 1.7 MS2-MetDNA 0.9892 rp 373-49-9 445638 HMDB0003229 188 C08362 ko00061

MW0056748 477493.535 9483157.02 7647623.79 6804847.41 113656.288 6241008.72 5242895.98 5058861.68 4425880.84 5635823.24 707645.151 5546667.31 10589023.8 6268643.17 5057439.9 C39H79N2O6P Palmitoyl sphingomyelin SL SM 758.5756 702.5676 10.2148 M+K+NH3 10.5675551 MS1 0.7948 rp 6254-89-3 9939941 HMDB0061712 41586 - --

MW0056803 708966.9 289650.034 605231.527 727587.079 834226.325 675940.359 1415867.25 596931.862 950874.491 680229.108 401795.756 439683.788 398287.391 1510852.18 1186759.71 C44H84NO8P PC(14:0/22:2(13Z,16Z)) GP PC 808.5879 785.5935 11.1952 M+Na 6.35680137 MS2-MetDNA 0.7817 rp - 52922236 HMDB0007888 - - --

MW0056834 149515.278 151829.3 137019.755 136121.971 124883.347 136412.286 134268.74 17873.7577 337247.184 199836.852 290557.561 181377.856 81523.8133 31388.1514 188649.165 C44H86NO8P PC(14:1(9Z)/22:0) GP PC 788.616 787.6091 10.8628 M+H 0.51989788 MS2-MetDNA 0.8478 rp - 52922290 HMDB0007919 - - --

MW0056886 35636379.9 178724304 32658121 32444137.7 181818259 32513333.2 32002427.4 32359285.1 30650213.5 31383469.3 28612237 31765219.3 32181702.5 13238276.5 31899702.8 C42H82NO8P PC(16:0/18:1(11Z)) GP PC 760.5853 759.5778 11.2367 M+H 0.24980768 MS2-MetDNA 0.82 rp - 24778688 HMDB0007971 - - --

MW0056893 194.254017 6018.99952 221421.835 527783.143 487887.758 343433.313 251521.39 244135.886 461408.058 323793.44 619465.157 426805.439 325632.784 31048.1308 72638.547 C44H86NO8P PC(16:0/20:1(11Z)) GP PC 810.6047 787.6091 10.2231 M+Na 7.75969941 MS2-MetDNA 0.77 rp - 52922418 HMDB0007978 - - --

MW0056894 832849.175 862421.541 752375.791 1075609.77 1129892.87 705247.567 691887.084 864155.674 320075.68 296008.426 957424.758 1242859.77 767304.761 1008357.37 732599.86 C44H84NO8P PC(16:0/20:2(11Z,14Z)) GP PC 786.6062 785.5935 11.2035 M+H 6.91583364 MS2-MetDNA 0.7667 rp - 52922420 HMDB0007979 - - --

MW0056904 283640.558 184475.756 223756.911 121746.379 200.856786 86463.9774 87478.7871 94950.2725 72179.1017 102054.649 994.94876 90452.5845 106202.875 272297.453 106681.471 C46H82NO8P PC(16:0/22:5(4Z,7Z,10Z,13Z,16Z)) GP PC 780.5558 807.5778 9.3506 M+H-C2H4 1.47861695 MS1 0.9644 rp - 24778735 HMDB0007989 - - --

MW0056927 4815628.39 3218543.66 2413918.03 5259075.4 1792144.34 2981737.5 588981.82 814039.233 2145123.87 6354374.05 2162549.57 3202144.31 3260693.78 1643284.23 2379028.45 C44H84NO8P PC(16:1(9Z)/20:1(11Z)) GP PC 786.6063 785.5935 10.7299 M+H 7.04296294 MS2-MetDNA 0.7892 rp - 52922459 HMDB0008011 - - --

MW0056953 141.359269 103981.581 113115.548 127657.018 112881.96 89482.78 66026.0558 125476.41 149618.128 99719.6288 177959.091 125648.37 102753.858 21147.3962 68246.704 C44H86NO8P PC(18:0/18:1(11Z)) GP PC 810.6041 787.6091 9.8243 M+Na 7.0195055 MS2-MetDNA 0.7936 rp - 24778815 HMDB0008037 - - --

MW0056954 2681.03511 3920.16308 2872.35409 1060.0155 1254.88814 145.568559 3284.01484 4583.45692 15413.7148 1010.08584 2196.93089 1806.17263 1446.87398 7812.20171 3962.4112 C44H86NO8P PC(18:0/18:1(9Z)) GP PC 732.5557 787.6091 10.4391 M+H-C4H8 3.94372313 MS1 0.6605 rp 56421-10-4 3033934 HMDB0008038 - - --

MW0056958 59399.1608 20716.6755 33991.7881 2627.89476 58128.0927 16511.9503 10087.2167 6760.49459 2741.27931 436.980617 20781.7588 8053.70037 11926.9912 10347.8295 9319.87584 C44H80NO8P PC(18:0/18:4(6Z,9Z,12Z,15Z)) GP PC 804.5548 781.5622 11.1786 M+Na 4.15138144 MS2-MetDNA 0.8856 rp - 24778833 HMDB0008042 - - --

MW0056962 2055.80205 228021.226 148376.485 74707.772 108412.808 92062.4733 37750.0264 113768.344 52154.8955 74642.1479 41461.8555 43266.5401 1102.32262 99408.7349 119448.235 C46H86NO8P PC(18:0/20:3(5Z,8Z,11Z)) GP PC 834.6041 811.6091 10.2231 M+Na 3.56562003 MS1 0.6684 rp - 24778855 HMDB0008046 - - --

MW0056964 82236.1073 133239.62 142076.445 61357.901 106528.147 325837.81 9992.97424 832945.321 880824.697 76295.3586 260778.732 737867.8 20554.5251 918306.297 1203005.46 C46H84NO8P PC(18:0/20:4(5Z,8Z,11Z,14Z)) GP PC 782.5732 809.5935 9.8159 M+H-C2H4 4.37748658 MS1 0.9017 rp 35418-59-8 16219824 HMDB0008048 45201 - --

MW0056984 88717.2547 80684.0834 76302.1874 84798.9538 536.342462 52405.1472 93459.6726 77201.5502 69103.7151 79721.1855 783.991172 59776.394 77852.5833 89622.1551 84628.2986 C42H80NO8P PC(18:1(11Z)/16:1(9Z)) GP PC 816.5735 757.5622 8.7232 M+CH3COO 4.95778302 MS2-Insilico 0.5423 rp - 53478719 HMDB0008068 - - --

MW0056985 128839.564 130833.591 118071.984 117298.35 107613.859 117548.519 115701.393 5149.69357 25688.9141 34282.1828 40405.1684 20286.5813 25931.457 9615.72077 25947.6576 C44H86NO8P PC(18:1(11Z)/18:0) GP PC 788.6154 787.6091 9.8409 M+H 1.28072405 MS2-MetDNA 0.9296 rp - 24778894 HMDB0008069 - - --

MW0056986 145351.93 147601.516 133204.353 132331.568 121405.891 132613.799 130529.942 841.617634 125014.597 128005.365 116702.198 129562.429 131261.16 125247.1 130110.953 C44H84NO8P PC(18:1(11Z)/18:1(11Z)) GP PC 830.5616 785.5935 10.7382 M-H+2Na 3.80464011 MS2-MetDNA 0.8293 rp - 24778895 HMDB0008070 - - --

MW0056991 40337.9255 39470.1685 36252.6145 3983.49436 19134.2346 24949.6868 26730.8886 31453.1826 28374.3349 3629.831 21640.5624 25465.6848 30969.7523 32395.5879 32374.1255 C44H78NO8P PC(18:1(11Z)/18:4(6Z,9Z,12Z,15Z)) GP PC 819.5476 779.5465 12.0633 M-H+CH3CN 13.2015937 MS2-Insilico 0.5114 rp - 53478729 HMDB0008075 - - --

MW0056997 35622.5433 35615.2544 36081.2074 34402.8336 52807.2319 32126.456 26879.6647 7828.03036 22723.0448 43319.1478 41160.9326 23739.2316 23021.8395 22910.4307 72536.7427 C46H82NO8P PC(18:1(11Z)/20:4(5Z,8Z,11Z,14Z)) GP PC 847.5781 807.5778 10.4182 M-H+CH3CN 13.8740991 MS2-Insilico 0.5081 rp - 53478741 HMDB0008081 - - --

MW0057003 23547.041 24335.6602 26925.4855 23672.1234 1049.67498 11817.0962 25099.4849 22987.5746 25122.5142 26135.7281 351.679586 13952.519 22755.2859 24626.8987 28948.5292 C48H86NO8P PC(18:1(11Z)/22:4(7Z,10Z,13Z,16Z)) GP PC 816.5721 835.6091 6.9535 M-H2O-H 13.7177906 MS2-Insilico 0.5084 rp - 53478749 HMDB0008087 - - --

MW0057017 1244455.42 1043611.65 1037551.2 434481.225 6363.34072 766552.992 806360.548 782727.867 634576.786 972767.405 4644.59681 705449.94 822661.153 993754.51 1004967.03 C42H80NO8P PC(18:1(9Z)/16:1(9Z)) GP PC 816.5737 757.5622 9.5956 M+CH3COO 4.95778302 MS2-Insilico 0.5424 rp - 24778935 HMDB0008101 - - --

MW0057020 10266.2999 10996.1774 7726.8668 18009.986 19280.7701 16212.037 3561.10241 12559.2657 12948.6954 19923.8921 11838.1774 11212.4613 14200.5429 15661.4302 3693.78171 C44H84NO8P PC(18:1(9Z)/18:1(9Z)) GP PC 844.604 785.5935 12.1297 M+CH3COO 4.35809121 MS2-Insilico 0.5619 rp - 6437081 HMDB0000593 - - --

MW0057024 120013.843 139693.012 91191.2673 61189.1494 1919.45902 65022.004 30678.3389 29992.6153 22882.5824 39473.0725 1664.58382 38518.8152 35119.6914 47958.1814 31988.9673 C44H78NO8P PC(18:1(9Z)/18:4(6Z,9Z,12Z,15Z)) GP PC 819.5483 779.5465 10.4099 M-H+CH3CN 13.2015937 MS2-Insilico 0.5113 rp - 52922687 HMDB0008108 - - --

MW0057050 94019.5623 96230.072 128540.579 117326.615 1616.12082 83448.8661 123480.283 105825.953 100329.22 96079.2076 489.184301 89038.9391 110658.098 130738.496 96495.5747 C42H80NO8P PC(18:2(9Z,12Z)/16:0) GP PC 816.5735 757.5622 9.014 M+CH3COO 4.95778302 MS2-Insilico 0.5546 rp - 24778972 HMDB0008133 - - --

MW0057053 60397.6754 53018.309 38353.3994 17109.1963 15649.1733 41736.4724 54919.1014 70941.5749 55556.4679 20398.0681 38294.5307 37421.6945 10726.5659 68285.8382 34800.4606 C44H82NO8P PC(18:2(9Z,12Z)/18:1(11Z)) GP PC 842.5872 783.5778 10.4182 M+CH3COO 4.06676773 MS2-Insilico 0.5536 rp - 53478785 HMDB0008136 - - --

MW0057056 91483.7094 90005.0307 72183.1083 57670.2824 2453.29701 50175.2427 49019.1392 44173.1389 41193.5964 48810.8663 1303.69992 41795.1406 47981.7108 58059.0049 47266.2144 C44H78NO8P PC(18:2(9Z,12Z)/18:3(6Z,9Z,12Z)) GP PC 819.5483 779.5465 9.8354 M-H+CH3CN 12.4893573 MS2-Insilico 0.5203 rp - 52922729 HMDB0008140 - - --

MW0057057 13823.1629 13734.1694 12484.9138 3640.63299 3908.51259 9657.18029 16476.5699 13833.867 17475.8018 2197.60793 8040.33524 13451.7002 13759.1936 18933.1951 17730.8684 C44H78NO8P PC(18:2(9Z,12Z)/18:3(9Z,12Z,15Z)) GP PC 819.5469 779.5465 11.8058 M-H+CH3CN 12.8296643 MS2-Insilico 0.5186 rp - 52922731 HMDB0008141 - - --

MW0057248 1453791.86 1328434.23 1143803.64 2233727.55 3076505.67 2187221.71 2317583.53 360803.859 2199984.56 3328206.12 2615512.47 1661057.99 628564.883 525935.802 2092071.81 C44H84NO8P PC(20:2(11Z,14Z)/16:0) GP PC 786.6058 785.5935 10.2148 M+H 6.40731646 MS2-MetDNA 0.8434 rp - 52923161 HMDB0008331 - - --

MW0057281 19607.1228 14919.0043 12719.1314 8829.87122 4365.48678 630.177622 12943.9475 14601.8233 4082.00416 8017.08441 9417.02277 307.516159 5959.20325 2514.72266 3715.5951 C44H82NO8P PC(20:3(5Z,8Z,11Z)/16:0) GP PC 842.5877 783.5778 9.8532 M+CH3COO 4.06676773 MS2-Insilico 0.5518 rp - 53478949 HMDB0008364 - - --

MW0057347 3534.03246 2447.47102 1103.8417 45425.5486 44012.8892 2558.01419 91647.6806 122929.083 108359.22 36812.1288 30910.8419 26337.7657 9462.05263 150396.825 148584.085 C44H80NO8P PC(20:4(5Z,8Z,11Z,14Z)/16:0) GP PC 840.5728 781.5622 9.8608 M+CH3COO 4.88682327 MS2-Insilico 0.5517 rp - 24779073 HMDB0008429 - - --

MW0057363 59182.3911 49306.7894 62803.0577 44675.3912 80281.3299 95030.6589 94077.988 48323.6799 54944.7693 51210.0402 57634.9488 27669.8985 33916.8602 42728.2346 56852.1774 C48H78NO8P PC(20:4(5Z,8Z,11Z,14Z)/20:5(5Z,8Z,

11Z,14Z,17Z))

GP PC 867.5472 827.5465 11.1078 M-H+CH3CN 13.2366958 MS2-Insilico 0.5142 rp - 52923315 HMDB0008445 - - --

MW0057373 13146.1111 12306.888 3784.38635 8384.1555 20394.6497 10544.3129 16187.0126 8558.82169 5922.55742 12191.9448 27195.3883 10404.6633 15511.0807 16462.6252 14883.5796 C44H80NO7P PC(20:4(5Z,8Z,11Z,14Z)/P-16:0) GP PC 764.553 765.5672 10.1637 M-H 0.64371425 MS2-Insilico 0.6215 rp - 53479049 HMDB0008455 - - --



MW0057380 19970.9989 179514.965 74292.3114 333.219489 70607.4297 111925.086 298934.718 356457.995 529178.735 2408.30233 132912.26 194427.173 154331.926 390932.116 545929.502 C44H80NO8P PC(20:4(8Z,11Z,14Z,17Z)/16:0) GP PC 840.5733 781.5622 10.4306 M+CH3COO 4.88682327 MS2-Insilico 0.5622 rp - 53479063 HMDB0008462 - - --

MW0058428 135339.098 137433.717 124028.329 123215.667 113042.625 123478.457 111.206271 122893.416 468.944804 151.958112 108662.955 120637.285 122218.996 912.380293 134.562938 C45H86NO8P PE(20:0/20:2(11Z,14Z)) GP PE 800.6189 799.6091 10.7299 M+H 3.61913028 MS1 0.6672 rp - 9546840 HMDB0009231 - - --

MW0059262 83636.707 34042.5345 50768.5601 167958.766 62000.8436 83929.9422 47571.3851 141318.561 175321.483 397667.121 236857.425 91588.3234 120524.787 165643.159 81184.8297 C44H86NO8P PE-NMe(14:0/24:1(15Z)) GP PE 788.6158 787.6091 12.08 M+H 0.7735066 MS2-MetDNA 0.9375 rp - 131820113 HMDB0112998 - - --

MW0059334 358.565316 2586.81368 2513.35292 5137.05954 3506.70403 2059.79968 103.122306 3577.04148 97.2386718 1642.51525 2186.98797 1342.01591 236.260802 1962.1703 1559.89028 C42H82NO8P PE-NMe(16:0/20:1(11Z)) GP PE 804.5556 759.5778 12.0343 M-H+2Na 8.06663002 MS2-MetDNA 0.6767 rp - 131820089 HMDB0112973 - - --

MW0059385 1329.19886 4316.47259 4471.79977 2611.10159 3179.70668 3144.56451 3589.52495 4273.95505 4880.89592 2642.90026 3228.49197 4198.45081 2174.78555 1899.74488 3893.53726 C42H82NO8P PE-NMe(18:0/18:1(11Z)) GP PE 798.5409 759.5778 12.1424 M+K 0.13775122 MS2-MetDNA 0.9588 rp - 131820087 HMDB0112971 - - --

MW0059392 128839.564 130833.591 118071.984 117298.35 107613.859 117548.519 115701.393 8626.55555 57389.2123 83242.6518 63939.8802 31916.1749 52497.8651 17898.6994 35646.5553 C44H86NO8P PE-NMe(18:0/20:1(11Z)) GP PE 788.6158 787.6091 10.4308 M+H 0.7735066 MS2-MetDNA 0.9209 rp - 131820209 HMDB0113094 - - --

MW0059402 12685.6698 58096.1045 53288.6442 86671.6564 46280.5345 35090.6086 45414.9921 68124.02 46993.2663 79176.6492 59819.8914 21270.0327 22567.4883 893.091946 61578.1231 C46H84NO8P PE-

NMe(18:0/22:4(7Z,10Z,13Z,16Z))

GP PE 810.6037 809.5935 11.8682 M+H 3.62693961 MS2-MetDNA 0.8879 rp - 131820219 HMDB0113104 - - --

MW0059414 32214.2166 24498.8265 20281.7029 1187.28038 15068.2366 14742.4027 16259.4581 14290.2708 16913.3657 216.21934 12398.1236 13277.3514 16678.8159 17377.4469 17161.4677 C42H80NO8P PE-NMe(18:1(11Z)/18:1(11Z)) GP PE 796.5294 757.5622 12.1424 M+K 5.07202935 MS2-MetDNA 0.7582 rp - 131820085 HMDB0112969 - - --

MW0061662 9083.83565 13768.6892 12548.0868 7832.11927 13917.6377 10592.7614 9556.69871 7016.83555 9167.94139 10357.1311 12419.2943 11701.3907 10974.241 6725.6542 6458.74976 C36H56O11 Phytolaccasaponin G Terpenoids Triterpene 664.3784 664.3823 9.9407 M- 1.63624937 MS2-Search-DB 0.6182 rp 60820-94-2 5070782 HMDB0034636 - - --

MW0061669 13757.6438 12482.1343 16445.5105 13177.2521 26429.33 14775.7514 11132.9946 12472.0588 15039.1703 13504.343 13741.6555 23910.627 25918.9509 14109.9321 13968.2202 C19H36O2 Phytomonic acid FA FFA 281.2484 296.2715 9.1055 M-H-CH2 21.32625 MS1 0.6721 rp 503-06-0 10417 - 45353 - --

MW0061712 17474.2382 13178.3069 15695.959 269.586446 12626.7479 6352.0191 4476.61607 6243.48274 6051.92721 8965.75614 11017.0782 7597.99384 5544.99608 6675.2116 5220.37796 C47H83O13P PI(18:0/20:4(5Z,8Z,11Z,14Z)) GP PI 843.5471 886.5571 11.0745 M-H-COCH2 2.10916589 MS1 0.95 rp - 42607491 HMDB0009815 - - --

MW0061753 358.056707 258.723469 144.881748 112.990047 291.003492 132.880056 317.736181 422.803286 378.746179 499.015395 465.79876 533.019153 345.41978 151.473074 173.120402 C49H87O13P PI(18:2(9Z,12Z)/22:2(13Z,16Z)) GP PI 913.5759 914.5884 12.1131 M-H 5.93735068 MS1 0.6216 rp - 52927785 HMDB0009856 - - --

MW0062178 38223167.3 52200590 50677258 49978062.1 48691980.5 51723282.1 38596455 52224864.6 43782994.9 43636711 50837373.3 50825548.1 47096372.6 47844741.5 50268261.1 C19H38O2 Pristanic acid Terpenoids Ditepenoids 297.2795 298.2872 12.0051 M-H 0.95 MS2-MetDNA 0.7785 rp 1189-37-3 123929 HMDB0000795 5760 - --

MW0062206 16367.4603 5105.77686 13258.2273 6560.89323 4718.59231 10994.4841 18578.199 18211.145 15399.7829 16026.7522 15429.2626 33354.5833 25759.5926 11281.8164 12232.9177 C21H42O3 Propylene glycol stearate FA Others 341.3051 342.3134 11.5731 M-H 0.9885 MS1 0.9759 rp - 14878 HMDB0029764 - - --

MW0062459 12049.0229 4269.2418 142.756097 9450.75053 11224.4557 4124.13731 2870.49312 1618.73272 3092.30343 5001.38287 3937.09525 2596.32764 2361.55881 2792.39885 1258.93783 C46H86NO10P PS(18:0/22:2(13Z,16Z)) GP PS 864.5722 843.5989 12.1311 M-2H+Na 4.66491622 MS1 0.646 rp - 52925431 HMDB0112381 - - --

MW0062533 1183.96876 1670.73333 907.928082 1804.98193 1365.00946 42.1620194 564.137819 1083.46738 796.537114 37.03585 42.7413816 584.43054 4587.3803 260.454344 4529.59671 C42H74NO10P PS(18:2(9Z,12Z)/18:2(9Z,12Z)) GP PS 818.4854 783.505 11.7392 M+Cl 22.9286186 MS1 0.6589 rp - 9547086 HMDB0012402 - - --

MW0062547 1613.19608 1638.90824 1141.50978 2761.85599 1938.70067 1968.75832 622.573842 1357.46366 1245.853 2325.12451 1459.64184 1315.84365 1405.82974 1765.89273 412.888654 C46H82NO10P PS(18:2(9Z,12Z)/22:2(13Z,16Z)) GP PS 824.5594 839.5676 12.1423 M+H-CH4 7.5809875 MS1 0.8423 rp - 52925474 HMDB0112437 - - --

MW0062682 752.943575 856.830883 405.183658 834.464405 668.005342 634.646132 462.712793 769.64885 400.72628 1222.99715 479.321912 517.536042 449.986114 419.362548 710.606234 C46H88NO10P PS(20:1(11Z)/20:0) GP PS 926.6062 845.6146 12.1297 M+Cl+HCOOH 0.49029405 MS1 0.7379 rp - 52925657 HMDB0112551 - - --

MW0062876 34452.7694 26826.3331 3116.04681 46146.9571 13677.823 4027.41316 22811.4746 29219.2678 67150.3532 55588.0312 20052.4482 50063.454 82527.7522 17774.1419 278.667083 C44H86NO10P PS(22:0/16:0) GP PS 818.5876 819.5989 9.8615 M-H 3.58139864 MS1 0.918 rp - 52925815 HMDB0112710 - - --

MW0062955 25505.8956 19186.9695 16073.7621 1002.11675 12665.7976 13292.5226 12504.0698 10312.8162 12903.7869 522.177806 10107.5916 11499.1097 13638.7116 13318.9297 12956.4751 C50H84NO10P PS(22:2(13Z,16Z)/22:5(4Z,7Z,10Z,13

Z,16Z))

GP PS 862.5582 889.5833 12.134 M+H-C2H4 2.56884983 MS1 0.9397 rp - 131819934 HMDB0112783 - - --

MW0063013 56598.0022 49584.1526 46723.1005 24487.3462 14272.3605 59317.8405 76782.9882 73436.153 62553.3716 23659.277 23785.9741 55583.8229 66488.0726 98266.7307 63959.9787 C50H78NO10P PS(22:5(4Z,7Z,10Z,13Z,16Z)/22:5(4

Z,7Z,10Z,13Z,16Z))

GP PS 883.531 883.5363 11.8971 M- 1.50827407 MS2-Insilico 0.6278 rp - 131819966 HMDB0112835 - - --

MW0063233 334923.749 176761.948 92420.0075 112382.163 119614.081 98341.0365 157278.914 123792.613 63023.41 106549.467 104337.811 97621.7013 73673.5808 122657.304 157928.831 C28H42O6 Pubescenol Benzene and substituted derivatives Benzene and substituted derivatives 473.2816 474.2981 11.6146 M-H 12.7165358 MS2-Insilico 0.5213 rp - - HMDB0030085 - - --

MW0063246 41515.8731 28380.8628 42727.6587 40990.4968 49674.3734 28835.2623 17977.2659 29810.1812 24646.0915 31759.5402 24810.165 29294.3548 31408.5381 21343.86 28775.3844 C28H56NO7P Pyrrolidinium,1-[(7R)-7-(acetyloxy)-

4-hydroxy-4-oxido-3,5,9-trioxa-4-

phosphapentacos-1-yl]-1-methyl-,inner

salt

Others Others 608.3916 549.3794 10.1523 M+CH3COO 5.83426941 MS2-Search-DB 0.8429 rp 91021-63-5 57545133 - 62930 - --

MW0063314 655.337176 1989.75 790.203258 584.779133 239.030483 605.252599 1175.77444 182.976395 512.367596 608.120739 590.762572 437.942851 447.608985 468.440574 978.278577 C22H26O3 Resmethrin Terpenoids Terpene 322.1634 338.1882 9.6704 M-H-CH3 7.013 MS1 0.6021 rp 10453-86-8 5053 - - C10991 --

MW0063622 27164.118 30318.8523 24764.7221 28652.4937 26751.0424 24803.5168 22321.0197 29223.0292 20741.9676 32798.4827 22540.5614 26241.644 27291.0405 17156.4128 24835.4684 C18H38NO5P Sphingosine 1-phosphate SL SM 378.2407 379.2488 7.7012 M-H 6.74020947 MS2-Search-Local 0.9506 rp 26993-30-6 5283560 HMDB0000277 - C06124 ko00600,ko01100,ko04020,ko04071,ko04072,ko04080,ko04371,ko04666,ko0515

2MW0063665 7655.6736 7768.37412 4544.33118 5922.36135 6853.10469 4478.95832 8668.84984 5596.78184 4733.45395 5089.85203 11563.5814 9162.19042 4632.27222 7744.18846 6695.39597 C25H49NO4 Stearoyl-L-carnitine FA CAR 428.3758 427.3662 8.9934 M+H 5.46252329 MS2-MetDNA 0.8208 rp 25597-09-5 52922056 HMDB0000848 - - --

MW0063704 5009.11272 3823.62363 8666.51464 7034.13261 6927.6182 9370.1299 8130.1923 13157.8772 5946.14453 5894.95045 7979.08672 10354.8104 11640.4631 12649.1016 8596.91452 C15H14N4O2S Sulfaphenazole Heterocyclic compounds Heterocyclic compounds 297.0464 314.0837 8.49 M-H-CH4 3.13375 MS1 0.9275 rp 526-08-9 5335 HMDB0015667 4101 D01954 --

MW0063746 848.607546 1029.6741 714.111714 551.130541 392.340621 835.75872 1343.99668 567.880412 1680.0215 2016.48878 1742.88967 3288.34886 1111.49435 4293.18171 56703.9035 C26H45NO7S Taurocholate Bile acids Bile acids 514.2828 515.2917 5.2834 M-H 5.26040325 MS2-Search-Local 0.9212 rp 81-24-3 6675 HMDB0000036 - C05122 ko00120,ko00430,ko01100,ko04976,ko04979

MW0063823 1303.67655 1476.16509 1351.40781 970.06422 1185.44142 634.208373 425.198695 310.158132 155.73886 174.87614 430.247719 280.607549 738.327801 566.973304 665.341918 C21H34O4 Tetrahydrocorticosterone Hormones and hormone related compounds Hormones and hormone related compounds 349.2349 350.2457 11.3903 M-H 4.27425 MS1 0.6538 rp 68-42-8 65553 HMDB0000268 - C05476 ko00140

MW0067571 1145.71764 1207.92122 1204.82438 676.644832 1291.83064 1108.1187 785.074801 380.898158 794.490877 885.300344 492.162995 892.836183 923.808526 522.221848 466.931392 C59H112O6 TG(14:0/24:1(15Z)/18:0) GL TG 1031.7068 916.8459 9.1512 M-2H+3K 13.6567943 MS2-MetDNA 0.741 rp - 131753621 HMDB0042484 - - --

MW0068798 2845.98459 4391.68683 3183.72873 2395.22742 2638.76248 2777.11002 2623.6312 3961.3012 2691.86097 3534.3038 2278.30107 2718.34483 3925.5433 2105.18746 2166.111 C59H102O6 TG(14:1(9Z)/24:1(15Z)/18:4(6Z,9Z,1

2Z,15Z))

GL TG 1021.6297 906.7676 8.445 M-2H+3K 12.665877 MS2-MetDNA 0.8105 rp - 131758904 HMDB0048063 - - --

MW0073860 4041.07178 3537.55828 4233.27561 3951.04369 4213.67271 3069.62378 1947.3008 1894.70783 2241.83073 2849.51272 3164.23146 2581.83735 3523.15912 2314.88261 2976.47907 C57H108O6 TG(18:0/14:0/22:1(13Z)) GL TG 1003.7121 888.8146 9.118 M-2H+3K 22.4272526 MS2-MetDNA 0.6035 rp - 131755724 HMDB0044678 - - --

MW0074443 1344.52917 2707.40437 2275.16119 1416.95991 1848.52942 2274.9699 1566.88331 1673.53316 1799.63918 2090.71535 1337.48021 1300.70425 1857.15429 1277.67583 1172.42495 C61H102O6 TG(18:0/20:3(5Z,8Z,11Z)/20:5(5Z,8Z

,11Z,14Z,17Z))

GL TG 1045.6291 930.7676 8.4284 M-2H+3K 12.9489746 MS2-MetDNA 0.7892 rp - 131756026 HMDB0045015 - - --

MW0076795 79826.5234 68440.1952 72777.0442 78457.4681 72266.5807 70469.6834 83646.4693 84525.9899 76985.9805 78731.6293 93090.3449 90262.9238 76821.7512 86490.6921 77258.4683 C57H94O6 TG(18:2(9Z,12Z)/18:3(9Z,12Z,15Z)/1

8:3(9Z,12Z,15Z))

GL TG 955.667 874.705 8.4324 M+Cl+HCOOH 19.4824898 MS1 0.6888 rp - 9544434 HMDB0052749 - - --

MW0076939 1315.15417 1403.041 2999.08992 1695.52944 2668.14404 1500.13417 293.111343 691.31609 1055.095 855.916491 335.032477 1016.5073 1475.75813 220.817961 906.755761 C63H98O6 TG(18:2(9Z,12Z)/20:5(5Z,8Z,11Z,14

Z,17Z)/22:5(4Z,7Z,10Z,13Z,16Z))

GL TG 1017.6907 950.7363 8.877 M-2H+3Na 1.04157492 MS2-MetDNA 0.8703 rp - 131763444 HMDB0052793 - - --

MW0102807 152221.547 154190.81 197676.045 170634.873 83309.6657 73080.3245 63403.9283 60978.6948 159148.03 145705.776 84925.9078 97252.8159 63022.5364 80878.337 93090.9124 C28H30O4 Thymophthalein Heterocyclic compounds Heterocyclic compounds 429.1942 430.2144 11.1743 M-H 22.7219998 MS2-Search-DB 0.5234 rp 125-20-2 31316 - 96292 - --

MW0102809 678779.066 749760.949 1235672.21 893052.799 1089918.3 1238805.02 288928.179 336200.93 785294.059 639624.034 463683.409 372936.008 840415.659 502798.457 527018.881 C28H47NO4S Tiamulin Terpenoids Ditepenoids 494.3289 493.3226 8.096 M+H 5.22966837 MS1 0.885 rp - 656958 - - C12065 --

MW0102935 21053.9041 15162.9298 11818.0346 14591.1346 16424.167 12329.2064 21573.7963 13691.9013 13645.42 10722.9118 22026.6344 14969.4403 18432.247 24590.3142 24728.9779 C13H26O2 Tridecanoic Acid FA FFA 213.186 214.1933 10.1108 M-H 0.05 MS2-MetDNA 0.8984 rp 638-53-9 12530 HMDB0000910 4204 C17076 --

MW0102977 252768.5 154598.401 110172.953 103840.94 104841.407 110076.671 121462.604 105542.457 154008.185 134196.291 91187.9051 107977.804 121931.045 101129.322 93055.2034 C20H24O3 Triptophenolide Terpenoids Ditepenoids 311.1686 312.1725 10.6342 M-H 15.8512075 MS2-Search-DB 0.8604 rp 74285-86-2 173273 - 44381 - --

MW0103045 6060.56568 4052.38443 4215.37314 2840.18187 13275.4964 10951.7041 13550.9626 11715.8672 1625.01882 14189.765 2814.27401 27289.916 16861.8401 9386.60022 251885.824 C24H40O5 Ursocholic acid Bile acids Bile acids 407.2796 408.2876 6.9452 M-H 6.62891241 MS2-Search-Local 0.8048 rp 2955-27-3 122340 HMDB0000917 - C17644 --

MW0103119 922757.367 2482551.24 1140675.33 1088741.87 2167580.72 2170251.36 1235754.21 3411967.11 1202773.42 217762.821 2205930 1706453.26 2047464.25 2634986.83 1488652.01 C33H54O5 Vitamin e succinate CoEnzyme and vitamins CoEnzyme and vitamins 807.5785 530.3971 11.0207 3M+H+Na 1.64970456 MS1 0.7104 rp 4345-03-3 20353 - 85011 D08612 --

MW0103279 11959.8112 13540.9427 24216.0688 12294.0795 29826.2529 16303.521 23894.1856 17936.8437 17957.649 25550.9735 17150.6054 17585.7564 12034.6842 36672.6078 20987.5973 KNO3 Potassium nitrate Others Metal, Non-metal and related compounds 101.9493 100.9515 13.4552 M+H 13.81325 MS1 0.5006 rp 7757-79-1 - - - C13557 --

MW0103639 6615.25677 7198.77525 6422.44242 8317.4208 6309.90128 6957.9945 7209.437 6366.66526 8524.91904 10566.8412 8157.79711 6753.21365 8982.46669 8157.42738 10608.5718 C10H13N2O11P Orotidylic acid Nucleotide And Its metabolites Nucleotide and Its metabolites 403.0027 368.0257 0.7054 M+Cl 13.259 MS1 0.5077 rp 2149-82-8 160617 HMDB0000218 3507 C01103 ko00240,ko01100,ko01240

MW0103675 29041.847 27003.3226 27931.1708 37842.3326 47108.9476 83202.7622 77623.1792 46610.3795 51015.47 65982.6696 47682.7453 78566.2951 114227.52 67451.0971 55775.2855 C10H15N2O8P Thymidine-5'-phosphate Nucleotide And Its metabolites Nucleotide and Its metabolites 321.0432 322.0566 5.3998 M-H 9.42443359 MS2-Search-DB 0.7563 rp 365-07-1 9700 HMDB0001227 3451 C00364 ko00240,ko01100,ko01523

MW0103778 1184.37309 363.555445 1134.57955 1026.82355 282.048484 593.044559 402.703718 744.57928 620.876479 1017.93953 1230.90085 321.120411 1041.71056 344.609544 570.572399 C2HClN4O2 5-Chloro-3-nitro-1H-1,2,4-triazole Heterocyclic compounds Heterocyclic compounds 118.943 147.9788 0.7154 M-H-C2H4 7.0075 MS1 0.6022 rp - 135537856 - - - --

MW0103833 3208.7224 2815.64637 500.468659 2640.2408 3104.53651 3249.93743 2604.01244 3380.50868 3080.11877 2372.22898 4587.20599 4270.8357 3434.853 3436.21731 4671.31809 C6H6O5 (2,5-Dioxotetrahydrofuran-3-yl)acetic

acid

Organic acid And Its derivatives Organic acid And Its derivatives 159.0324 158.0215 13.3595 M+H 3.6915 MS1 0.6657 rp 4756-10-9 239163 - - - --

MW0103974 17852.7385 26104.5965 16064.3021 22870.331 20293.8476 18430.349 14936.7181 20690.8629 15009.2801 19472.7064 16732.968 19150.3516 18314.6408 14608.5315 22434.9022 C4H5NO3S (R)-(-)-2-Oxothiazolidine-4-carboxylic

acid

Organic acid And Its derivatives Organic acid And Its derivatives 181.9668 146.999 0.7966 M+Cl 5.0345 MS1 0.6387 rp 19771-63-2 72390 - - - --

MW0104173 383.992773 344.245652 127.623181 517.86437 399.73394 513.157274 137.85524 223.894999 147.903107 236.741745 110.619367 291.279489 111.953731 167.866823 113.440589 C2H6N2O2S 1,2,5-Thiadiazolidine,1,1-dioxide Organic acid And Its derivatives Organic acid And Its derivatives 103.9754 122.015 12.1297 M-H-NH3 5.0045 MS1 0.6393 rp 5823-51-8 10464345 - - - --

MW0104225 8355.93013 8108.86924 8250.72597 8209.97352 8566.71872 7977.64094 7462.92842 7090.87257 8257.14833 7101.3978 7568.27186 6831.47594 7682.61615 7999.37596 6710.85128 C30H51N5O9 16-Butan-2-yl-3-(2,3-

dihydroxypropyl)-10,11,14,20-

tetramethyl-13-propan-2-yl-4-oxa-

1,8,11,14,17-

pentazabicyclo[17.3.0]docosane-

2,5,9,12,15,18-hexone

Organic acid And Its derivatives Organic acid And Its derivatives 660.347 625.3687 8.2746 M+Cl 3.71219644 MS1 0.9153 rp - 45782847 - - - --

MW0104305 334613.74 359887.85 342656.744 361641.191 349639.764 354225.228 337740.616 367291.814 332596.499 318439.025 320310.354 325481.18 336620.922 346942.904 337839.815 C13H10N2O5S 2-((4-(2,3-

Dihydrobenzo[b][1,4]dioxin-6-

yl)thiazol-2-yl)amino)-2-oxoacetic

Organic acid And Its derivatives Organic acid And Its derivatives 633.0399 306.031 0.7054 2M-2H+Na 2.3945 MS1 0.9436 rp 74604-76-5 194595 - - - --

MW0104339 16871.6074 16910.1924 18794.5801 17352.7695 18292.6651 16472.6026 3306.29237 17730.3117 16418.2804 17009.3241 17365.4979 17913.866 16877.1555 16601.9421 17790.0093 C8H8O4S 2-(3-Thienylmethyl)malonic acid Organic acid And Its derivatives Organic acid And Its derivatives 234.9755 200.0143 12.5279 M+Cl 3.32375 MS1 0.6734 rp 26415-26-9 268926 - - - --

MW0104360 24894.0444 21609.7144 6786.70542 19622.4862 9868.77858 9446.6044 9145.48131 29636.3115 10792.75 11905.6676 8700.54914 8539.08785 11429.7898 4944.88965 11464.6788 C12H23NO2 2-(Diisopropylamino)ethyl

methacrylate

Aldehyde,Ketones,Esters Esters 214.1803 213.1729 6.0605 M+H 0.30225 MS1 0.9925 rp 16715-83-6 28003 - - - --

MW0104475 820.249616 640.906574 1095.78002 2187.17678 2455.67879 2618.04056 612.566724 1421.7258 1565.96081 2592.14836 1131.15702 1043.60271 3337.09804 280.405967 2786.68499 C5H8O4 2-Hydroxy-2-methyl-3-oxobutanoic

acid

Aldehyde,Ketones,Esters Esters 131.0344 132.0423 1.8021 M-H 0.647 MS1 0.7341 rp 71698-08-3 22 HMDB0006833 - C06010 ko00290,ko00650,ko00770,ko01100,ko01210,ko01230

MW0104521 1216.76333 1059.45958 1418.00906 1378.76841 1181.85695 1335.23163 409.0968 742.795025 1265.0525 1346.12729 1527.49257 1221.11101 313.404924 373.393251 1434.26805 C30H33N3O11S 2-amino-4-({1-[(carboxymethyl)-C-

hydroxycarbonimidoyl]-2-({5,9-

dihydroxy-8,8-dimethyl-2-oxo-4-

phenyl-2H,8H,9H,10H-pyrano[2,3-

h]chromen-10-yl}sulfanyl)ethyl}-C-

hydroxycarbonimidoyl)butanoic acid

Organic acid And Its derivatives Organic acid And Its derivatives 642.1693 643.1836 4.112 M-H 8.67535892 MS1 0.574 rp - 131832571 HMDB0126127 - - --

MW0104701 987.022823 3770.06374 6102.90104 5734.1007 5891.45481 697.660699 5119.49398 6158.22844 5757.07991 2363.24933 7063.2386 3929.48882 612.057383 765.509109 755.779349 C7H7ClO5 2-Chloro-5-methylmaleylacetate Organic acid And Its derivatives Organic acid And Its derivatives 190.9777 205.9982 12.3208 M-H-CH2 4.49725 MS1 0.6493 rp - 9543299 HMDB0060346 - C18305 --

MW0104743 1590.69178 3805.41894 2814.24716 3099.10241 1365.78931 4202.52942 3716.36418 4908.6084 2925.94121 3202.27417 956.46753 3903.65021 13762.5053 1285.73554 4649.7297 C4H5FO2 2-Fluorocyclopropane-1-carboxylic

acid

Organic acid And Its derivatives Organic acid And Its derivatives 105.0335 104.0274 3.1608 M+H 3.39425 MS1 0.672 rp 156816-78-3 10125050 - - - --

MW0104828 33221.107 23757.8601 37074.8597 34908.3849 33568.4943 37225.4225 34196.7624 23657.6407 39289.6312 37181.9553 36347.1388 37878.0435 30868.2441 39408.7547 37190.8043 C6H10O3 2-Oxohexanoic acid Organic acid And Its derivatives Organic acid And Its derivatives 130.0649 130.063 2.3632 M+ 6.025 MS2-MetDNA 0.7364 rp 2492-75-3 159664 HMDB0001864 4144 C00902 --

MW0104944 56647.4256 65627.8548 57846.8329 59475.0267 58580.1463 260.886062 54725.5126 333.021168 55321.5956 57274.4853 57441.5149 56546.1392 547.969054 59202.173 62901.5775 C9H10O6S 3-[3-(Sulfooxy)phenyl]propanoic acid Organic acid And Its derivatives Organic acid And Its derivatives 266.9939 246.0198 3.5719 M-2H+Na 0.478 MS1 0.7382 rp - 187488 HMDB0094710 - - --

MW0105089 14271.7241 12856.5127 10798.2657 11407.3195 15972.5603 11116.624 20812.3591 9692.04623 11217.4124 8993.20285 19333.4941 16259.5349 15579.7088 16705.7016 15729.1988 C5H8O3 3-Methyl-2-Oxobutanoic Acid Organic acid And Its derivatives Organic acid And Its derivatives 115.0396 116.0473 1.7938 M-H 0.8605 MS1 0.7289 rp 759-05-7 49 HMDB0000019 120 C00141 ko00280,ko00290,ko00770,ko01100,ko01210,ko01230,ko01240

MW0105195 10685.6715 10615.9339 11202.2673 10753.0371 9995.52371 9584.59602 10350.5606 9507.6157 11769.3605 13343.4844 11056.2808 11117.2063 10786.0916 9513.80574 12627.2378 C5H10FNO2 4-Amino-5-fluoropentanoic acid Organic acid And Its derivatives Organic acid And Its derivatives 91.0548 135.0696 1.1418 2M+3H 6.108 MS1 0.6184 rp 70960-97-3 130363 - - - --

MW0105302 701176.304 724453.102 749140.123 719198.448 732579.106 715061.41 732753.932 720404.274 725170.829 765195.589 751367.149 748242.416 722059.261 754361.846 723329.9 C5H11NO2 5-Aminovaleric Acid Organic acid And Its derivatives Organic acid And Its derivatives 98.0661 117.079 4.1535 M-H2O-H 14.4637842 MS2-Search-DB 0.8728 rp 660-88-8 138 HMDB0003355 - C00431 ko00310,ko00330,ko01100

MW0105351 413.153988 564.392368 365.923216 197.482137 224.097912 170.877667 1118.98744 426.205776 347.556831 188.511439 875.1952 306.089468 300.28829 239.052891 303.092284 C6H12O3 6-Hydroxyhexanoic acid Organic acid And Its derivatives Organic acid And Its derivatives 131.0704 132.0786 2.4841 M-H 1.61075 MS1 0.7113 rp 1191-25-9 14490 HMDB0012843 - C06103 --

MW0105364 13210.9562 18815.8534 16425.8935 16130.4452 11794.4817 16164.8515 15774.9402 17772.9322 15244.0713 11727.5164 18114.0197 14541.8038 16883.6924 14580.8728 16171.5749 C4H5NO4S Acesulfame Heterocyclic compounds Heterocyclic compounds 179.0135 162.9939 12.4538 M-H+NH3 0.179 MS1 0.7455 rp 33665-90-6 36573 HMDB0033585 - - --

MW0105405 2227.04847 2695.21113 2551.41705 2563.00448 2269.54751 2153.59096 2921.79986 3087.0906 2407.09774 1597.31399 3067.56906 3448.48177 2787.69057 3053.77314 1574.37846 C2H5NO Acetamide Alcohol and amines Amines 82.0202 59.0371 1.0131 M+Na 12.034525 MS1 0.5239 rp - 178 HMDB0031645 - C06244 --

MW0105409 63573.0484 65032.2923 59528.2074 61069.5528 54985.252 57362.0522 65771.3521 65744.1146 65554.2069 57434.2942 66740.1155 90448.1753 61788.6016 61817.1522 55449.4391 C2H4O2 Acetic acid Organic acid And Its derivatives Organic acid And Its derivatives 121.0509 60.0211 5.2546 2M+H 13.8235 MS1 0.5005 rp 64-19-7 176 HMDB0000042 - C00033 ko00010,ko00430,ko00440,ko00534,ko00620,ko00630,ko00640,ko00920,ko0110

0,ko01200,ko04725,ko04973,ko04974

MW0105424 4935.02582 5006.33884 5363.02836 4082.35349 3497.37188 6688.11121 5348.9701 4358.72053 8145.80236 13225.0444 3608.21852 8036.77312 8625.09805 1154.7444 774.517299 C8H15NO3 Acetylleucine Amino acid and Its metabolites Amino acid derivatives 172.0976 173.1052 3.5968 M-H 0.4835 MS1 0.9881 rp 99-15-0 1995 - 73549 D07350 --

MW0105439 15512.9883 14933.5508 16523.8057 15386.7549 14721.7618 14214.3383 22134.4099 21089.3548 16573.4958 26077.7624 15751.0708 15791.3121 16472.9089 14715.3377 18920.2654 C28H44N4O4 Adouetine X Amino acid and Its metabolites Amino acid derivatives 499.3315 500.3363 7.7846 M-H 3.48544384 MS1 0.92 rp 19542-37-1 5281577 HMDB0034216 - C09993 --

MW0105805 57011.9245 531.617023 335.095738 59857.7198 58957.0814 58502.58 55077.645 59994.1494 55677.5634 57643.019 57811.1234 56909.9864 60368.5356 59583.1105 63306.3188 C14H26N8O6 Asn-Asn-Arg Amino acid and Its metabolites Small Peptide 401.1901 402.1975 9.6787 M-H 1.16683822 MS1 0.7217 rp - 18219008 - - - --

MW0106009 1317.97027 487.014159 954.443565 1388.15963 927.093333 736.267306 475.286417 732.571532 947.825196 1008.98384 206.896198 1191.95063 1160.36831 263.184587 987.794956 C10H15N3O5 Benserazide Benzene and substituted derivatives Phenolics 112.0517 257.1012 1.1335 M+H-C6H10O4 0.42675 MS1 0.7394 rp 322-35-0 2327 - 1290 D03082 --

MW0106184 536.407751 372.455117 327.330706 349.262718 363.529414 161.180955 289.340447 437.741102 734.532169 340.263066 141.246888 479.474133 545.755073 461.073306 353.976851 C10H12N2O Cotinine Heterocyclic compounds Heterocyclic compounds 223.1075 176.095 1.3495 M+H+HCOOH 0.09225 MS1 0.7477 rp 15569-85-4 408 HMDB0001046 - - --

MW0106208 79873.3885 70751.6674 70678.5512 74783.8966 71962.6249 71312.1987 80581.6386 77476.6184 85274.9774 85089.6947 82515.3805 80289.3236 77996.7792 85979.4358 112773.403 C31H44N4O6 Cyclo(L-Leu-L-Pip-L-Aoe-D-Phe) Amino acid and Its metabolites Small Peptide 555.3182 568.3261 7.4314 M+H-CH2 0.15008991 MS1 0.9963 rp 146556-41-4 101679622 - - - --

MW0106217 7791.9756 7564.96909 8965.79701 7130.35543 6693.08903 10949.0629 5973.27996 5073.25599 15055.3836 17759.3838 6052.97958 12650.1605 7423.12487 6318.83587 8920.18711 C7H13NO2 Cyclobutanealanine Amino acid and Its metabolites Small Peptide 116.072 143.0946 0.8178 M+H-C2H4 3.4275 MS1 0.6713 rp 4426-06-6 21988066 - - - --

MW0106406 841.207251 1339.97239 533.730556 933.301278 467.245193 266.118287 679.132595 495.658722 354.009242 707.536025 655.17376 538.574064 355.00471 285.263954 1011.77499 C8H11Cl2NO Dichlormid Alcohol and amines Amines 206.0111 207.0218 0.7635 M-H 4.42375 MS1 0.6508 rp 37764-25-3 37829 - - C18782 --

MW0106435 10175.0567 13200.044 3602.33739 10134.8823 8257.34172 4417.56758 5837.20292 9649.09184 5089.57425 7403.42068 8257.72777 7559.73821 8859.13771 6640.78306 10942.4718 C8H20NO3P Diethyl tert-butylamidophosphate Aldehyde,Ketones,Esters Esters 455.2018 209.1181 9.3539 2M-2H+K 2.2985 MS1 0.9457 rp 22685-20-7 264993 - - - --

MW0106456 552.680974 841.594334 929.841114 780.875992 798.772393 761.119157 803.877004 858.403307 950.346548 842.074424 1085.27219 858.633788 834.865783 431.581243 908.515823 C5H7ClO4 Dimethyl 2-chloromalonate Aldehyde,Ketones,Esters Esters 200.9736 166.0033 0.7469 M+Cl 9.28375 MS1 0.5643 rp 28868-76-0 120070 - - - --

MW0106523 1992.33103 692.832014 1771.32901 1354.81551 1093.85329 1744.11638 1781.48087 2974.70693 2570.49994 1497.31507 1428.61752 2069.1298 2573.04685 2223.18809 1345.02758 C9H11NO3 DL-O-tyrosine Amino acid and Its metabolites Amino acids 207.1129 181.0739 2.546 M+CH3CN+H 6.02499658 MS2-Search-Local 0.8701 rp 150-30-1 91482 HMDB0006050 58353 C02057 --

MW0106705 147293.86 163300.668 155843.756 162674.621 165099.029 161496.525 162548.143 156251.092 156234.573 171173.324 174692.237 175261.935 166371.779 173950.841 163006.448 C11H8N2O3S2 D-Luciferin Heterocyclic compounds Heterocyclic compounds 281.0063 279.9976 4.4735 M+H 7.96043945 MS2-Search-DB 0.9163 rp 2591-17-5 92934 HMDB0029713 65823 C02740 --

MW0106776 6916.8685 6581.29229 7787.90463 5384.876 5708.95453 7852.55421 7157.86868 3283.39386 8182.32286 14189.6485 5815.45006 8691.39221 7033.34982 4180.5833 7224.38796 C11H20N2O5 Gamma-Glu-Leu Amino acid and Its metabolites Small Peptide 259.1299 260.1372 2.5333 M-H 0.55475 MS1 0.9863 rp 2566-39-4 4524287 HMDB0011171 - - --

MW0106781 19190.0098 21897.1312 20293.6699 19226.0305 20673.6572 19120.5405 20966.6656 19177.4792 18408.7086 20180.9002 21044.3025 21107.2054 19114.8559 19890.3061 20705.8887 C11H18N2O6S gamma-Glutamyl-S-(1-

propenyl)cysteine sulfoxide

Amino acid and Its metabolites Small Peptide 329.0776 306.0886 5.1466 M+Na 1.39275 MS1 0.9664 rp - 18410556 HMDB0031870 - - --

MW0106966 461637.843 506731.308 505697.166 497639.598 481661.173 502785.236 535524.994 518851.026 512278.724 547331.744 548560.785 554650.369 522361.019 554051.941 521787.298 C11H20N2O5 Glu-Leu Amino acid and Its metabolites Small Peptide 243.1345 260.1372 5.1465 M+H-H2O 6.62947876 MS2-Search-DB 0.9277 rp - 9856500 HMDB0028823 - - --

MW0106988 30920.3601 27362.4304 22886.8165 36771.9241 31680.4576 19785.8714 31512.7375 28316.583 20878.5409 20853.4916 44527.9964 47072.6287 30109.7034 27006.4191 28548.7197 C5H10N2O3 L-Glutamine Amino acid and Its metabolites Amino acids 183.0173 146.0691 0.8696 M+K-2H 1.17312695 MS2-Search-Local 0.8687 rp 56-85-9 5961 HMDB0000641 - C00064 ko00220,ko00230,ko00240,ko00250,ko00471,ko00630,ko00750,ko00910,ko0097

0,ko01100,ko01230,ko01240,ko02010,ko04724,ko04727,ko04964,ko04974,ko04

978,ko05230MW0107191 16221.523 16377.6787 15532.8372 15579.265 15408.8925 14822.5833 16602.935 16369.9024 16286.6103 14613.3242 17000.6797 17076.3165 14525.7614 15866.7492 15263.7552 C3H8NO5P N-(Phosphonomethyl)glycine Amino acid and Its metabolites Amino acid and Its metabolites 187.0398 169.014 5.886 M+NH4 15.7444556 MS2-Search-Local 0.5318 rp 1071-83-6 3496 - - C01705 --

MW0107238 7540.07304 8072.60928 7586.78708 7265.11567 7449.84626 7623.02439 7756.90373 7318.98117 7038.54174 7564.918 7014.48777 7754.41892 7580.40956 7429.90475 6974.08788 C10H11NO3 Methyl hippurate Aldehyde,Ketones,Esters Esters 176.0712 193.0739 4.1079 M+H-H2O 1.525 MS2-MetDNA 0.6363 rp 1205-08-9 14566 HMDB0000859 24095 - --

MW0107322 32118.3545 26597.4127 25589.8262 26219.5481 27940.1524 23958.0961 28735.6222 25245.1955 29625.1747 26411.6723 28701.0183 31217.4886 29019.8256 31079.8517 44773.9936 C17H30N6O4S His-Met-Lys Amino acid and Its metabolites Small Peptide 432.238 414.2049 7.4314 M+H+NH3 0.18275974 MS1 0.9955 rp - 18221459 - - - --

MW0107644 327.188393 804.590503 165.003327 362.974899 631.978639 149.332693 124.82179 301.929962 256.111933 235.658605 153.698425 211.155004 265.600736 270.921888 534.025844 C3H6O3 Lactic acid Organic acid And Its derivatives Organic acid And Its derivatives 201.0385 90.0317 0.9547 2M-2H+Na 2.01475 MS1 0.7021 rp 50-21-5 612 HMDB0144295 - C01432 --

MW0107650 11505.1559 8892.37395 14670.7983 13303.0135 14045.8705 15950.7665 22395.4623 11931.9768 22002.5011 16482.4873 17225.8303 13834.0006 14329.9378 18089.6968 8680.24256 C6H11NO3 L-Allysine Amino acid and Its metabolites Amino acids 187.1149 145.0739 0.768 M+CH3CN+H 18.025 MS2-MetDNA 0.7185 rp 6665-12-9 160603 HMDB0059595 - C04076 ko00310,ko01100,ko01230

MW0107871 6763.21598 9187.67791 5360.4837 9761.51645 7318.65188 4895.56278 4063.2604 6245.52524 4029.1583 5849.29145 6156.6162 7507.39088 5516.35727 5940.23752 4794.87179 C5H9N3O3 L-Hexahydro-3-imino-1,2,4-

oxadiazepine-3-carboxylic acid

Organic acid And Its derivatives Organic acid And Its derivatives 177.1023 159.0644 1.3579 M+H+NH3 4.022 MS1 0.6589 rp - 86205608 HMDB0030402 - - --

MW0107895 127998.387 124346.99 115599.171 88900.4239 89038.9575 146927.326 112809.254 141659.884 165163.744 248443.535 82020.7025 198427.468 179328.717 100829.669 132962.41 C6H13NO2 L-Isoleucine Amino acid and Its metabolites Amino acids 130.0876 131.0946 1.2166 M-H 0.675 MS2-MetDNA 0.8885 rp 73-32-5 6306 HMDB0033923 - C00407 ko00280,ko00290,ko00970,ko01100,ko01210,ko01230,ko02010,ko04974,ko0497

8,ko05131,ko05230

MW0107967 142089.759 153718.303 160236.568 149949.113 131288.545 125297.354 140876.099 107750.461 167206.373 211550.937 126685.119 182293.873 167842.267 127579.962 197113.759 C9H11NO3 L-Tyrosine Amino acid and Its metabolites Amino acids 182.083 181.0739 1.1418 M+H 6.34851245 MS2-Search-Local 0.9562 rp 556-03-6 1153 - - C01536 --

MW0108281 1272174.1 1298118.72 1281272.13 1283207.29 1288092.86 1281784.2 1295844.78 1269045.1 1294285.07 1273259.59 1271619.32 1241866.63 1247825.55 1262684.01 1221776.84 C4H8O3 Methyl methoxyacetate Aldehyde,Ketones,Esters Esters 87.0449 104.0473 6.3679 M+H-H2O 2.41353066 MS2-Search-DB 0.7372 rp 6290-49-9 80507 - - C14601 --

MW0108414 7437.61879 5716.96946 5191.08428 3546.84105 19894.4134 13044.5286 10187.6769 7709.49669 31351.1784 3229.01779 6060.65251 7209.2063 7153.59474 6933.55391 7317.85655 C23H40NO5P N-(2-Phosphate-1R-methylethyl)-

5Z,8Z,11Z,14Z-eicosatetraenamide

Alcohol and amines Amines 881.5152 441.2644 11.7226 2M-H 0.10965151 MS2-Search-DB 0.6169 rp 649569-33-5 35026345 - 44887 - --

MW0108481 108385.449 158981.889 1590054.83 1579636.43 1449217.08 51587.7647 1558130.5 31999.9741 1492294.06 1527994.73 1393069.3 1546581.34 1566859.02 1593.65934 1553129.05 C11H21NO4 N-(Tert-Butoxycarbonyl)-L-leucine Amino acid and Its metabolites Amino acid derivatives 485.2923 231.1471 10.4225 2M+Na 21.3488536 MS2-Search-DB 0.5346 rp 13139-15-6 83170 - - C04301 --

MW0108501 226873.987 159398.982 80877.5306 78537.3038 64444.5821 111101.005 86585.161 94581.2254 70372.7586 84571.6451 70531.7509 131007.615 69162.6103 75376.8811 80210.984 C3H7NO N,N-Dimethylformamide Alcohol and amines Amines 140.0016 73.0528 4.0083 M-2H+3Na 6.91987891 MS2-Search-DB 0.6186 rp 68-12-2 6228 HMDB0001888 34471 C03134 --

MW0108667 2145.59018 963.626316 2319.566 2345.02702 1960.95077 2206.52477 1569.04647 1036.10903 2460.35898 2493.32401 2264.22345 2188.57898 1701.87222 2495.62009 2377.17302 C12H15NO5 N-Acetylvanilalanine Amino acid and Its metabolites Amino acids 288.0591 253.095 2.3754 M+Cl 0.05675 MS1 0.7486 rp - 12681285 HMDB0011716 - - --

MW0108694 2375.06876 2294.95028 2502.33402 1982.01325 1838.95822 2151.5897 2155.75256 2320.37868 2192.81994 2366.42385 2293.0301 2364.3901 2498.65167 2192.28588 2400.57277 C12H10BrNO2 N-Benzyl-5-bromo-2-furamide Alcohol and amines Amines 313.9493 278.9895 4.3779 M+Cl 8.72425 MS1 0.5732 rp 117845-23-5 762672 - - - --

MW0108704 1016.00197 1105867.28 2319.80309 2494.8358 909603.143 993575.582 977962.803 988868.023 936640.471 1086.38548 874361.908 970713.956 983441.272 938271.895 974823.639 C14H19NO4 N-Benzyloxycarbonyl-L-leucine Amino acid and Its metabolites Amino acid derivatives 531.2772 265.1314 11.0622 2M+H 15.4422121 MS2-Search-DB 0.6704 rp 2018-66-8 74840 - - C04335 --

MW0108870 24.6933557 3.75900104 25.3793298 30.5049077 21.0352305 3.73307567 16.2380097 24.9174563 17.0228976 13.2486448 20.9482551 26.0713327 28.5258026 16.9709237 21.9156917 C21H46N2O2S N-Octadecyl-N'-propylsulfamide Alcohol and amines Amines 408.3707 390.328 11.4527 M+NH4 24.0077887 MS2-Search-DB 0.5014 rp 925891-74-3 16103197 - 64680 - --

MW0108932 51891.6402 48364.9556 34323.8983 47955.0314 39925.7433 38095.5081 43332.5796 61320.3857 40854.656 33945.4243 32523.4961 33767.3369 41050.3236 33157.2172 39180.5178 C13H25NO3 N-Undecanoylglycine Amino acid and Its metabolites Amino acid derivatives 226.1806 243.1834 5.8195 M+H-H2O 1.3905 MS1 0.9664 rp - 454092 HMDB0013286 - - --

MW0108963 15352.9882 17533.1786 35817.5172 121493.717 112638.885 115373.333 50463.6578 68663.7178 118726.668 36782.7378 21591.4362 72407.7709 114129.188 14896.5161 51608.9482 C4H11O3PS O,O-Diethyl hydrogen thiophosphate Aldehyde,Ketones,Esters Esters 214.9873 170.0167 13.3305 M-H+2Na 4.7346897 MS2-Search-DB 0.8136 rp 5871-17-0 655 HMDB0001460 6256 C06607 --

MW0108964 17490.0998 13320.9179 43835.4867 34930.0258 35761.4128 32316.845 39864.3961 23197.3725 35668.3153 39357.7306 30568.9733 18180.4471 34389.2884 60675.2317 66607.4482 C4H11O3PS O,O-Diethyl thiophosphate Aldehyde,Ketones,Esters Esters 214.9873 170.0167 13.7126 M-H+2Na 4.6131897 MS2-Search-DB 0.8875 rp 2465-65-8 655 HMDB0001460 6256 C06607 --

MW0109045 428038.411 474298.762 459508.104 450465.537 464865.838 448553.987 468513.641 453481.341 435353.052 473765.009 470897.094 471682.719 453847.748 462519.289 451305.352 C9H10ClNO2 P-chlorophenylalanine Amino acid and Its metabolites Amino acids 200.0478 199.04 2.4463 M+H 6.3225127 MS2-Search-DB 0.8912 rp 7424-00-2 4652 - 44308 D04143 --

MW0109064 133054.825 135114.091 121934.961 121136.016 111134.676 342.495886 132.54332 129.285656 114438.078 395.029073 147.990947 118601.152 291.154241 114650.91 498.677076 C5H13NO2S Pentane-1-sulfonamide Alcohol and amines Amines 190.0325 151.0667 2.5792 M+K 5.7515 MS1 0.625 rp 52960-14-2 10920696 - - - --

MW0109150 1176.9728 1408.20525 225.332314 751.857596 1327.67021 259.733792 203.770827 845.228403 260.032101 588.312027 1016.01214 204.765295 400.815102 791.696722 1068.65588 C18H28N6O4 Phe-Ala-Arg Amino acid and Its metabolites Small Peptide 391.2068 392.2172 10.7505 M-H 8.00875 MS1 0.585 rp - 4556905 - - - --

MW0109196 1323042.57 1512119.75 1310270.16 1386760.15 1365144 1399192.31 1397930.32 1362230.09 1426201.96 1708356.28 1301545.94 1546088.89 1526714.41 1304987.39 1616191.91 C9H11NO2 L-Phenylalanine Amino acid and Its metabolites Amino acids 166.0871 165.079 1.8273 M+H 5.7085293 MS2-Search-Local 0.9727 rp 63-91-2 6140 HMDB0000159 - C00079 ko00360,ko00400,ko00970,ko01100,ko01210,ko01230,ko02010,ko04974,ko0497

8,ko05230MW0109283 55072.7896 1079.00163 56238.8568 419.617942 363.913986 56512.7437 53204.3003 57953.5807 53783.8139 590.222385 55844.8055 54974.3186 58315.2329 57556.5224 350.661599 C5H10O2 Pivalic acid Organic acid And Its derivatives Organic acid And Its derivatives 188.0924 102.0681 2.8989 3M+2Cl 9.801 MS1 0.5563 rp - 6417 HMDB0041992 - - --

MW0109544 3666.96004 132.381448 862.026682 1815.67807 1652.87458 141.786268 1174.92383 816.41857 112.804934 1018.20084 2856.29845 989.517626 1993.21156 3208.58865 2333.98472 C5H12N2O2S S-(2-Aminoethyl)-L-cysteine Amino acid and Its metabolites Amino acid derivatives 203.0222 164.0619 1.3579 M+K 0.129 MS1 0.7468 rp - 20049 HMDB0033518 - - --

MW0109651 1925.79158 2796.30487 2013.3981 3599.86478 2836.78505 1979.39024 4138.26726 4096.98975 2349.55751 2560.73801 3553.00888 4649.34313 5690.70954 1831.99243 2517.10063 C13H25N5O6 Ser-Asn-Lys Amino acid and Its metabolites Small Peptide 202.1197 347.1805 1.1418 M+H-C6H10O4 3.70925 MS1 0.6654 rp - 18223834 - - - --

MW0109767 35616.4609 42872.2709 67165.4951 39112.4477 70401.1589 47894.7594 37871.7875 37967.5214 53244.6407 62439.2443 25870.6305 30110.5444 50908.2224 33566.4418 43948.7348 C7H13NO2 Stachydrine Amino acid and Its metabolites Amino acid and Its metabolites 144.1038 143.0946 0.8344 M+H 4.74932544 MS2-Search-Local 0.9266 rp 471-87-4 115244 HMDB0004827 - C10172 --

MW0109768 58818.171 59571.6153 58735.3601 55749.3483 66105.5152 65496.8167 57943.1809 69786.3353 62378.3999 59549.5144 58699.1123 61450.6976 60291.7668 58917.4831 58908.0278 C12H18O9 Starch acetate Carbohydrates and Its metabolites Sugar derivatives 343.037 306.0951 12.1962 M+K-2H 8.3449043 MS2-Insilico 0.7067 rp - - HMDB0029891 - - --

MW0109775 5014.66511 3876.78172 5874.93716 4894.38443 4744.31156 4930.48244 4663.78463 5567.64706 5243.27552 5601.96164 4177.5697 6319.39761 5016.50689 6286.26366 4226.725 C4H2D4O4 Succinic acid-2,2,3,3-d4 Organic acid And Its derivatives Organic acid And Its derivatives 265.0777 122.0517 1.3027 2M-2H+Na 0.7085 MS1 0.7326 rp 14493-42-6 12998487 - - - --

MW0109832 17348.6688 12550.1739 27565.9341 23610.4166 22682.4332 30136.6525 27743.5205 42587.1829 19940.0481 20424.4771 25539.942 33982.8628 39061.934 43143.8126 28748.9691 C30H48O3 Oleanolic acid Organic acid And Its derivatives Organic acid And Its derivatives 74.991 456.3603 8.4888 M-H 1.69082642 MS2-Insilico 0.5975 rp 508-02-1 10484 HMDB0002364 - C17148 --

MW0109846 485.910362 618.775063 529.627954 1064.4027 691.918954 1090.34742 1256.40522 1145.51304 660.468889 1018.27008 1006.83909 1231.24429 1183.47317 1451.02201 491.632529 C6H12N3PS Thiotepa Heterocyclic compounds Heterocyclic compounds 144.0566 189.049 5.1588 M-H-CO2 4.88775 MS1 0.6416 rp 52-24-4 5453 HMDB0015576 - C07641 ko05204

MW0110000 2801.48658 3188.84469 3929.51389 2047.16279 3288.37322 2156.31339 2149.5612 1977.28382 3601.64861 3307.67694 3475.45843 3300.56607 4517.15702 2420.45212 3285.67256 C8H15NO2 Tranexamic acid Organic acid And Its derivatives Organic acid And Its derivatives 130.0878 157.1103 0.8677 M+H-C2H4 4.303 MS1 0.6532 rp 1197-18-8 5526 HMDB0014447 - C12535 --

MW0110047 7218.27266 8093.32741 6832.75104 7197.56483 6981.00732 7022.46887 7439.75639 7550.84283 8041.90247 9485.72744 7553.31222 9250.13134 8348.18689 6773.38287 9109.91186 C9H10O3 Tropic acid Organic acid And Its derivatives Organic acid And Its derivatives 149.0596 166.063 1.8273 M+H-H2O 3.42918457 MS2-Search-DB 0.9192 rp 529-64-6 10726 HMDB0062590 1165 C01456 --

MW0110548 1464.60187 2179.66833 2194.56404 1839.59782 2314.55272 1946.08325 1255.71343 1031.25601 1662.1389 2469.78645 1513.67443 838.21981 1207.08961 1844.68994 2045.25933 C8H13N3O4 (E,2Z)-4-Ethyl-2-hydroxyimino-5-

nitro-hex-3-enamide

Alcohol and amines Polyamines 216.096 215.0906 3.3187 M+H 0.985 MS1 0.726 rp 138472-01-2 6413529 - 62986 - --

MW0110558 2022.71044 1702.98539 2137.1374 2208.97477 3122.75271 1388.81545 1546.90858 507.683509 1960.91419 1718.39519 2039.54168 2403.76868 1938.90822 1718.27536 1879.63087 C6H8BrNS [(4-Bromothiophen-2-

yl)methyl](methyl)amine

Alcohol and amines Amines 241.9202 206.954 2.4917 M+Cl 5.0995 MS1 0.6375 rp 814255-78-2 42282034 - - - --

MW0110579 3845.1485 4544.96621 4269.92616 4562.59159 3948.63753 4537.51408 4109.90532 4585.74461 3953.33353 4224.00117 3753.46502 3654.13231 4185.14351 4236.88051 4159.90225 C9H12BrN3O 1-(5-Bromo-2-pyrimidinyl)-3-

piperidinol

Heterocyclic compounds Heterocyclic compounds 390.0027 257.0164 0.6971 M-H+CF3COOH 6.567 MS1 0.6101 rp 914347-67-4 45036933 - - - --

MW0110625 5549.82738 5172.54225 3191.59023 4575.16611 4075.56814 3508.43523 2735.1422 4401.7191 2791.03966 4329.41253 4419.76596 3554.90907 3677.05823 3144.20341 3257.84949 C26H54NO6PS 1-O-Hexadecyl-2-deoxy-2-thio-S-

acetyl-sn-glyceryl-3-phosphorylcholine

Organic acid And Its derivatives Phosphoric acids 562.3297 539.3409 9.9406 M+Na 0.46124315 MS2-Search-DB 0.728 rp - 10347222 - 63005 - --

MW0110722 897.324473 1660.22345 1439.24365 763.456041 938.835472 1561.76658 1245.30633 1091.26436 785.533854 1188.63619 1126.4976 1806.64012 896.643751 2042.54521 1339.94856 C4H4ClN3OS 2-Chloro-N-(1,3,4-thiadiazol-2-

yl)acetamide

Alcohol and amines Amines 147.9757 176.9764 1.3036 M-H-CO 11.5995 MS1 0.53 rp 4454-63-1 326469 - - - --

MW0110766 427.149719 686.385182 773.153607 1369.64462 967.940515 853.637083 1162.20056 577.995109 1392.41329 1352.69244 1305.06052 1065.29163 1548.98773 1123.20484 1456.50259 C6H10N2 3-(Allylamino)propanenitrile Alcohol and amines Amines 133.0814 110.0844 0.8012 M+Na 11.504 MS1 0.5313 rp 34508-81-1 237360 - - - --

MW0110868 678.144257 500.110666 376.115721 125.022518 742.733532 618.746857 818.821716 1076.78303 1065.83535 763.115753 972.860662 1017.39585 890.505198 880.930951 922.725134 C5H13NO 5-Amino-1-pentanol Alcohol and amines Alcohols 86.0968 103.0997 12.134 M+H-H2O 5.71475 MS1 0.6257 rp 2508-29-4 75634 - - - --

MW0110882 29170.6975 1652.00353 53436.919 48305.3095 45811.6002 22221.5456 8432.3246 54129.0709 45580.1004 24194.5238 59589.1562 33095.4286 29201.1882 1947.94076 20537.3535 C24H41NO2 7,10,13,16-

Docosatetraenoylethanolamine

Alcohol and amines Amines 811.6077 375.3137 10.4183 2M+Na+K-H 10.67575 MS1 0.5432 rp 150314-35-5 5282273 HMDB0013626 - C13829 --

MW0110976 5086.96876 7585.16886 1642.95713 5259.02918 3588.72566 2275.09212 2725.29921 4951.75258 2852.90861 4326.5561 3706.82487 3709.61179 4768.4853 3625.68856 5718.91311 C15H32NO2 Decanoylcholine Aldehyde,Ketones,Esters Esters 257.2268 258.2433 9.3546 M-H 23.261 MS1 0.6563 rp - 9974373 HMDB0013228 - - --

MW0110993 1364.38211 3105.44038 1696.06478 2448.26824 2237.17672 2038.44253 3269.15957 2442.45161 1689.28909 2446.87519 3797.97478 4159.54857 2833.504 2413.81765 3609.38231 C13H22N2 Dicyclohexylcarbodiimide Alcohol and amines Amines 262.1648 206.1783 1.2664 M+K+NH3 11.753 MS1 0.5278 rp 538-75-0 10868 - 24058 - --

MW0111022 106400.512 117775.663 89144.0093 278661.375 111716.966 268308.609 91726.6365 89389.8265 72730.2562 97856.8944 110185.234 302935.777 100023.594 104929.854 135245.953 C9H23NO3PS Echothiophate Aldehyde,Ketones,Esters Esters 121.0509 256.1136 1.7317 M+2H-CH4 0.934 MS1 0.7272 rp - 10548 HMDB0015190 - C06975 --



MW0111075 4573.31676 5705.0455 5024.09486 4903.53648 4678.72489 4399.43893 4275.85268 5836.37739 4895.69633 4693.66653 4721.74548 4625.54506 4763.13496 4458.85484 5037.71012 C4H11NO3 Trometamol Alcohol and amines Alcohols 120.0645 121.0739 0.7802 M-H 0.26675 MS1 0.7434 rp 77-86-1 6503 HMDB0006248 - C07182 --

MW0111124 1220.01349 954.25189 1082.9893 415.374563 813.419153 1409.08336 1451.78147 1318.21599 1588.90282 1575.20958 1158.70989 1644.35173 1453.45823 1147.01454 1042.3582 C8H11NOS N-(4,5-Dimethyl-2-thienyl)acetamide Alcohol and amines Amines 250.0382 169.0561 1.2202 M+Cl+HCOOH 2.16325 MS1 0.6987 rp 51948-20-0 2408995 - - - --

MW0111163 51452.9766 31473.468 40283.7125 37162.9798 44240.41 34603.0386 54363.2555 41415.2628 55191.5755 44196.0694 40382.1625 38888.0548 45100.8555 39347.524 86241.4144 C8H11N N,N-Dimethylaniline Benzene and substituted derivatives Benzene and substituted derivatives 281.1403 121.0891 7.8302 2M+K 1.91747119 MS2-Search-DB 0.8108 rp 121-69-7 949 HMDB0001020 64944 C02846 --

MW0111185 2672.96042 2651.50017 2404.61135 2233.69205 2310.59042 2059.10646 2506.61969 2393.72285 2517.46803 2447.44419 2680.55809 2421.10059 2200.96004 2347.28966 2407.4835 C9H16N2S N1,N1-Dimethyl-N2-(3-

thienylmethyl)-1,2-ethanediamine

Alcohol and amines Amines 236.0889 184.1034 5.7737 M+Cl+NH3 3.95175 MS1 0.6604 rp 892593-13-4 4723866 - - - --

MW0111225 176.64124 308.865441 259.150676 360.574886 190.959135 262.449219 361.686115 375.095145 494.381371 561.5412 236.977473 439.90122 411.497625 261.844253 348.300403 C2H6N2O N-Nitrosodimethylamine Alcohol and amines Amines 82.9993 74.048 1.2 2M+Na+2K 3.9679 MS1 0.66 rp 62-75-9 6124 HMDB0031419 - C14704 ko05204

MW0111256 15646.3469 15497.798 14896.3696 14614.818 15196.5516 14867.1404 15597.5644 15108.8824 12731.9324 14255.842 15468.8834 14720.8719 15298.3039 12552.3923 13418.0581 C5H15NO4P Phosphocholine Organic acid And Its derivatives Phosphoric acids 184.0746 184.0739 8.6195 M+ 3.75831299 MS2-Search-Local 0.8919 rp 107-73-3 1014 HMDB0001565 - C00588 ko00564,ko01100,ko05231

MW0111333 338.173407 110.147481 121934.961 121136.016 111134.676 121394.37 166.712142 120819.203 138.823725 117175.82 493.756232 143.434059 120156.167 114650.91 611.352229 C6H15NO3 Triethanolamine Alcohol and amines Amines 188.0666 149.1052 1.3246 M+K 7.9835 MS1 0.5854 rp 102-71-6 7618 HMDB0032538 - C06771 ko00564

MW0111556 1849.13201 2120.35961 2328.92222 2189.46402 1931.79491 1883.63503 2033.53724 1958.67307 1924.30793 2047.25636 2093.93228 1805.19953 2055.88716 2055.582 2023.99651 C12H12ClN3OS [4-Amino-2-(ethylamino)-1,3-thiazol-

5-yl](4-chlorophenyl)methanone

Aldehyde,Ketones,Esters Ketones 280.0348 281.039 2.4502 M-H 2.59875 MS1 0.6891 rp - 399011 - - - --

MW0111876 12043.4888 9176.63501 13024.546 11679.099 12696.6469 14983.2341 14526.1933 15600.9049 11815.7546 13182.7416 10858.6522 12979.0251 14538.3297 15155.582 14590.6728 C15H10BrNOS2 2-(1,3-Benzothiazol-2-ylsulfanyl)-1-

(4-bromophenyl)ethanone

Benzene and substituted derivatives Benzene and substituted derivatives 363.9239 364.9366 6.8039 M-H 14.065 MS1 0.7475 rp 23384-65-8 990128 - - - --

MW0111890 955.761322 1443.30684 1075.81539 1372.189 639.862833 561.388206 565.584741 568.753476 755.813422 1536.00275 740.916956 416.491712 721.650774 540.957339 393.85782 C5H13NO2 2-(2-Methoxyethoxy)ethanamine Alcohol and amines Amines 120.1032 119.0946 11.6812 M+H 5.92825 MS1 0.6217 rp 31576-51-9 520530 - - - --

MW0111930 17066.2007 18118.231 21372.3254 22845.549 26357.3273 28434.71 31736.544 36424.4821 16472.585 18586.895 21065.3852 25506.0314 28459.2984 32376.8122 34354.1478 C5H10O6 2,3,4,5-Tetrahydroxypentanoic acid Organic acid And Its derivatives Organic acid And Its derivatives 149.0087 166.0477 6.8039 M-H-CH4 0.65475 MS1 0.9839 rp - 10264 HMDB0059750 - - --

MW0111938 62103.8899 25115939 22666111.4 22517597.9 20658480.5 22565622.6 22211032.4 22458706.7 21272539 21781449.4 19858097.5 22046400 24125.4447 21312101.7 22139737.2 C4H6O2 2,3-Butanedione Aldehyde,Ketones,Esters Ketones 125.0012 86.0368 9.7246 M+K 3.198675 MS1 0.6761 rp 431-03-8 650 HMDB0003407 - C00741 ko00650

MW0111943 25689.162 30972.6778 33015.818 25905.6173 29831.1697 29323.114 31325.3901 37079.4683 28523.5193 31753.3856 33550.6879 33019.6112 29586.5092 34025.6271 34936.1998 C4H6O6 2,3-Dihydroxybutanedioic acid Organic acid And Its derivatives Organic acid And Its derivatives 149.0088 150.0164 4.3778 M-H 2.29410498 MS2-Search-DB 0.7605 rp 133-37-9 875 HMDB0059916 - - --

MW0112273 6014.31185 5627.08807 5286.25599 6345.07733 5263.51038 5199.44004 5021.01822 4946.83352 4836.17649 5389.98704 4606.1315 4835.59085 4736.45413 4730.38614 4615.75503 C3H7O7P 2-Phosphoglyceric acid Organic acid And Its derivatives Organic acid And Its derivatives 186.9965 185.9929 12.134 M+H 7.34925 MS1 0.8462 rp 600-18-0 59 HMDB0000005 - C00109 ko00260,ko00270,ko00290,ko00640,ko01100,ko01210,ko01230

MW0112337 151678.317 145336.111 136821.745 101582.879 113669.749 121649.47 66165.6111 117566.295 71902.1535 126808.187 109247.007 136699.431 54696.505 121801.557 140094.313 C6H12O6 beta-D-Allose Carbohydrates and Its metabolites Sugars 217.0028 180.0634 5.6989 M+K-2H 18.5513395 MS2-Search-DB 0.6625 rp 7283-09-2 448388 HMDB0062202 - - --

MW0112831 147.083543 119.387422 131.010914 146.460883 119.054952 114.841885 110.480025 99.6903395 116.272887 125.714189 123.285113 102.770557 110.316144 101.094838 100.155527 C8H16OSi 3-Hydroxy-3-methyl-1-

(trimethylsilyl)-1-butyne

Others Hydrocarbon derivatives 157.1099 156.097 12.1257 M+H 12.39425 MS1 0.519 rp 5272-33-3 332724 - - - --

MW0112836 21030.7834 13594.8371 14059.4753 16131.7348 22899.7692 15528.9349 21253.8783 12533.0215 32336.3039 15148.0475 13632.9974 18980.723 16394.0719 15484.2667 16961.9495 C7H6O2 3-Hydroxybenzaldehyde Benzene and substituted derivatives Benzene and substituted derivatives 121.0292 122.0368 4.5606 M-H 1.94875 MS1 0.9536 rp 100-83-4 101 - - C03067 --

MW0112868 3885.82271 3650.75141 3220.39248 3788.31216 3863.60804 3907.72446 3371.80089 3307.80024 3745.80742 4264.79346 4360.264 4394.00896 4354.19797 3922.02688 4028.46777 C5H10O 3-Methyl-2-buten-1-ol Alcohol and amines Alcohols 104.1084 86.0732 12.134 M+NH4 3.27652329 MS2-Search-DB 0.6364 rp 556-82-1 11173 HMDB0030124 - C01390 --

MW0112914 1621.74535 4627.45832 2833.87017 8487.11121 8006.54141 4989.57275 3289.99001 4839.13118 3682.10562 8383.68658 4385.50426 9986.14887 9807.89966 3665.93478 12607.6099 C3H4O3 3-Oxopropanoic acid Organic acid And Its derivatives Organic acid And Its derivatives 133.0156 88.016 0.8954 M-H+HCOOH 2.889925 MS1 0.6827 rp - 868 HMDB0011111 - C00222 ko00240,ko00410,ko00562,ko00640,ko01100,ko01200

MW0113123 3526.56431 4579.92777 4217.30496 4137.96686 4359.09833 4983.37138 4478.71635 3588.34024 4453.65083 4753.81698 4684.40799 4274.98732 4484.54521 3997.65696 2291.35385 C6H12O 4-Methylpentanal Aldehyde,Ketones,Esters Aldehydes 101.0966 100.0888 4.4486 M+H 0.46225 MS1 0.7386 rp 1119-16-0 129 HMDB0001318 - C02373 ko00140

MW0113861 55614.1809 145344.019 172093.595 134302.282 153469.715 135367.54 135323.638 43796.5052 138345.343 132635.689 112685.256 138564.521 142690.191 108667.344 140310.84 C3H4O Acrolein Aldehyde,Ketones,Esters Aldehydes 157.0174 56.0262 1.74 2M+2Na-H 8.213075 MS1 0.5816 rp 107-02-8 7847 HMDB0041822 - C01471 ko00982,ko05200,ko05225

MW0114026 2480.99728 4596.43 2769.79161 2310.73764 2512.89794 2346.21066 2995.56625 2992.83619 3429.27638 3307.37821 1811.5831 1384.099 3334.43628 1959.58357 3940.75586 C4H8O Butyraldehyde Aldehyde,Ketones,Esters Aldehydes 139.0509 72.0575 1.1418 3M+Na+K 5.787275 MS1 0.6244 rp 123-72-8 261 HMDB0003543 - C01412 ko00650,ko01100

MW0114161 82678.812 67211.666 72185.2368 56741.9344 66583.9365 67151.3754 67231.8108 64401.545 71180.2815 68057.6496 37228.7376 70597.3412 75138.3148 70378.5173 69905.5519 C6H12O6 (2S,3S,4R,5R)-2,3,4,5,6-

Pentahydroxyhexanal

Carbohydrates and Its metabolites Sugars 217.0028 180.0634 4.3612 M+K-2H 18.5108994 MS2-Search-DB 0.7915 rp 3458-28-4 161658 HMDB0062473 - - --

MW0114174 170355.703 200931.495 221913.727 186857.95 201521.426 195644.226 216202.212 253543.493 194336.371 222308.906 230514.55 235823.119 203679.906 240190.098 241614.681 C5H10O6 D-Arabinonic acid Organic acid And Its derivatives Organic acid And Its derivatives 165.0411 166.0477 4.3778 M-H 4.85440186 MS2-Search-DB 0.7057 rp 32609-14-6 122045 HMDB0000539 - C00878 ko00053

MW0114253 45075.4537 43655.1072 42919.8909 41010.6445 44888.0881 42000.5795 44134.0148 42648.6951 44437.1727 42332.3172 42941.4831 42044.9961 42351.7795 41930.909 42152.4233 C4H10O3 Diethylene glycol Alcohol and amines Alcohols 107.0707 106.063 4.4486 M+H 3.70835938 MS2-Search-DB 0.9278 rp 111-46-6 8117 - - C14689 --

MW0114351 126125.385 66877.8099 117448.618 149877.673 111274.458 142129.244 228774.575 76657.6565 192755.329 156315.972 154448.933 183729.237 200480.115 134360.808 149664.525 C6H12O6 D-Psicose Carbohydrates and Its metabolites Sugars 215.0348 180.0634 0.7968 M+Cl 5.31027344 MS2-Search-DB 0.5432 rp 551-68-8 441036 - - C06468 --

MW0114363 38880.1118 23535.9058 6163788.61 6123402.08 5617836.3 6136461.83 6040035.12 6107387.28 5784822.61 24658.6137 6310.88218 5995265.23 6073870.91 5795581.23 6387.59411 C31H44N2O5S Dronedarone Aldehyde,Ketones,Esters Ketones 574.3213 556.2971 10.3976 M+NH4 14.1872138 MS2-Search-DB 0.6803 rp 141626-36-0 208898 - - D02537 --

MW0114399 769.021937 458.0568 449.137202 94.5581949 205.304996 113.571512 1000.36914 453.416747 96.8395989 414.993543 91.0730834 190.954133 251.165446 196.484427 184.690512 C11H14N4O2 Epirizole Heterocyclic compounds Heterocyclic compounds 217.1064 234.1117 3.1774 M+H-H2O 1.6895 MS1 0.7095 rp 18694-40-1 3242 - - D01394 --

MW0114442 422058.203 423356.149 416061.932 409812.731 412311.67 430688.85 431348.874 418026.919 430965.509 417868.059 412000.809 408180.232 413522.614 417660.974 414804.974 C8H18O3 Ethylene oxide/propylene oxide

copolymer

Alcohol and amines Alcohols 185.1156 162.1256 4.4486 M+Na 1.0125 MS1 0.9753 rp - 22895896 HMDB0032263 - - --

MW0114562 50.3000303 74.571056 153.570857 102.60177 242.926959 69.1235324 13.1922558 240.399134 207.431659 223.481427 252.195611 95.5897507 51.1922768 43.751512 234.346365 C3H6O4 Glyceric acid Organic acid And Its derivatives Organic acid And Its derivatives 165.041 106.0266 10.769 M+CH3COO 5.05785156 MS2-Search-DB 0.631 rp 473-81-4 752 HMDB0000139 280 - --

MW0114582 22998.0062 19832.5245 20197.852 20718.2938 16564.3073 22044.0878 18627.1768 24724.1107 20291.9392 18795.0859 16531.4305 18240.9936 20906.1898 19364.2606 21260.9431 C14H30O8 Heptaethylene glycol Alcohol and amines Alcohols 327.2014 326.1941 2.9489 M+H 0.17025 MS1 0.7458 rp 5617-32-3 79718 HMDB0061835 - - --

MW0114590 250381.398 168605.48 140074.205 255644.995 185615.598 243254.688 218942.733 286781.46 236111.41 159647.738 174640.354 159644.453 184642.249 173174.297 229335.332 C12H26O7 Hexaethylene glycol Alcohol and amines Alcohols 300.2023 282.1679 2.7287 M+NH4 8.38410645 MS2-Search-Local 0.8482 rp 2615-15-8 17472 HMDB0061822 - - --

MW0114665 895068.616 483952.532 799903.543 814182.858 808889.146 885855.867 1116542.37 758354.648 1193212.76 924092.891 959647.667 802788.968 854591.287 981542.887 576087.392 C11H16O Cis-Jasmone Aldehyde,Ketones,Esters Ketones 165.1336 164.1201 0.7929 M+H 16.1449646 MS2-Search-Local 0.6567 rp 488-10-8 1549018 HMDB0035601 - C08490 --

MW0115000 4101.56404 2445.75718 4217.06981 4049.28732 3987.48821 4179.91611 3853.09038 2603.65045 4972.41861 4357.78173 4300.99985 4622.16141 3962.374 5067.51969 4785.34148 C11H12N2O4 N'-Formylkynurenine Amino acid and Its metabolites Amino acid derivatives 237.0869 236.0797 2.3632 M+H 0.275 MS2-MetDNA 0.9494 rp 1022-31-7 439788 HMDB0060485 - C02700 ko00380,ko01100,ko01240

MW0115054 89671.5348 59069.7698 56801.1841 70599.2341 52010.6445 79739.285 67193.3526 89828.3061 74251.6237 48973.8163 60754.7263 59185.2743 56880.9888 73263.4659 74744.0374 C16H34O9 Octaethylene glycol Alcohol and amines Alcohols 388.2539 370.2203 3.1442 M+H+NH3 0.70725 MS1 0.9826 rp 5117-19-1 78798 HMDB0094680 - - --

MW0115101 372975.405 140394.686 737.926779 239085.096 282593.619 217074.021 278867.34 312501.058 350007.331 3778.841 150625.525 731.652765 165912.998 185868.44 218144.286 C10H22O6 Pentaethylene glycol Alcohol and amines Alcohols 239.1488 238.1416 2.4546 M+H 0.9035 MS1 0.9779 rp 4792-15-8 62551 - - - --

MW0115115 221668.528 151372.381 179248.574 172212.809 199168.398 159766.566 223481.041 185748.014 225697.991 196031.673 179726.305 164284.17 191361.561 173655.784 326445.145 C20H30O10 Phenethyl rutinoside Benzene and substituted derivatives Benzene and substituted derivatives 453.1712 430.1839 7.8302 M+Na 2.17644996 MS2-Search-DB 0.8017 rp - 14312558 HMDB0032622 - - --

MW0115141 615.006708 249.042176 770.684813 482.541384 558.295284 732.619518 662.624429 290.528812 919.933882 798.691962 764.484932 902.228193 581.710206 877.114554 628.525775 C15H21N3O2 Physostigmine Heterocyclic compounds Heterocyclic compounds 314.1279 275.1634 2.3632 M+K 4.0575 MS1 0.6582 rp 57-47-6 5983 HMDB0015116 1934 C06535 --

MW0115182 145351.93 147601.516 133204.353 132331.568 121405.891 132613.799 130529.942 842.346035 125014.597 128005.365 116702.198 129562.429 131261.16 125247.1 130110.953 C22H41NO3 Prostaglandin F2alpha dimethylamine Alcohol and amines Amines 368.3168 367.3086 8.7524 M+H 3.38925 MS1 0.6721 rp 67508-09-2 5283101 - - - --

MW0115315 324.180223 158.7689 198.944185 277.985045 233.535251 230.778125 217.233088 416.026989 716.334466 520.158631 122.351128 335.597509 166.236493 226.297811 366.09327 C18H35NO2 Spiroxamine Alcohol and amines Amines 280.265 297.2668 8.3702 M+H-H2O 8.05125 MS1 0.5843 rp 118134-30-8 86160 - 68865 C11124 --

MW0115326 394.710728 354.108465 321.565347 326.673051 188.323731 327.462738 230.494944 212.984248 187.090488 246.699612 298.434182 263.163975 205.184912 83.8923489 343.243338 C14H13ClO5S Sulcotrione Aldehyde,Ketones,Esters Ketones 679.0161 328.0172 12.134 2M+Na 8.055 MS1 0.5842 rp 99105-77-8 91760 - - - --

MW0115350 29602.3281 4938.77394 459.954945 9289.90302 16856.2952 6065.50359 15909.9759 9005.83369 20532.2092 2787.18943 2354.41561 2068.79892 3746.61743 11452.914 6900.33694 C8H18O5 Tetraethylene glycol Alcohol and amines Alcohols 195.1223 194.1154 2.0973 M+H 1.0595 MS1 0.7242 rp 112-60-7 8200 HMDB0094708 - - --

MW0115371 2546.56283 1633.12751 2078.19613 2418.54947 2107.55177 1984.7324 2184.46801 1172.82129 2531.57779 1543.39763 2362.55202 4592.15833 3417.84517 2049.2547 14554.2866 C15H15NO3 Tolmetin Heterocyclic compounds Heterocyclic compounds 258.1125 257.1052 0.7929 M+H 0.4835 MS1 0.7381 rp 26171-23-3 5509 HMDB0014643 2871 C07149 --

MW0115423 32559.8721 34001.6024 34547.3827 33325.257 33101.1562 33441.6401 36052.1276 33914.4038 33351.0011 33190.0336 33287.0794 33004.1524 33850.563 32616.606 32715.9602 C10H22O4 Triethylene glycol monobutyl ether Alcohol and amines Alcohols 229.1405 206.1518 4.7145 M+Na 2.02325 MS1 0.9519 rp 143-22-6 8923 - - - --

MW0115536 62807.0406 53060.9149 61096.2711 49663.3707 54170.6408 53519.734 62066.8526 56849.0781 53275.3142 57775.9209 53699.7641 59137.5445 59224.6211 44543.7159 55739.6365 C6H12O6 D-Glucopyranoside Carbohydrates and Its metabolites Sugars 217.0027 180.0634 6.7125 M+K-2H 18.5108994 MS2-Search-DB 0.7922 rp 50-99-7 5793 HMDB0000122 - C00031 ko00010,ko00030,ko00052,ko00500,ko00520,ko00524,ko01100,ko02010,ko0406

6,ko04068,ko04152,ko04742,ko04910,ko04911,ko04917,ko04922,ko04930,ko04

931,ko04932,ko04933,ko04973,ko04976,ko04978,ko05230,ko05415

MW0115598 66236.1567 66501.5153 45726.2567 47916.549 54776.229 83446.4814 34065.2379 54850.3085 47313.4901 71222.7386 170502.744 83933.4528 68810.2411 102923.812 58864.4439 C2H4Cl2 1,2-Dichloroethane Others Hydrocarbon derivatives 140.0015 97.969 3.0445 M+CH3CN+H 0.895289 MS2-Insilico 0.796 rp 107-06-2 11 HMDB0029571 - C06752 ko01100,ko05204

MW0115660 33809.816 34515.9563 33549.0461 30492.2498 31757.7667 30037.728 30185.6277 34335.4038 27137.8755 27120.7356 30657.9574 31152.573 32205.748 30255.7722 31312.7381 C5H7IN2 4-Iodo-3,5-dimethyl-1H-pyrazole Heterocyclic compounds Heterocyclic compounds 244.9569 221.9654 0.7513 M+Na 1.5095 MS1 0.7137 rp 2033-45-6 97115 - - - --

MW0115859 4110.9859 4190.45141 1678.19595 4426.25073 2739.84744 2162.7853 2117.06825 4102.70994 2242.91626 3131.6047 2439.35262 3189.31635 3770.06659 2515.45659 3302.37747 C12H16O4 (2-Phenyl-1,3-dioxane-5,5-

diyl)dimethanol

Heterocyclic compounds Heterocyclic compounds 179.1069 224.1049 5.5078 M-H-CO2 0.35225 MS1 0.7413 rp 2425-41-4 17042 - - - --

MW0115951 4484.39536 7739.04868 4892.55968 4888.77678 6073.26905 1228.36394 1826.01691 3148.22321 2662.99602 1542.52512 3631.47004 945.73094 3800.34016 2878.18984 1915.76269 C15H20BrN3O (5-Bromo-3-pyridyl)(4-

pyrrolidinopiperidino)methanone

Aldehyde,Ketones,Esters Ketones 336.0717 337.079 2.8158 M-H 0.0665 MS1 0.7483 rp 1314241-44-5 46931242 - - - --

MW0116074 5631.99841 5185.32757 5784.02062 6704.685 434.489545 4393.10784 8605.03216 5045.66735 510.414409 4741.50773 7261.20519 8180.57385 2036.11764 7470.06833 8112.36751 C5H6O3 (S)-5-Hydroxymethyl-2[5H]-furanone Aldehyde,Ketones,Esters Ketones 113.0244 114.0317 0.7846 M-H 13.26475 MS1 0.5076 rp - 144863 - 265050 - --

MW0116173 5283.75539 5463.74264 5055.47927 5320.34196 5160.91056 4752.83358 5676.3965 5978.53136 5592.10351 5369.90776 5334.54504 5770.42994 5126.30072 5697.95002 5079.83707 C6H4N2O2 [1,3]Oxazolo[4,5-b]pyridin-2-ol Heterocyclic compounds Heterocyclic compounds 170.9962 136.0273 5.7072 M+Cl 0.6935 MS1 0.733 rp 60832-72-6 2799900 - - - --

MW0116799 219.620201 230.698924 267.823317 98.1275256 105.11335 99.3918901 244.515698 272.046747 121.78864 205.414091 359.827154 359.910416 241.852182 222.579399 99.5207148 C13H15FN4O 1-{[3-(4-Fluorophenyl)-1,2,4-

oxadiazol-5-yl]methyl}piperazine

Heterocyclic compounds Heterocyclic compounds 263.1346 262.123 5.7779 M+H 0.0265 MS1 0.7493 rp 1098360-23-6 43237157 - - - --

MW0117017 2917.02556 3394.92048 3999.88056 2363.82034 3497.44526 5350.65458 2273.25525 2227.05365 3409.28269 3270.44342 2490.36713 2310.70043 3628.87045 3252.69068 2473.33308 C31H39N7O2 1H-Indazole-4-carboxamide,N-[(1,2-

dihydro-6-methyl-2-oxo-4-propyl-3-

pyridinyl)methyl]-1-(1-methylethyl)-6-

[2-(4-methyl-1-piperazinyl)-4-

pyridinyl]-

Alcohol and amines Amines 576.284 541.3165 7.9505 M+Cl 2.81462734 MS1 0.9344 rp 1346704-33-3 71268957 - - - --

MW0117189 4069.71768 4874.10859 4208.66622 4782.61572 4060.10952 4478.20122 5057.71762 5129.52616 4964.47717 4708.83892 5108.99459 5151.0843 4731.0438 4831.97573 4614.69164 C7H8N4 1-Methyl-1H-pyrazolo[3,4-b]pyridin-

3-ylamine

Alcohol and amines Amines 168.065 148.0749 5.886 2M+H+K 7.75925 MS1 0.5892 rp 72583-83-6 278147 - - - --

MW0117212 139061.227 141213.453 127439.386 109.429492 116151.551 126874.391 124880.721 126273.261 119604.076 155.51238 111651.43 145.292429 953.702537 119826.516 124479.867 C7H8N2O2 1,4-Dihydro-1-methyl-4-oxo-3-

pyridinecarboxamide

Alcohol and amines Amines 175.0479 152.0586 1.3911 M+Na 0.05 MS2-MetDNA 0.8647 rp 769-49-3 440810 HMDB0004194 - C05843 ko00760,ko01100

MW0117248 414.360202 855.428917 726.222739 994.898945 538.431932 550.402198 692.543287 798.901765 768.283078 762.796268 801.839325 631.286102 657.403566 181.024887 677.312966 C15H15N 1-Phenyl-1,2,3,4-

tetrahydroisoquinoline

Heterocyclic compounds Heterocyclic compounds 164.1222 209.1204 2.3299 M+H-HCOOH 1.37625 MS1 0.7168 rp 22990-19-8 100137 - - - --

MW0117288 50306.6339 35031.8818 33986.7659 32403.3374 35056.0384 24534.8512 31439.3872 32723.568 26605.5715 15659.3959 29691.836 27964.974 28966.8451 33883.494 31534.7982 C16H20N6O 1-Piperidinepropanenitrile,4-methyl-3-

(methyl-7H-pyrrolo[2,3-d]pyrimidin-

4-ylamino)-beta-oxo-,(3R,4R)-

Heterocyclic compounds Heterocyclic compounds 311.1686 312.1699 10.9665 M-H 20.7977311 MS2-Search-DB 0.7342 rp 477600-75-2 9926791 - - D09970 --

MW0117321 1373.88463 684.448942 720.727781 838.916246 828.153359 733.115991 986.997895 141.726884 932.6092 1740.50776 1136.69609 1491.81042 940.588323 1138.59407 1207.51305 C12H14N2O4 2-(1',2',3',4'-

Tetrahydroxybutyl)quinoxaline

Heterocyclic compounds Heterocyclic compounds 251.102 250.0954 4.4403 M+H 4.1075 MS1 0.6572 rp 80840-09-1 260008 - - - --

MW0117340 161.32764 90.8981829 76.0816923 112.744 170.04698 144.298426 245.730788 140.202048 61.4155883 141.795251 71.879772 215.459743 153.972518 189.736735 159.680308 C16H18N4 2-(1,4,5,7-Tetramethyl-6H-

pyrrolo[3,4-d]pyridazin-6-yl)aniline

Heterocyclic compounds Heterocyclic compounds 267.1609 266.1531 8.5613 M+H 2.1335 MS1 0.6994 rp 328035-07-0 787583 - - - --

MW0117576 3113.10736 3044.00208 3086.67908 2831.74166 2941.12473 2751.73423 2742.75276 2994.71902 3098.89559 3019.22894 2922.40876 2720.73157 2537.19583 2785.69565 3128.15258 C14H11ClN2 2-(4-Chlorobenzyl)-1H-benzimidazole Benzene and substituted derivatives Benzene and substituted derivatives 241.0481 242.0611 4.1535 M-H 2.69025 MS1 0.6871 rp 5468-66-6 225500 - - - --

MW0117657 44835.5245 50055.8769 44174.6845 51695.4769 46953.8817 47375.9902 58805.0765 40824.1025 51123.0527 55805.3496 59015.5181 49495.4694 54655.2677 55294.5134 57015.1876 C4H4O2 2(5H)-Furanone Aldehyde,Ketones,Esters Ketones 85.0293 84.0211 0.8593 M+H 11.1765 MS1 0.7859 rp 497-23-4 10341 HMDB0032330 71806 C17601 --

MW0117673 926.536095 931.503035 214.881948 674.958673 185.074186 677.400721 711.032568 344.522852 711.583484 617.21785 563.069795 204.467245 441.874501 504.881844 1273.82445 C13H13NOS2 2-(Benzothiazol-2-

ylsulfanyl)cyclohexanone

Benzene and substituted derivatives Benzene and substituted derivatives 302.0014 263.0439 1.8273 M+K 2.86125 MS1 0.6833 rp 75219-13-5 264054 - - - --

MW0117735 9042.66589 3191.99505 7367.29096 6789.19206 3033.10425 7276.58968 6854.83246 7396.41128 8539.34926 8449.59859 6566.55377 7866.56615 3784.69711 7382.70774 6540.15862 C9H4F3NO2S 2-(Trifluoromethyl)-1,3-

benzothiazole-6-carboxylic acid

Organic acid And Its derivatives Organic acid And Its derivatives 245.9829 246.9915 12.4352 M-H 3.7095 MS1 0.6654 rp 55439-75-3 12207999 - - - --

MW0117901 3971.46547 3225.02229 4597.03043 3663.74057 3429.58101 3710.41517 4045.49972 4278.35484 5913.25276 3472.79106 4997.98219 5345.68648 4632.26958 5266.79108 3279.53154 C5H6Cl2N4 2,4-Dichloro-6-ethylamino-s-triazine Heterocyclic compounds Heterocyclic compounds 214.9805 191.997 1.0504 M+Na 12.37925 MS1 0.5193 rp 3440-19-5 18926 - - - --

MW0118101 5349.0829 4509.12406 4493.28572 4480.88143 4425.19899 4344.56713 4481.16256 4315.27854 4534.91485 4663.99116 4272.69728 4785.2154 4159.61225 4390.94395 4418.82255 C8H11ClN2S 2-[(6-Chloro-3-

pyridyl)methylthio]ethylamine

Heterocyclic compounds Heterocyclic compounds 157.0353 202.0331 12.1962 M-H-CO2 0.367 MS1 0.7409 rp 1094650-98-2 43249530 - - - --

MW0118221 39282.2951 43144.6577 39910.0866 41174.0048 40873.4657 39567.0561 41477.6156 43728.6749 41798.284 42881.7102 42159.3917 43526.9496 40243.5798 42984.913 44130.8796 C5H3Cl2N3O 2-Amino-4,6-dichloropyrimidine-5-

carbaldehyde

Heterocyclic compounds Heterocyclic compounds 189.957 190.9653 13.8413 M-H 8.293 MS1 0.5803 rp 5604-46-6 265546 - - - --

MW0118348 3455.97637 3610.86256 3036.51243 3573.07767 11467.2082 3226.9581 3557.13844 4265.72892 3212.34541 5378.78856 2742.23129 7929.06353 3941.27454 3715.69379 5882.72895 C8H11ClN2O 2-Butyl-4-chloro-1H-imidazole-5-

carbaldehyde

Heterocyclic compounds Heterocyclic compounds 187.0643 186.056 13.4717 M+H 2.52325 MS1 0.6907 rp 83857-96-9 55176 - - - --

MW0118374 57695.7543 66842.3772 58917.3581 60575.6836 59664.2424 59204.2895 170.606595 60713.7496 56345.3882 536.09032 58504.5392 57592.5935 61092.6263 60297.7805 64065.6468 C16H16ClF2NO2 2-Chloro-1-{1-[4-

(difluoromethoxy)phenyl]-2,5-

dimethyl-1H-pyrrol-3-yl}propan-1-one

Aldehyde,Ketones,Esters Ketones 362.0538 327.0838 1.1675 M+Cl 3.0925 MS1 0.6784 rp 727696-15-3 3478467 - - - --

MW0118435 1699.79246 1472.55028 1974.5402 1610.97453 1750.72947 1697.97514 1485.13057 1586.18184 1544.49567 1439.37468 1874.86237 1652.46915 1509.93057 1822.08845 1552.41653 C6H2ClF3N2O2 2-Chloro-6-

(trifluoromethyl)pyrimidine-4-

carboxylic acid

Organic acid And Its derivatives Organic acid And Its derivatives 260.9461 225.9757 6.9119 M+Cl 3.27575 MS1 0.6745 rp 306960-80-5 10775652 - - - --

MW0118549 269.786516 423.240211 431.269867 1020.76417 540.644213 175.26844 278.166032 312.304702 128.813703 491.107342 537.064595 202.259108 352.199561 129.340267 370.737659 C5H4O3 2-Furoic acid Organic acid And Its derivatives Organic acid And Its derivatives 111.009 112.016 1.1447 M-H 12.39 MS1 0.5191 rp 88-14-2 6919 HMDB0000617 - C01546 ko01100

MW0118552 1100498.92 1102020.55 1004818.52 1302019.05 1111683.36 1033695.77 897699.919 920237.846 857753.461 1026442.64 1097734.97 1077789.86 1013232.42 1127407.82 1032890.07 C30H44N6O2 2H-1-Benzopyran-6-ol,2-((4-(2,6-di-1-

pyrrolidinyl-4-pyrimidinyl)-1-

piperazinyl)methyl)-3,4-dihydro-

2,5,7,8-tetramethyl-

,dihydrochloride,(2R)-

Others Others 538.3921 520.3526 10.5139 M+NH4 9.06909409 MS2-Search-DB 0.7004 rp 137018-55-4 9808654 - 45233 - --

MW0118629 87.4684369 115.88844 67.9913768 15.6727034 126.490337 31.150485 59.4066597 70.8572081 50.0202041 15.9757559 110.283742 12.9298128 44.8963241 58.7666164 12.3314101 C19H24N2O 2-Hydroxyimipramine Heterocyclic compounds Heterocyclic compounds 631.3325 296.1889 9.7246 2M+K 11.6267432 MS2-Search-DB 0.6587 rp 303-70-8 108051 HMDB0060952 - - --

MW0118671 24280.0927 26414.9776 24379.7693 24508.9478 24443.7456 24444.7714 26025.8415 24889.3211 24918.5485 25190.9256 25699.7136 25144.2247 24423.4699 25168.7459 12847.102 C7H10N2O 2-Methoxy-3,5-dimethylpyrazine Heterocyclic compounds Heterocyclic compounds 185.0977 138.0793 3.1359 M+HCOO+2H 17.7596753 MS2-Search-DB 0.6067 rp 92508-08-2 6429218 HMDB0040911 - - --

MW0118912 5675.00874 7529.15055 6416.09314 6832.42998 7068.0045 5981.73746 6134.18392 6513.27062 4798.87543 4762.94793 5650.23574 6458.98044 6616.39421 5599.44322 6873.23423 C4H4S2 2-Thiophenethiol Heterocyclic compounds Heterocyclic compounds 58.9885 115.9754 1.0588 M+2H 6.10375 MS1 0.6185 rp 7774-74-5 522674 HMDB0029720 - - --

MW0119047 1119.15062 1449.99397 1222.99866 1002.30888 1350.70689 1265.28756 1346.76365 1337.65566 1059.29398 1327.01562 1226.58566 1222.03524 969.012913 1135.93746 1097.62969 C10H10FN3 3-(4-Fluorophenyl)-4-methyl-1H-

pyrazol-5-amine

Heterocyclic compounds Heterocyclic compounds 150.0845 191.0859 2.3299 M+H-COCH2 5.311 MS1 0.6334 rp 1093060-47-9 24219856 - - - --

MW0119055 505.330208 386.489054 418.216487 195.561739 261.131662 147.191024 541.813575 451.774405 365.310579 233.110422 197.382039 555.212612 217.695682 519.219838 122.464133 C10H14S 3-(4-Methyl-3-pentenyl)thiophene Heterocyclic compounds Heterocyclic compounds 123.0956 166.0816 4.3157 M+H-CO2 0.947 MS1 0.7269 rp - 566107 HMDB0038183 - - --

MW0119125 1468.02086 699.430496 1584.78263 367.377089 976.167603 1170.45239 945.33702 673.609467 221.508038 795.447221 253.730108 2106.78763 1059.74963 566.610396 1469.38196 C5H6F2N2O 3-(Difluoromethyl)-1-methyl-1H-

pyrazol-5-ol

Alcohol and amines Alcohols 183.0108 148.0448 11.1743 M+Cl 7.04825 MS1 0.6015 rp 129922-58-3 - - - - --

MW0119249 1590.15599 994.399524 1914.24382 1443.28748 1465.11755 1411.06831 1211.464 962.25454 1751.904 1424.11639 1477.22694 1501.97754 1297.09619 1808.5931 1622.57554 C12H8N6 3,6-Di(2-pyridinyl)-1,2,4,5-tetraazine Heterocyclic compounds Heterocyclic compounds 217.0613 236.081 2.3754 M-H-H2O 0.11075 MS1 0.7472 rp 1671-87-0 315109 - - - --

MW0119278 59068.9399 65827.1152 93177.5947 106918.049 128048.743 153760.162 183058.723 190069.088 63374.243 79648.8859 95162.3984 119931.936 154123.688 194955.172 195554.012 C11H11ClN2O 3-[(2-Chloro-3-pyridinyl)amino]-2-

cyclohexen-1-one

Aldehyde,Ketones,Esters Ketones 223.0636 222.056 6.8082 M+H 0.02325 MS1 0.9994 rp 198141-10-5 11031471 - - - --

MW0119598 387452.754 306896.887 348326.607 366360.502 351804.149 337481.411 411122.069 341832.03 483757.335 496141.006 452232.307 428704.693 314048.807 334147.745 271219.56 C22H42O3 3-Hexadecyl-4-methoxy-5-

methyloxolan-2-one

Aldehyde,Ketones,Esters Ketones 389.2908 354.3134 10.9995 M+Cl 11.5115 MS1 0.7812 rp - 23872036 - - - --

MW0119634 172198.782 163753.233 162907.696 174738.904 185521.482 159519.067 180776.695 185221.939 167800.349 157945.419 161589.213 156842.856 156003.02 176044.14 173271.714 C8H4O4 3-Hydroxyphthalic anhydride Heterocyclic compounds Heterocyclic compounds 351.0057 164.011 0.6932 2M+Na 7.39675 MS1 0.8454 rp 37418-88-5 96580 - - - --

MW0119860 8211.12906 7031.32142 9092.15767 7948.90147 8163.13627 18879.8265 9303.18306 13937.8307 6388.95797 15445.53 10002.5025 12168.1911 21405.579 2373.13429 6411.74903 C8H7N3S 4-(2-Thienyl)-2-pyrimidinylamine Heterocyclic compounds Heterocyclic compounds 212.0019 177.0361 3.7532 M+Cl 0.17 MS1 0.9958 rp 154321-60-5 2764407 - - - --

MW0119933 747.80013 1346.88863 1079.37925 1002.67717 1246.02843 985.207747 1479.95912 1437.20329 1002.60178 1052.10674 1124.67256 1154.17315 1240.35072 1101.90199 1188.30193 C11H14FN 4-(4-Fluorophenyl)piperidine Heterocyclic compounds Heterocyclic compounds 163.0907 179.111 2.3299 M+H-NH3 2.43075 MS1 0.6928 rp 37656-48-7 2759136 - - - --

MW0120039 381450.455 388419.759 385332.201 411929.914 368465.046 383623.114 368520.081 386778.039 113070.675 11074.4813 418405.018 371754.959 367460.439 441052.419 446587.025 C4H7NS 4,5-Dihydro-2-methylthiazole Heterocyclic compounds Heterocyclic compounds 140.0016 101.0299 3.7507 M+K 12.70025 MS1 0.515 rp - 16867 HMDB0029555 - - --

MW0120082 1105.44463 906.568739 865.905603 1030.91351 1081.39297 955.971097 979.28225 1187.67005 1057.05698 891.74372 830.868942 665.455179 657.087668 1024.44297 1036.45867 C8H7Cl2N 4,6-Dichloroindoline Heterocyclic compounds Heterocyclic compounds 599.9892 186.9956 0.6849 3M+K 3.61325 MS1 0.6674 rp 903551-23-5 16244448 - - - --

MW0120360 11075.633 10301.0661 10149.4458 10707.5732 9997.84144 9814.46599 9036.80072 10282.6366 9237.65947 10508.1401 9892.79628 9352.51398 9405.61972 10095.8886 10069.1451 C8H7ClN2S 4-Chloro-5,6-dimethylthieno[2,3-

d]pyrimidine

Heterocyclic compounds Heterocyclic compounds 614.9822 198.0018 12.2066 3M-2H+Na 4.61675 MS1 0.8969 rp 108831-68-1 290212 - - - --

MW0120591 1336.05236 1387.98288 1079.83602 1064.21027 1075.22985 642.031467 865.401114 949.70613 788.669397 839.000788 1104.16859 725.813967 845.982777 733.476162 602.498682 C24H32N2O2 4-Methoxybutyrylfentanyl Heterocyclic compounds Heterocyclic compounds 364.2098 380.2464 11.1816 M-H-CH3 9.054 MS1 0.568 rp - 118796493 - - - --

MW0120598 4948.42896 5404.61752 5013.8563 4348.85385 4726.81692 4496.72961 4730.5112 5103.30255 4692.25871 4615.5843 5826.56615 4863.75594 4649.40352 4721.0127 4396.72514 C4H6N2 Fomepizole Heterocyclic compounds Heterocyclic compounds 105.0486 82.0531 1.2831 M+Na 10.504475 MS1 0.5457 rp 7554-65-6 3406 HMDB0015344 - C07837 --

MW0120819 430511.258 466142.089 439296.502 460216.859 447347.588 455716.762 431560.923 470658.912 431746.06 419926.872 416810.566 420457.041 441633.973 454116.953 449162.694 C14H12O2S2 5-(4-Acetoxybut-1-ynyl)-2,2'-

bithiophene

Heterocyclic compounds Heterocyclic compounds 551.0364 276.0279 0.7054 2M-H 21.5075079 MS2-Insilico 0.5461 rp 1219-28-9 440356 HMDB0034454 - C04485 --

MW0120915 1699.94628 1870.32621 2012.07233 1813.28955 1664.84364 2109.35703 1986.93029 1932.47914 2263.87325 1550.53809 1773.12162 1505.77452 1341.69688 1632.49914 1663.10631 C8H4F3NOS2 5-(Trifluoromethoxy)-2(3H)-

benzothiazolethione

Benzene and substituted derivatives Benzene and substituted derivatives 209.9639 250.9686 1.0504 M+H-COCH2 4.0995 MS1 0.6573 rp 155559-82-3 19384269 - - - --

MW0120937 83441.2418 91914.5892 87010.6611 82268.344 78743.5869 100533.651 90655.5726 81967.0261 106363.467 147385.915 75677.9325 135158.656 116993.396 71879.2266 104059.474 C6H11NO 5,5-Dimethyl-1-pyrroline N-oxide Heterocyclic compounds Heterocyclic compounds 72.0823 113.0841 0.8676 M+H-COCH2 7.34 MS1 0.8464 rp 3317-61-1 1774 - 64638 - --

MW0121004 20110.2126 27558.6202 23219.1209 15602.5134 12505.8956 6895.86569 10288.2502 9070.08298 9114.46934 9268.48447 7999.96785 10172.2742 13118.1131 3431.53146 9286.66514 C7H8N2S 5,7-Dihydro-2-methylthieno[3,4-

d]pyrimidine

Heterocyclic compounds Heterocyclic compounds 107.0494 152.0408 4.4111 M-H-CO2 2.0475 MS1 0.9513 rp - 61951 HMDB0041565 - - --

MW0121275 1692.03828 1161.91984 2217.97966 1508.35525 1311.76055 1617.11159 1622.73095 1836.54498 2156.02633 1274.08502 1597.02705 1829.17225 1856.77657 1940.95572 1208.71135 C8H3BrN2O4 5-Bromo-6-nitro-1H-isoindole-

1,3(2H)-dione

Heterocyclic compounds Indole and Its derivatives 306.8887 269.9276 1.2953 M-2H+K 4.04425 MS1 0.6585 rp 64823-14-9 3836539 - - - --

MW0121292 6369.69166 5354.8907 6683.36956 5638.69828 5173.66972 5686.16613 6369.85104 6388.28442 7157.22978 6633.18026 6044.15655 6397.31279 6568.60871 6342.83611 6013.40738 C8H4BrNO3 5-Bromoisatoic anhydride Heterocyclic compounds Heterocyclic compounds 239.932 240.9375 1.6276 M-H 3.86475 MS1 0.6621 rp 4692-98-2 288561 - - - --

MW0121298 6946.73027 2576.21513 1624.06959 3046.55214 3057.70422 3669.1368 8843.34229 1540.00183 3467.11534 4387.80371 8334.30761 2082.66246 5220.27268 7440.54601 6671.72647 C8H8BrNOS 5-Bromo-N-cyclopropyl-2-

thiophenecarboxamide

Alcohol and amines Amines 229.9023 246.9489 1.3792 M-H-CH4 5.24275 MS1 0.6347 rp 495382-05-3 4186509 - - - --

MW0121397 4083.88634 5358.62378 3429.06613 6489.64518 4814.11609 5591.10564 5336.2353 5171.67974 7529.12214 7316.65901 1993.59847 5125.09242 5564.21865 5933.45554 6574.56926 C5H3ClN2O2 5-Chloropyrimidine-4-carboxylic acid Organic acid And Its derivatives Organic acid And Its derivatives 156.9812 157.9883 12.2128 M-H 1.73725 MS1 0.7084 rp 64224-65-3 20029396 - - - --

MW0121412 316.929504 256.125719 252.918302 253.70914 383.294822 292.190429 239.873727 293.891825 227.024272 92.8556883 430.858095 40.0558126 295.319955 246.622171 413.655663 C16H30O2 5-Dodecyldihydro-2(3H)-furanone Aldehyde,Ketones,Esters Ketones 529.4217 254.2246 10.9498 2M-2H+Na 1.45075 MS1 0.965 rp - 97747 HMDB0031145 - - --

MW0121543 1568.92123 531.967153 2280.09705 635.606047 1376.68961 1900.73171 1743.32079 450.552441 1726.81669 1889.79912 1911.14261 1610.43188 881.843815 1715.30079 1860.44158 C11H12N2O3 5-Hydroxy-L-Tryptophan Amino acid and Its metabolites Amino acids 323.0318 220.0848 2.3754 M+Cl+NaCOOH 4.48075 MS1 0.6496 rp 56-69-9 144 HMDB0000472 - C01017 --

MW0121959 23438.8059 24419.3707 25755.9423 23195.8179 23421.8655 23374.1128 24196.5151 26631.4225 23607.7662 26345.266 27013.8609 26269.7279 25752.9634 26147.5019 26845.9876 C10H6BrCl2N 6-Bromo-2-chloro-3-

chloromethylquinoline

Heterocyclic compounds Heterocyclic compounds 289.9056 290.9037 4.3778 M-H 20.76675 MS1 0.677 rp 948290-77-5 17039790 - - - --

MW0121967 22703.4843 21306.0764 20554.5576 19228.5942 20274.9194 19439.2525 20248.322 29396.8296 20240.8971 18502.916 49225.8751 20406.8132 18886.0439 18692.4031 6225.05137 C10H5BrClNO 6-Bromo-2-chloroquinoline-3-

carboxaldehyde

Heterocyclic compounds Heterocyclic compounds 225.9299 270.9221 13.8828 M-H-CO2 2.29375 MS1 0.6958 rp 73568-35-1 11437167 - - - --

MW0122280 736.754046 672.075095 642.037813 631.091097 641.340114 586.617253 687.694553 588.756838 626.778652 683.013318 625.201279 712.54777 743.292949 185.097854 548.775767 C7H4N2O3S 6-Nitro-1,3-benzothiazol-2(3H)-one Benzene and substituted derivatives Benzene and substituted derivatives 178.9624 195.9943 12.1478 M-H-CH4 1.84325 MS1 0.706 rp 28620-12-4 641571 - - - --

MW0122338 802573.606 801298.503 780606.019 740195.025 736261.404 747234.559 811456.914 807448.938 770318.82 777269.694 743646.828 759036.295 752540.201 730159.212 726731.283 C27H45N7O3 7-[2-[2-

(dimethylamino)ethoxy]ethoxy]-6-

methoxy-2-(4-methyl-1,4-diazepan-1-

yl)-N-(1-methylpiperidin-4-

yl)quinazolin-4-amine

Heterocyclic compounds Heterocyclic compounds 500.3373 515.3584 8.4241 M-H-CH2 5.06732174 MS1 0.8881 rp - 46901937 - 96743 - --

MW0122389 1779.94881 1302.61443 1299.33259 1077.04094 869.413354 1180.18263 1538.57837 1455.56844 1936.038 1425.47066 1428.6126 1228.72897 1510.07301 1583.22594 749.748638 C8H3BrFNO2 7-Bromo-5-fluoro-1H-indole-2,3-

dione

Heterocyclic compounds Indole and Its derivatives 241.9285 242.9331 1.6276 M-H 4.70575 MS1 0.6452 rp 380431-78-7 2342117 - - - --

MW0122391 591.742321 648.579019 450.655365 436.376244 489.562399 549.289344 612.601838 469.590582 291.862696 210.453595 636.46584 378.966078 103.493832 560.821212 561.519229 C8H4BrFN2 7-Bromo-5-fluoroquinoxaline Heterocyclic compounds Heterocyclic compounds 224.9407 225.9542 1.1701 M-H 5.46875 MS1 0.6304 rp 1210048-05-7 59286334 - - - --

MW0122592 534.555791 66510.539 58624.8636 60274.9563 59368.0399 58910.3705 55461.5621 127.513052 56065.6622 58044.818 58214.0941 57306.6757 60789.3326 59998.4328 63747.5937 C6H5ClN4O2 8-Chloro-3-methyl-2,3,6,9-tetrahydro-

1H-purine-2,6-dione

Aldehyde,Ketones,Esters Ketones 234.9748 200.0101 5.084 M+Cl 0.258 MS1 0.7436 rp 77350-93-7 12617584 - - - --

MW0122633 6439.59618 7651.68238 6813.71386 7009.81144 7511.64157 7219.00803 7623.17164 7083.9589 6891.61729 7317.86265 7960.74033 7499.74973 7203.98193 7388.80788 7278.997 C9H7NO 8-Hydroxyquinoline Heterocyclic compounds Heterocyclic compounds 291.1144 145.0528 4.108 2M+H 3.09025 MS1 0.9284 rp 123574-67-4 1923 - 44006 C19434 --

MW0122688 18801.0139 17270.9571 21744.2048 17262.8159 17716.9612 19542.6005 20365.0256 23739.401 25208.506 21630.48 21041.4815 22662.5647 21772.5052 23452.2132 20516.6515 C14H8BrN3 9-Bromo-6H-indolo[2,3-b]quinoxaline Heterocyclic compounds Heterocyclic compounds 295.985 296.9902 1.6192 M-H 4.604 MS1 0.8972 rp 57743-36-9 5357491 - - - --

MW0122703 918.446351 979.067993 592.512776 770.833556 348.942968 654.526746 498.048708 200.284079 652.579369 871.974596 409.173546 694.4628 839.259429 910.489728 505.471854 C13H12N2O2S 9H-Thioxanthene-3,6-diamine 10,10-

dioxide

Heterocyclic compounds Heterocyclic compounds 219.0486 260.0619 1.2914 M+H-COCH2 0.129 MS1 0.7468 rp 10215-25-5 82456 - - - --

MW0122783 2943.23922 4622.08282 833.618747 2837.68385 2219.38408 987.135462 1283.87569 2269.82566 1113.88655 1726.6236 2197.45614 1784.75263 1955.57534 1388.82174 2323.55498 C17H30N2O5 Aloxistatin Heterocyclic compounds Heterocyclic compounds 365.2081 342.2155 9.3506 M+Na 10.0756738 MS2-Search-DB 0.873 rp 88321-09-9 65663 - 64821 - --

MW0122787 150459.516 710873.693 308923.934 73919.082 187795.47 290824.254 445530.142 147118.395 110259.072 85013.256 82888.283 189630.317 208892.76 290027.149 323723.972 C15H26O2 alpha-Bisabolol oxide C Heterocyclic compounds Heterocyclic compounds 237.1858 238.1933 9.6704 M-H 3.79975 MS2-Insilico 0.9062 rp - 85864149 HMDB0038138 - - --



MW0122939 17615.6157 16206.0731 18059.5971 16560.3174 15440.6665 16036.7637 16166.6586 14546.4875 15342.4745 16051.8249 20018.8361 14540.9044 17903.292 16513.1112 15244.2218 C4H6O3S2 Asparagusic acid syn-S-oxide Amino acid and Its metabolites Amino acid derivatives 200.9465 165.9758 0.7178 M+Cl 12.91125 MS1 0.5122 rp - 6451512 HMDB0029612 - - --

MW0123116 107248.003 160507.775 1632179.17 1621484.77 1487610.3 47912.7034 1599409.09 31184.3291 1531828.49 1568474.96 1429975.02 1587553.96 1608368.85 1534677.38 1594275.14 C22H40N6O4S Biotin-XX hydrazide Heterocyclic compounds Heterocyclic compounds 502.319 484.2832 10.4225 M+NH4 5.04777367 MS2-Search-DB 0.7158 rp 211237-33-1 16760313 - 64812 - --

MW0123174 2107.61382 2307.41311 2193.22248 2305.10169 2369.59264 2358.5433 2237.06217 2211.81044 2268.87083 2140.06113 2413.79025 2311.77279 2289.74316 2408.92909 1957.46616 C9H6N2S3 Busan Heterocyclic compounds Heterocyclic compounds 276.9349 237.9693 12.2088 M+K 4.22425 MS1 0.6548 rp 21564-17-0 30692 - - - --

MW0123207 27009.6752 28329.1438 29200.9818 27211.2077 28284.6514 27894.8949 28684.0155 27518.2703 28388.3154 30407.6387 29224.8412 28382.3789 27518.0865 29580.104 28694.3182 C6H11NO Caprolactam Heterocyclic compounds Heterocyclic compounds 112.0815 113.0841 4.1535 M-H 13.9841156 MS2-Insilico 0.7787 rp 105-60-2 7768 HMDB0062769 - C06593 ko01100

MW0123524 1113.68235 702.407032 865.799946 688.864994 931.46255 1013.4537 1021.85113 892.31942 1114.73768 876.716592 818.20194 934.985576 728.257219 1289.10081 706.810079 C12H12O12 Dehydro-L-(+)-ascorbic acid dimer Organic acid And Its derivatives Organic acid And Its derivatives 347.0201 348.0329 3.1399 M-H 12.19 MS1 0.5218 rp 72691-25-9 4613280 - 45119 - --

MW0123586 11328.3899 10683.7278 10854.2455 10908.2329 11156.6389 10013.0373 11292.9534 10552.034 10671.3848 10800.5301 9900.90223 11529.5324 9977.78392 10207.8757 10856.4536 C12H14N4O8 D-Glucose,2-deoxy-2-[(7-nitro-2,1,3-

benzoxadiazol-4-yl)amino]-

Benzene and substituted derivatives Benzene and substituted derivatives 401.0864 342.0812 5.9523 M+CH3COO 12.1166056 MS2-Search-DB 0.6743 rp 186689-07-6 6711157 - 96480 - --

MW0123591 2983.41542 676.037798 484.281609 1168.30231 1476.72337 925.035242 3723.67315 1405.93296 1040.33455 1664.5433 2798.24723 1273.00403 839.022994 3088.8162 1402.01337 C10H8O2S2 Di(2-thienyl)acetic acid Organic acid And Its derivatives Organic acid And Its derivatives 222.9897 223.9966 1.3784 M-H 1.07275 MS1 0.7239 rp 4408-82-6 20443 - - - --

MW0123645 1096.51769 1297.12101 996.219026 1207.28308 1039.25988 741.833242 510.828553 1203.52072 576.625135 882.257103 974.321894 383.257808 881.213966 930.985099 1135.36665 C4H6OS Dihydro-2(3H)-thiophenone Aldehyde,Ketones,Esters Ketones 240.9686 102.0139 12.2311 2M-2H+K 9.83875 MS1 0.5557 rp - 13852 HMDB0031253 - - --

MW0123767 5258.53745 6310.03294 5938.46839 6422.16845 6583.33412 6097.47557 6219.43142 5323.32095 5507.55601 6591.9627 6281.8648 6097.1707 5760.18659 6133.86765 5606.54383 C13H20N2O2 Dropropizine Heterocyclic compounds Heterocyclic compounds 473.3008 236.1525 4.4901 2M+H 13.695 MS1 0.7521 rp 17692-31-8 3169 - 44155 D07393 --

MW0123875 467.974892 548.867954 430.627563 713.149128 219.726457 644.818568 248.268577 488.384405 476.215838 847.31991 219.985719 637.407236 526.595236 665.989973 446.553664 C21H22BrNO Ethanone,2-(2-bromophenyl)-1-(1-

pentyl-1H-indol-3-yl)-

Aldehyde,Ketones,Esters Ketones 430.092 385.0867 1.8344 M-H+HCOOH 1.7 MS1 0.7093 rp 864445-60-3 44397335 - - - --

MW0123891 421668.829 490269.227 431830.01 387871.623 437631.944 279121.09 227575.824 422557.566 266870.043 480078.793 429182.053 422491.197 447106.608 419740.208 432755.017 C8H10N2S Ethionamide Heterocyclic compounds Heterocyclic compounds 201.0224 166.0565 5.4081 M+Cl 1.32725 MS1 0.9679 rp 536-33-4 2761171 HMDB0014747 2591 C07665 --

MW0124192 10640.013 10553.6099 10533.5135 10731.8606 9968.09562 10294.0352 10566.7164 10840.392 11265.2768 10756.0604 10381.3287 10560.9535 11213.2553 11136.9286 11032.7658 C14H21NO3 Furmecyclox Heterocyclic compounds Heterocyclic compounds 250.1444 251.1521 9.8864 M-H 3.50521851 MS2-Insilico 0.8107 rp 60568-05-0 43359 - - C18912 --

MW0124277 3868.81989 3213.86819 3990.72231 3144.74633 4023.47986 4290.12399 2781.25512 1877.26462 2472.81462 2443.89893 2431.55917 2143.99839 3061.26938 1835.12094 1780.42537 C32H45NO4 Gymnodimine Heterocyclic compounds Heterocyclic compounds 1015.6728 507.3349 8.6195 2M+H 1.69336177 MS1 0.9594 rp 173792-58-0 11649137 HMDB0041430 - C20025 --

MW0124368 729.957858 1337.53777 457.082256 1007.51388 493.134273 501.290284 225.544411 1337.28749 262.229904 562.078023 325.69751 201.160046 530.919266 229.545942 726.798743 C12H23NO3 Icaridin Heterocyclic compounds Heterocyclic compounds 212.1646 229.1678 5.2795 M+H-H2O 3.01575 MS1 0.68 rp 119515-38-7 125098 - - - --

MW0124408 34658.3502 23616.5205 38647.0615 35251.851 32974.8576 37429.8248 32542.8926 23706.1151 39600.468 36943.482 36544.9687 37386.6506 31852.2836 39257.943 37677.21 C10H9NO Indole-3-Acetaldehyde Heterocyclic compounds Indole and Its derivatives 158.061 159.0684 2.3754 M-H 2.89304541 MS2-Search-Local 0.9487 rp 2591-98-2 800 HMDB0001190 - C00637 ko00380,ko01100

MW0124409 6775.90324 4550.5023 8007.03282 6591.17933 6547.2058 6986.3753 6109.00754 4523.87004 7862.23303 7449.60794 7069.86408 7483.74794 6154.22305 8142.50561 7266.53167 C10H10N2O Indole-3-acetamide Heterocyclic compounds Indole and Its derivatives 219.0776 174.0793 2.3754 M-H+HCOOH 4.2175 MS1 0.6549 rp 879-37-8 397 HMDB0029739 - C02693 ko00380,ko01100

MW0124410 2111.28989 2250.45612 2105.02548 2167.20262 2200.78747 2059.522 2293.48347 2108.97542 2501.86065 2493.54193 2430.23145 2305.82366 2344.12367 2173.77087 2363.94014 C10H9NO2 Indole-3-acetic acid Organic acid And Its derivatives Organic acid And Its derivatives 158.0612 175.0633 4.108 M+H-H2O 2.925 MS2-MetDNA 0.9511 rp 87-51-4 802 HMDB0000197 70 C00954 ko00380,ko01100

MW0124414 285122.448 298604.644 295154.928 299738.398 301833.767 302273.1 300302.042 297551.295 295922.543 308990.662 313169.142 313388.188 301007.596 308905.145 297808.074 C9H7NO Indole-3-carboxaldehyde Heterocyclic compounds Indole and Its derivatives 146.0613 145.0528 4.108 M+H 4.34523926 MS2-Search-Local 0.7168 rp 487-89-8 10256 HMDB0029737 - C08493 --

MW0124417 75134.4449 77029.3098 81218.3832 77381.1675 77797.4918 76432.3228 75601.5868 74518.2162 78028.5785 79816.6109 79251.6846 76608.2892 75007.1216 76224.1654 77542.1732 C9H7NO2 Indole-3-carboxylic acid Heterocyclic compounds Indole and Its derivatives 220.0616 161.0477 4.1202 M+CH3COO 4.70530396 MS2-Search-Local 0.7881 rp 771-50-6 69867 HMDB0003320 3795 C19837 --

MW0124484 2068.56043 1796.03339 1834.07528 1891.99883 1406.43085 1865.74294 2111.33533 1304.81493 1892.28072 1938.74591 1723.9804 1859.79422 1820.72228 1270.6593 1883.90258 C10H8N2 Isonicoteine Heterocyclic compounds Heterocyclic compounds 111.0741 156.0687 4.1535 M-H-CO2 8.12925 MS1 0.583 rp 581-50-0 11389 - - - --

MW0124718 209238.476 85608.369 243911.089 225267.378 214464.009 253012.29 178171.145 77610.6886 246072.107 253241.587 247949.338 266975.098 158378.581 309490.28 266221.094 C11H12N2O2 L-Tryptophan Amino acid and Its metabolites Amino acids 205.0974 204.0899 2.3632 M+H 6.15573145 MS2-Search-Local 0.953 rp 54-12-6 1148 HMDB0030396 65534 C00806 --

MW0125077 9074.55793 3588.75821 8149.07154 10585.8071 6984.74214 9256.61677 14652.0735 5043.90703 12237.2955 11976.0734 9703.17781 11959.4663 14229.4228 10362.7618 10739.7336 C9H7FN2O2 Methyl 3-fluoroimidazo[1,2-

a]pyridine-2-carboxylate

Aldehyde,Ketones,Esters Esters 215.0344 194.0492 1.071 M-2H+Na 0.38925 MS1 0.7404 rp 695212-12-5 717824 - - - --

MW0125431 9837.03143 8089.28827 9811.33546 9839.47989 8277.43915 10888.6813 9919.01398 10370.6406 11442.973 8647.81776 9737.57361 9260.7087 10816.2328 15540.6065 8316.10549 C3H6N4O2S2 N-(5-Amino-1,3,4-thiadiazol-2-

yl)methanesulfonamide

Alcohol and amines Amines 176.9886 193.9932 1.0629 M+H-H2O 0.54225 MS1 0.7366 rp 1100459-09-3 45791526 - - - --

MW0125487 328.134644 66088.2554 58252.6471 59892.2631 58991.1049 276.249273 747.188069 60028.7715 904.588149 833.472081 57844.4856 56942.8286 60403.3737 59617.4954 63342.8523 C18H12N2O6 N,N'-(Ethylenedioxy)diphthalimide Alcohol and amines Amines 323.0304 352.0695 1.1594 M-H-C2H4 6.3405 MS1 0.6142 rp 6437-67-8 2249224 - - - --

MW0125624 973.012657 755.191418 877.160852 1267.32166 1244.56307 1033.69112 833.724547 1013.2975 771.654841 1013.0375 946.52318 751.483615 894.599489 1053.64654 1212.07471 C5H6N2O N-Acetylimidazole Heterocyclic compounds Heterocyclic compounds 145.0149 110.048 1.154 M+Cl 2.532 MS1 0.6905 rp 2466-76-4 17174 - - C02560 --

MW0125795 150938.866 258414.558 140623.544 84698.0433 77132.1513 155652.866 117676.64 167651.089 192895.205 272936.575 68447.6751 89536.1206 169214.007 54513.1893 225818.481 C6H6N2O Nicotinamide Alcohol and amines Amines 123.0554 122.048 1.3911 M+H 4.48304517 MS2-Search-Local 0.9411 rp 98-92-0 936 HMDB0001406 1497 C00153 ko00760,ko01100,ko01240,ko04977

MW0125834 12584.8466 13921.5064 13160.4539 12446.082 12106.6209 12936.7441 15287.9252 14725.8848 14371.749 14909.2707 14570.0979 15013.5523 14792.3422 15026.6177 14284.3064 C9H6N2O3 Nitroxoline Heterocyclic compounds Heterocyclic compounds 257.1132 190.0378 5.1548 M-2H+3Na 5.52258301 MS2-Search-Local 0.744 rp 4008-48-4 19910 HMDB0015491 - D07245 --

MW0125865 2313.21073 2174.35396 3276.96854 3473.51575 4373.81457 3250.74954 3650.33955 2595.93874 2474.48528 3385.20086 4815.62819 4215.05299 4122.12474 4324.30251 3693.9009 C4H8N2O2 N-Nitrosomorpholine Heterocyclic compounds Heterocyclic compounds 75.0097 116.0586 0.8629 M-H+Cl 3.94375 MS1 0.6605 rp 59-89-2 6046 - - C19283 --

MW0125934 1746.99959 1814.87855 1909.11568 1277.96516 1363.79361 1242.79233 1980.97173 1443.57977 1724.31885 1758.4499 1758.76712 1977.3999 1809.31188 1778.26195 1709.1369 C6H11N3O2 O2-Vinyl 1-(Pyrrolidin-1-yl)diazen-1-

ium-1,2-diolate

Heterocyclic compounds Heterocyclic compounds 130.0646 157.0851 5.7779 M+H-C2H4 2.18325 MS1 0.6983 rp 179344-98-0 9605288 - 62984 - --

MW0125974 56532.546 34896.0688 23556.8896 20022.8995 20243.508 22131.0387 28300.4756 25235.843 40376.1281 25662.8609 15953.3471 20458.995 22983.7896 17868.9228 22406.053 C15H18N6O Olomoucine Heterocyclic compounds Heterocyclic compounds 297.1521 298.1542 10.2211 M-H 1.97675 MS1 0.9529 rp 101622-51-9 4592 HMDB0035233 45229 - --

MW0126042 903.459134 1052.22742 1072.87325 872.692038 1034.19715 1084.22023 1180.06496 1019.90224 1196.00959 1016.61079 1009.86937 1080.54077 1228.30529 1123.07478 1022.19154 C7H11NO3 Paramethadione Aldehyde,Ketones,Esters Ketones 196.0331 157.0739 4.1412 M+K 2.23325 MS1 0.6972 rp - 8280 HMDB0014755 - C07411 --

MW0126142 1399.74532 1502.34159 1655.72682 1797.83581 1461.8764 1594.72974 1788.66665 798.622527 1789.77971 2609.02998 1795.58803 2169.2435 1736.10406 1238.05416 1727.56589 C13H19N5 Pinacidil Organic acid And Its derivatives Organic acid And Its derivatives 295.1289 245.164 2.7121 2M+Na+2K-H 4.88575 MS1 0.6416 rp 60560-33-0 4826 - 1941 - --

MW0126295 85490.2864 91055.1431 92207.2116 93369.2625 96083.4909 85784.2955 95548.9986 90730.2188 85916.2504 79327.0977 106671.976 84195.2163 80266.5764 96268.3752 87357.2303 C5H4N2O2 Pyrazine-2-carboxylic acid Organic acid And Its derivatives Organic acid And Its derivatives 125.0398 124.0273 1.1834 M+H 16.2479004 MS2-Search-DB 0.7022 rp 98-97-5 1047 HMDB0059734 - C19915 --

MW0126453 66092.9041 58849.6131 38521.6759 60673.3075 48012.2169 41919.558 49906.4779 78222.9985 47123.9033 39181.5457 38005.9136 37019.7792 45723.4188 37340.5574 42059.4705 C13H22O3 Riesling acetal Heterocyclic compounds Heterocyclic compounds 242.1761 226.1569 5.8152 M+NH4-2H 4.59330347 MS2-Insilico 0.6923 rp - 57473083 HMDB0037562 - - --

MW0126534 1716.7054 1707.81703 1673.46794 1694.12788 1792.31032 1358.94522 1580.9734 1880.31275 1597.81175 1674.00563 1679.20646 1823.78703 1571.59036 1838.63412 1715.81223 C5H4O2Se Selenophene-2-carboxylic acid Organic acid And Its derivatives Organic acid And Its derivatives 372.8534 175.9377 0.7552 2M-2H+Na 5.84025 MS1 0.6234 rp 22968-45-2 140975 - - - --

MW0126722 23301.7581 176234.968 28231.5652 35458.0028 39384.7755 31274.1001 31922.5135 31926.2232 27926.7545 24525.034 20366.2203 51814.2336 22694.9973 33123.9001 38608.4998 C5H10S2 Tetrahydro-2-methyl-3-thiophenethiol Others Hydrocarbon derivatives 157.0174 134.0224 13.8373 M+Na 6.5205 MS1 0.6109 rp - 524170 HMDB0039790 - - --

MW0126791 114590.929 123379.471 115624.476 112168.472 113775.386 114796.221 139529.794 138014.606 136955.17 125317.332 145605.271 148680.225 121209.599 135658.586 115057.658 C8H14O2S2 Thioctic acid Organic acid And Its derivatives Organic acid And Its derivatives 251.0146 206.0435 5.6949 M-H+2Na 3.30449707 MS2-Search-DB 0.7173 rp 1077-28-7 864 HMDB0001451 126 C00725 --

MW0127038 1335.86112 1554.93515 1743.16106 1389.15301 1411.37526 1355.61485 1006.45798 1523.20584 1406.78024 1564.37433 1474.76587 1437.34247 1665.75591 1210.53436 1756.13429 C30H29NO9 beta-D-Glucopyranuronic acid,1-[3-(1-

naphthalenylcarbonyl)-1H-indole-1-

pentanoate]

Organic acid And Its derivatives Organic acid And Its derivatives 568.17 547.1842 4.1202 M-2H+Na 1.40409551 MS1 0.7161 rp 1307803-54-8 124523545 - - - --

MW0127079 594.67196 126.185556 149.598721 120254.031 124.511452 300.956051 118616.834 106.888903 257.337685 116322.669 106051.111 117737.624 119281.316 113816.143 118236.086 CH5AsO3 Methylarsonic acid Organic acid And Its derivatives Organic acid And Its derivatives 140.9505 139.9455 12.8569 M+H 11.15825 MS1 0.5362 rp 124-58-3 8948 HMDB0012258 - C07294 --

MW0127082 162.353196 318.959892 78.6065554 145.033137 149.443104 98.7758281 203.920682 100.662766 220.150477 333.36637 200.465404 197.654911 71.4135956 109.107823 207.462581 C8H24O2Si3 Octamethyltrisiloxane Others Others 141.0407 236.1084 4.4902 M+2Na 1.4715 MS1 0.7145 rp 107-51-7 24705 HMDB0033532 - C07261 --

MW0127118 153762.362 202371.774 165205.163 158489.997 160019.354 168312.535 191192.446 179544.778 167643.955 181197.924 175773.406 187194.574 175437.206 152827.641 179263.716 C6H9NOS2 (-)-Sulforaphene Others Others 140.0028 175.0126 12.4996 M+H-2H2O 11.6378931 MS2-Search-DB 0.6328 rp 592-95-0 6433206 HMDB0031573 - - --

MW0127211 784282.169 908615.984 800887.933 823430.235 811040.639 804788.309 757673.333 1958.68218 1719.4285 792963.795 795276.316 782879.862 1754.06293 819652.583 870870.743 C3H8OS 2-(Methylthio)ethanol Alcohol and amines Alcohols 74.991 92.0296 11.6645 M-H-CH4 3.714025 MS1 0.6653 rp - 78925 HMDB0032425 - - --

MW0127251 310.825021 1078.82228 1142.67291 982.114286 1008.52879 1071.08754 1115.72347 989.339527 1090.09582 1088.03018 1100.36118 795.402765 865.739889 1060.12841 1007.12006 C9H9N3S2 2-Amino-5-benzylthio-1,3,4-

thiadiazole

Benzene and substituted derivatives Benzene and substituted derivatives 257.988 223.0238 2.4578 M+Cl 0.52825 MS1 0.737 rp 25660-71-3 99285 - - - --

MW0127320 131670.67 58709.3801 124112.887 160447.501 119529.993 145339.703 285446.426 74714.9368 168217.114 156731.26 162755.457 192047.081 242635.863 152610.911 156339.957 C10H12OS 4-(Phenylthio)-2-butanone Aldehyde,Ketones,Esters Ketones 203.0548 180.0609 0.7929 M+Na 2.7855 MS1 0.935 rp 6110-01-6 239872 - - - --

MW0127359 132086.06 134130.333 121047.159 186.675984 144.478971 120510.504 118616.834 119939.525 110.115552 129.879934 106051.111 109.653042 114.052448 682.621329 118236.086 C8H8N4S2 5-[(2-Pyridinylmethyl)sulfanyl]-1,3,4-

thiadiazol-2-amine

Alcohol and amines Amines 262.9839 224.019 0.6766 M+K 0.09425 MS1 0.7476 rp 118159-54-9 785720 - - - --

MW0127456 506599.682 601026.71 517594.096 445605.939 395234.121 483832.994 690633.035 645099.611 439824.797 468697.15 476623.528 397431.213 404072.559 657908.904 511857.665 C2H6OS Dimethyl sulfoxide Others Others 79.0214 78.0139 1.4742 M+H 4.0896081 MS2-Search-DB 0.9239 rp 67-68-5 679 HMDB0002151 - C11143 ko00920,ko01100

MW0127506 15023.5935 14289.1898 14173.1715 14551.456 14328.1738 12997.8364 12809.4197 12471.4218 12814.7818 14542.3993 13646.7801 12405.7332 11796.1063 12737.6257 14692.5509 CH4S2 Methanedithiol Others Others 114.9485 79.9754 12.064 M+Cl 5.60385 MS1 0.8778 rp - 138818 HMDB0040184 - - --

MW0127507 190.454778 417.488657 195.719201 240.760331 115.420437 175.140366 105.349381 313.593111 80.9746044 172.445968 227.307005 235.476905 529.766012 187.527591 79.9023241 CH4S Methanethiol Others Others 70.9913 48.0034 12.7738 M+Na 4.9271 MS1 0.6408 rp 74-93-1 878 HMDB0003227 - C00409 ko00270,ko00920,ko01100

MW0127540 864.670208 1100.84798 863.655398 1053.22748 977.908274 1227.55226 1460.04892 1383.19689 1281.00453 1151.1211 1151.00447 1207.93536 999.879478 1206.1817 1120.27799 C6H15O4PS2 Oxydemeton-methyl Others Others 269.0056 246.0149 5.6949 M+Na 0.1565 MS1 0.7461 rp 301-12-2 4618 - - C18664 --

MW0127549 625.997184 175.92678 349.756081 676.980244 582.731886 734.462966 887.690881 938.171199 139.693107 390.60222 555.218845 545.525903 807.671064 893.123916 878.409826 C9H20OS3 Propyl 1-(propylsulfinyl)propyl

disulfide

Others Others 263.0559 240.0676 6.7999 M+Na 0.9315 MS1 0.7272 rp - 85752107 HMDB0033071 - - --

MW0127570 302.526953 420.814327 310.254458 851.229199 265.189047 473.522477 853.093577 418.351047 500.146615 512.405275 146.730928 275.160985 275.245754 411.797205 358.211536 CH3NS2 Thiocarbamic acid Organic acid And Its derivatives Organic acid And Its derivatives 177.9492 92.9707 1.1419 M+K+HCOOH 0.023725 MS1 0.7494 rp - 3001860 HMDB0061934 - - --

MW0127573 57095.5141 66146.9796 58304.4088 59945.4818 59043.5229 326.009302 143.108511 60082.1115 532.4353 1004.27577 57895.8847 56993.4265 60457.0465 59670.4699 63399.1371 C4H10O2S Thiodiglycol Others Others 203.0197 122.0402 5.4164 M+Cl+HCOOH 2.87575 MS1 0.683 rp 111-48-8 5447 HMDB0042033 - - --

MW0127578 8891.08897 9839.2162 9099.24117 8869.71025 9655.84133 9325.86258 10091.7763 9294.70628 8932.36133 10188.545 10142.4318 10030.8611 9802.69009 9619.87461 9860.5142 C3H9S Trimethylsulfonium Others Others 119.0723 77.0425 2.4463 M+CH3CN+H 4.7951478 MS2-Search-DB 0.7192 rp 676-84-6 1147 HMDB0012295 - C01008 --

MW0128408 147068.345 259336.508 90403.3084 101066.934 170341.776 84220.6631 110423.639 98501.9951 79709.1801 80914.1989 152308.968 62689.7932 138969.029 155933.807 207389.163 C16H28O2 (Z)-7-Hexadecen-1,16-olide Heterocyclic compounds Heterocyclic compounds 251.2016 252.2089 10.3517 M-H 4.40482202 MS2-Insilico 0.9121 rp - 5365703 HMDB0031086 - - --

MW0128592 271062.7 296019.393 278196.836 290928.47 285037.026 287437.976 271134.437 300345.299 267674.46 250888.906 252794.11 264766.388 269856.171 278911.158 266951.992 C27H24O21S [2,6-dihydroxy-4-({[5-hydroxy-2-

(hydroxymethyl)-4,6-bis(3,4,5-

trihydroxybenzoyloxy)oxan-3-

yl]oxy}carbonyl)phenyl]oxidanesulfon

ic acid

Organic acid And Its derivatives Organic acid And Its derivatives 715.0433 716.0531 0.7054 M-H 4.0795692 MS1 0.9077 rp - 131837082 HMDB0133124 - - --

MW0128875 123.926066 494.266782 204.444362 260.455948 278.024073 142.201202 96.5795862 221.699446 95.4480904 272.956627 150.65279 386.373838 297.723434 264.200873 348.818414 C26H34O6 3-O-Acetylepisamarcandin Heterocyclic compounds Heterocyclic compounds 441.2221 442.2355 10.6342 M-H 12.5251566 MS1 0.5173 rp 61490-18-4 3095106 HMDB0031958 - - --

MW0129821 15158.0002 7854.61157 2496.18289 8249.04384 7819.48602 648.060833 11592.0536 1909.14024 7717.78668 14317.0858 8543.18406 8728.08914 13130.0679 6350.56736 16574.7409 C31H32O14 12-(3,4-dihydroxyphenyl)-13-hydroxy-

6-(4-hydroxy-3-methoxyphenyl)-8-

{[3,4,5-trihydroxy-6-

(hydroxymethyl)oxan-2-yl]oxy}-3,11-

dioxatricyclo[8.4.0.0(2),]tetradeca-

1,7,9-trien-4-one

Aldehyde,Ketones,Esters Ketones 667.1368 628.1792 7.1613 M+K 1.91967882 MS1 0.9542 rp - 131831436 HMDB0124847 - - --

MW0132682 137.106557 59138.2634 581.378993 132.637379 52787.4655 919.599053 49313.9962 53716.0087 1374.24773 1182.1677 51761.4273 50954.5906 589.290752 735.713739 56681.5732 C17H15ClO7 3,5,7-trihydroxy-2-(4-hydroxy-3,5-

dimethoxyphenyl)-1lambdachromen-1-

ylium

Others Others 365.0405 366.0506 1.3128 M-H 9.07675 MS1 0.5676 rp - - HMDB0131420 - - --

MW0133017 4382.17267 8578.92884 4462.47609 6697.2753 4075.65951 3226.95872 10657.0661 4292.72302 3693.01964 7045.93296 5742.19304 9685.33539 17205.0798 3016.36905 6232.72284 C11H7NO3 3-Cyano-7-methoxycoumarin Lignans and Coumarins Coumarins 222.0256 201.0426 3.1816 M-2H+Na 1.01725 MS1 0.9752 rp 13229-92-0 688917 - - - --

MW0133689 416224.46 430850.878 447783.706 421310.45 432878.941 417603.357 430501.388 423612.29 431987.222 447388.384 448714.72 435297.864 421689.53 442304.562 418280.123 C19H16O5 4'-Hydroxywarfarin Heterocyclic compounds Heterocyclic compounds 305.0812 324.0998 5.1588 M-H2O-H 4.13402832 MS2-Search-DB 0.7027 rp 24579-14-4 54682146 HMDB0140989 3037 - --

MW0133702 13199.4462 13892.9207 13551.3606 12970.3953 13369.0211 12055.8796 13536.5875 13212.1742 13665.9627 14142.6353 13936.0753 13850.0449 13081.6782 13241.7572 13175.5455 C10H10O3 4-Methoxycinnamic Acid Organic acid And Its derivatives Organic acid And Its derivatives 218.0787 178.063 5.7737 M-H+CH3CN 2.29927979 MS2-Search-Local 0.7156 rp 830-09-1 699414 HMDB0002040 6453 - --

MW0133854 674594.872 738196.773 696876.335 737194.663 694755.75 718387.761 684734.315 734016.987 692141.696 691801.478 672343.464 672820.229 722990.125 726867.492 724452.894 C17H10O8 5,12,14-trihydroxy-9-oxo-8,17-

dioxatetracyclo[8.7.0.0(2),.0(1)(1),(1)]

heptadeca-

1(10),2(7),3,5,11(16),12,14-heptaen-

13-yl acetate

Aldehyde,Ketones,Esters Esters 387.0296 342.0376 0.7054 M+HCOO 13.0170049 MS2-Insilico 0.5457 rp - 131834787 HMDB0128449 - - --

MW0136612 9336.36835 9313.85562 9801.56683 9743.42187 9271.54964 8917.92012 9075.36263 9325.0246 9969.20295 9320.88778 8994.65974 9238.72596 9226.81406 9410.71746 9249.10193 C23H24O10 6''-Acetylliquiritin Heterocyclic compounds Heterocyclic compounds 505.1337 460.1369 6.0395 M+HCOO 7.66715419 MS2-Insilico 0.5839 rp - 131753130 HMDB0041385 - - --

MW0137080 58.7475149 91.5739274 95.5428889 90.5784941 30.6018106 97.5228791 37.9933092 45.116855 45.6250733 39.4672409 40.3722967 98.1684387 43.3538152 44.7425959 40.1446588 C15H12O3 7-Hydroxyflavanone Aldehyde,Ketones,Esters Ketones 239.0599 240.0786 10.7671 M-H 23.4515019 MS2-Search-DB 0.509 rp 6515-36-2 1890 - - C14290 --

MW0137085 433940.777 461727.949 453733.914 454987.795 460660.766 454898.498 453783.672 448242.909 437564.995 464997.908 467878.955 468111.78 450804.141 467138.448 465904.196 C19H16O5 7-Hydroxywarfarin Heterocyclic compounds Heterocyclic compounds 307.0964 324.0998 5.1465 M+H-H2O 7.19243897 MS2-Search-DB 0.7069 rp 17834-03-6 - HMDB0140988 - - --

MW0137856 26.8500571 8.36714057 45.5542009 28.1751261 51.2701207 26.4139617 44.0559485 72.1556064 59.8447596 42.6757906 36.6311829 71.8320681 78.8943187 41.5426221 45.178767 C15H10O4 Daidzein Flavonoids Isoflavones 313.0783 254.0579 11.6645 M+CH3COO 23.4214392 MS2-Search-Local 0.8173 rp 486-66-8 5281708 HMDB0003312 - C10208 ko01100

MW0138325 302496.945 291091.429 291177.247 303745.676 327174.969 285960.951 318045.334 326124.208 297837.038 272419.595 278574.96 276411.472 267965.498 302708.763 294184.089 C21H18O17S Gossypetin 8-glucuronide 3-sulfate Flavonoids Flavonoid 597.0172 574.0265 0.7015 M+Na 0.92330152 MS1 0.9774 rp - 73829986 HMDB0037752 - - --

MW0139315 1792.12442 1722.75168 1674.26604 1447.76176 1649.3616 1496.57604 1448.44367 1950.37246 1757.79222 1496.17232 1676.93665 1556.71113 467.763654 1602.07381 1610.20025 C28H33O17 Petunidin 3-gentiobioside Flavonoids Anthocyanidins 640.1542 641.1718 4.112 M-H 13.6859114 MS1 0.5022 rp - 44256956 HMDB0038096 - - --

MW0139465 759.071271 267.375992 773.884739 731.924047 904.386881 776.710598 727.061897 733.456082 644.898821 755.898358 759.006946 434.655324 661.129902 642.31377 649.379301 C24H23O12 Pyranodelphinin B Flavonoids Flavones 502.1085 503.119 4.112 M-H 3.87862068 MS1 0.6619 rp - 131751743 HMDB0035419 - - --

MW0139801 367699.076 343768.084 421353.303 364020.77 412526.18 377653.601 272896.532 306273.806 342530.373 311044.046 308998.972 315998.109 350584.963 305585.699 321267.542 C27H48N6O8 Terragine E Heterocyclic compounds Heterocyclic compounds 583.3356 584.3534 9.1216 M-H 9.17723685 MS1 0.816 rp - 11606728 - - - --

MW0139878 2339.6964 4832.50705 4514.3743 4525.67749 4262.99729 4041.63162 4400.78137 3960.13956 3704.51799 4102.24437 4607.286 4302.33729 3859.95779 4278.40966 4283.28597 C29H32O17 Tricin 7-[rhamnosyl-(1->2)-

galacturonide]

Flavonoids Flavonoid 635.1641 652.1639 5.1465 M+H-H2O 13.829371 MS2-Insilico 0.5065 rp - 71326884 HMDB0037461 - - --

MW0140183 7372.52708 12726.4214 3669.62589 15082.8463 7302.47167 6419.94167 6150.54089 15113.1529 5509.16155 5670.42525 5819.74268 7059.54137 7246.14518 6954.28422 7728.33004 C20H32O3 (±)5-HETE [(±)5-hydroxy-

6E,8Z,11Z,14Z-eicosatetraenoic acid]

FA Oxidized lipids 319.2272 320.2351 9.795 M-H 1.625 MS2-MetDNA 0.8792 rp - 5280733 HMDB0011134 - - --

MW0140454 2249.39346 1731.31646 1657.15098 1351.66624 1590.00261 1371.80592 1413.15534 942.644641 1237.09041 1927.94963 1764.96939 1488.49104 1694.57671 1760.96956 2347.32363 C20H30O2 (5Z,7E,9E,14Z,17Z)-

Eicosapentaenoic acid

FA Oxidized lipids 337.1933 302.2246 10.5428 M+Cl 1.7 MS2-MetDNA 0.9893 rp - 5282061 - - C12083 ko04750

MW0140553 172.615919 328.086872 532.883805 187.441738 174.817604 617.685393 219.175807 509.874313 397.023843 158.289785 283.590105 431.888395 585.830076 600.652294 367.3363 C10H9NO2 (Indol-3-yl)glycolaldehyde Heterocyclic compounds Indole and Its derivatives 176.0698 175.0633 2.3632 M+H 2.075 MS2-MetDNA 0.8917 rp - 439951 - - C03230 ko00380,ko01100

MW0141023 1041.83262 1556.68624 1601.33764 1217.03258 968.42383 1121.35279 1706.89529 1408.78811 1509.36269 1695.58878 1886.44507 1716.83594 1099.23159 1713.06217 1468.54464 C14H19BrN4O 1-(4-Hydroxy-2-methylpyrimid-5-

ylmethyl)-3-(beta-hydroxyethyl)-2-

methylpyridinium bromide

Alcohol and amines Amines 309.0758 338.0742 5.1588 M-H-CO 0.556 MS1 0.7363 rp - 5460092 - - C04908 --

MW0141041 37169.5847 37869.1168 37915.994 37377.8465 37155.4761 37211.1657 37860.0443 37522.4313 37377.2886 35303.4038 37922.1505 35367.2301 35258.684 36580.0752 36330.0509 C14H11Cl3O2 1,1,1-Trichloro-2,2-bis(4-

hydroxyphenyl)ethane

Benzene and substituted derivatives Benzene and substituted derivatives 338.9699 315.9825 12.2088 M+Na 3.843 MS1 0.9126 rp 2971-36-0 76302 - - C14136 --

MW0141049 39873.4088 40058.7762 43765.0608 39545.0006 36997.8439 46668.784 50954.7073 41465.5017 70002.0253 34579.1319 53397.4139 51387.849 49629.0996 52323.1244 47240.1042 C2H4Cl2 1,1-Dichloroethane Others Hydrocarbon derivatives 140.0016 97.969 4.5815 M+CH3CN+H 0.909139 MS2-Insilico 0.789 rp 75-34-3 6365 - - C18247 --

MW0141079 9281.99288 9702.15282 9313.87789 9114.3305 8981.46306 9249.09967 8937.81128 8752.63417 8560.70642 8846.08975 8893.40111 8091.66554 8477.50686 8514.59538 8127.21062 C6H11Cl3O3 1,2,3-Tris(chloromethoxy)propane Others Others 274.9389 235.9774 12.2088 M+K 1.5565 MS1 0.7126 rp 38571-73-2 62896 - - C19544 --

MW0141122 2940770.63 3171397.75 2645425.07 2316121.8 100313.117 2279993.73 2192943.16 1863600.28 1788916.09 1852837.85 1775915.05 2031147.03 2037648.96 2416230.87 1971808.43 C44H84NO8P 1,2-Dioleoyl PC GP PC 758.5756 785.5935 9.816 M+H-C2H4 5.78412878 MS1 0.8744 rp 56648-95-4 5364680 - 45202 - --

MW0141123 14931.2194 14470.2281 13673.9119 11724.4936 6481.0774 8307.7618 19209.3544 17766.4909 16793.3544 16741.3802 9746.44307 7798.342 14650.802 16037.4611 16239.1148 C45H83O13P 1,2-Dioleoyl-sn-glycero-3-phospho-(1'-

myo-inositol)

GP PI 861.5463 862.5571 12.1096 M-H 3.97325855 MS2-Search-DB 0.8548 rp - - HMDB0009837 - - --

MW0141312 18869.8824 63597.0238 7768.41267 16562.8229 20448.8149 11454.7616 12378.0448 27478.3153 14499.7994 17895.7693 17903.4297 10755.0109 27542.6132 15606.9061 41038.9876 C18H32O3 12(13)-EpOME FA Oxidized lipids 295.227 296.2351 8.9974 M-H 2.125 MS2-MetDNA 0.8975 rp - 5281128 HMDB0004702 - C14826 ko00591,ko01100

MW0141348 56647.4256 1075.17964 57846.8329 59475.0267 58580.1463 58128.5507 54725.5126 59610.584 55321.5956 57274.4853 57441.5149 56546.1392 121.901763 59202.173 154.527788 C20H30N2O3 13-(2-Methylcrotonoyl)oxylupanine Alkaloids Alkaloids 479.2012 346.2256 9.2549 M-H+CF3COOH 3.39275 MS1 0.672 rp - 5280655 - - C04170 --

MW0141455 6501.07231 6766.49642 10319.2339 5475.06562 8606.77634 7665.92802 4532.45101 3481.22371 6236.47665 4551.23686 6905.60791 4046.14977 5473.0489 5968.04397 6214.59969 C37H48N2O7 16,16-dimethyl Prostaglandin E2 p-(p-

acetamidobenzamido) phenyl ester

Hormones and hormone related compounds Hormones and hormone related compounds 631.3345 632.3462 8.7066 M-H 0.99097092 MS2-Search-DB 0.6933 rp 62873-55-6 6449809 - 45607 - --

MW0141695 2892.5484 4146.04584 3246.24342 2584.04066 2942.92353 3660.14339 2810.28663 3823.89032 3412.98361 4406.65009 2782.48258 3390.02757 3714.19512 2674.99568 2089.16653 C23H39O7P 1-arachidonoyl-2-hydroxy-sn-glycero-

3-phosphate

GP LPA 500.277 458.2433 8.4034 M+CH3CN+H 3.09112397 MS2-Search-DB 0.6986 rp 799268-65-8 136212577 - 265064 - --

MW0141705 1759.01855 1883.00855 1804.16392 2417.24109 3098.45673 1993.59624 2353.23384 2527.95345 2544.30609 1751.61661 1574.70911 1356.60193 2401.87323 2586.1026 2035.26045 C4H7Cl 1-Chloro-2-methylpropene Others Hydrocarbon derivatives 124.9923 90.0236 0.8198 M+Cl 3.319925 MS1 0.6735 rp 513-37-1 10555 - - C19206 --

MW0141741 10603.432 147601.516 133204.353 132331.568 121405.891 132613.799 130529.942 131985.475 125014.597 128005.365 116702.198 129562.429 131261.16 125247.1 130110.953 C42H83NO8P 1-Hexadecanoyl-2-(9Z-octadecenoyl)-

sn-glycero-3-phosphocholine

GP PC 761.5922 760.5856 12.0842 M+H 0.48528372 MS1 0.988 rp - 5282288 - - C13875 --

MW0141803 2989.41106 1880.32505 3066.98429 2954.57513 3244.54932 2416.31693 1500.56919 2332.15007 1828.65739 2392.44056 1945.00792 2074.52877 2207.15509 1448.23435 2122.10476 C28H56NO7P 1-O-(cis-9-Octadecenyl)-2-O-acetyl-

sn-glycero-3-phosphocholine

Others Others 534.3545 549.3794 10.1545 M-H-CH2 2.62187419 MS1 0.6886 rp 86288-90-1 2504 - 43412 - --

MW0141976 344656.568 336491.579 336558.401 337122.329 345450.204 333663.322 330273.589 327550.523 338002.341 334681.509 326864.544 322950.349 327379.118 327282.596 324860.272 C12H7Cl3 2,3',5-Trichlorobiphenyl Benzene and substituted derivatives Benzene and substituted derivatives 256.9671 255.9613 12.2005 M+H 2.10455322 MS2-Insilico 0.7319 rp 38444-81-4 38033 - - C14358 --

MW0142110 297693.469 311814.136 309806.855 315447.347 328197.167 291474.807 314124.43 308991.553 292635.252 268569.492 361048.178 284362.237 282405.181 330775.263 299920.335 C5H4N4O2 Xanthine Nucleotide And Its metabolites Nucleotide and Its metabolites 153.0353 152.0334 1.1834 M+H 7.77192993 MS2-Search-Local 0.6439 rp 69-89-6 1188 HMDB0000292 - C00385 ko00230,ko00232,ko01100

MW0142157 361.120501 631.341613 849.661038 151.805185 220.065149 398.647658 403.482147 335.842485 381.151638 133.470673 374.272206 345.06602 511.375758 130.37727 324.50077 C37H49NO4 21,22-Diprenylpaxilline Heterocyclic compounds Heterocyclic compounds 594.3554 571.3662 9.2675 M+Na 0.27863051 MS1 0.7431 rp - 71745339 - - C20561 --

MW0142162 1640.34336 2641.15521 877.194507 766.624244 1729.72068 868.201727 1108.52627 911.132413 980.796466 766.380004 1419.31042 592.557039 1143.15028 1359.83345 2030.24493 C22H31FO4 21-Fluoro-11beta,17-dihydroxy-

6alpha-methylpregn-4-ene-3,20-dione

Aldehyde,Ketones,Esters Ketones 362.1941 378.2206 10.6342 M-H-CH3 5.9055 MS1 0.6222 rp - 11954156 - - C15320 --

MW0142209 1653.66756 1909.82709 1307.88007 1328.09383 1671.11361 1016.21153 759.232164 502.711593 1135.15744 1186.6332 862.575246 1527.70368 1748.19352 1339.28747 4236.5752 C20H34O2 2alpha-Methyl-5alpha-androstane-

3beta,17beta-diol

Hormones and hormone related compounds Hormones and hormone related compounds 341.225 306.2559 11.4235 M+Cl 0.29875 MS1 0.7426 rp - 230884 - - C15058 --

MW0142233 68567.8376 75859.594 73712.6242 73692.3592 73551.9303 73275.5254 77145.3076 74914.3132 74252.6028 78884.1643 78048.7436 76627.5335 71598.4538 75070.979 72868.9633 C6H11NO3 2-Amino-5-oxohexanoic acid Organic acid And Its derivatives Organic acid And Its derivatives 110.0654 145.0739 3.1359 M+H-2H2O 16.0115515 MS2-Search-DB 0.8642 rp 24438-52-6 440805 HMDB00A0695 - C05825 ko00310,ko01100

MW0142285 360959.05 371762.717 377212.895 513853.212 377936.064 384368.297 380496.539 365032.55 357551.526 377008.2 408283.288 374784.292 372482.91 377677.043 374933.032 C2H5ClO 2-Chloroethanol Others Hydrocarbon derivatives 81.0174 80.0029 1.0255 M+H 19.6278687 MS2-Insilico 0.5672 rp 107-07-3 34 - - C06753 ko01100

MW0142292 3055.03412 2792.87185 2921.54795 2713.98747 2521.21958 3071.9977 2482.1372 2948.80029 2764.4432 2662.71861 2892.34227 2878.12541 3384.5247 2766.57367 2825.11497 C10H7NO3 2-Cyano-3-(3-hydroxyphenyl)acrylic

Acid

Organic acid And Its derivatives Organic acid And Its derivatives 146.024 189.0426 4.112 M-H-COCH2 1.48275 MS1 0.7143 rp 54673-07-3 2101 - - - --

MW0142474 59434.0067 39430.7492 34792.9374 34823.0642 37675.9428 31315.4981 56572.4951 40147.9952 28654.0836 28117.5793 41975.8186 23021.1582 28021.7355 26760.5478 17131.7696 C6H16NO 2-Methylcholine Alcohol and amines Alcohols 227.1267 118.1232 9.0183 3M+Na+2K-H 2.973 MS1 0.6809 rp - 16942 - - C02224 --

MW0142513 430975.55 464490.707 435428.498 472270.368 438134.831 450511.668 430713.254 457105.112 437494.295 438991.503 421039.222 422437.582 450020.479 448333.588 448802.986 C9H16O9 2-O-(alpha-D-Mannosyl)-D-glycerate Organic acid And Its derivatives Organic acid And Its derivatives 305.0255 268.0794 0.7054 M+K-2H 6.29455567 MS2-Insilico 0.5758 rp - 5460194 - - C11544 ko00051,ko01100

MW0142703 5417.17432 5514.00957 5169.67078 4683.57857 5324.9085 4976.12166 4527.15663 5220.14822 4590.32879 4495.03785 4879.36917 5091.86901 5117.39254 4600.43937 4987.09118 C7H6Cl2O4 3,5-Dichloro-2-methylmuconate Organic acid And Its derivatives Organic acid And Its derivatives 246.9535 223.9643 0.7513 M+Na 1.7145 MS1 0.7089 rp - 9543295 - - C18303 --

MW0142745 18186.5862 18001.6083 18145.1258 16968.611 17829.6174 16636.4288 17930.9554 18603.4533 17745.6051 16003.2306 16746.4269 17803.772 16632.7909 16863.3394 16575.4912 C20H10O10 3,8'-Biflaviolin Benzene and substituted derivatives Benzene and substituted derivatives 444.9881 410.0274 0.7386 M+Cl 5.84525334 MS1 0.6233 rp - 25164057 - - C18014 --

MW0142917 145351.93 147601.516 133204.353 132331.568 121405.891 132613.799 130529.942 131985.475 125014.597 128005.365 116702.198 129562.429 131261.16 125247.1 2720.21859 C24H36O3 3-Ethoxyandrosta-3,5-dien-17beta-ol

propanoate

Aldehyde,Ketones,Esters Esters 355.2656 372.2664 6.9578 M+H-H2O 8.887 MS1 0.5706 rp - 251872 - - C15057 --

MW0142992 686.747584 66088.2554 58252.6471 59892.2631 58991.1049 58536.3412 55109.4297 126.669572 55709.6944 150.044689 57844.4856 56942.8286 60403.3737 59617.4954 63342.8523 C17H34O3 3-Hydroxy-palmitic acid methyl ester Organic acid And Its derivatives Organic acid And Its derivatives 321.2111 286.2508 11.3903 M+Cl 11.98775 MS1 0.5246 rp 51883-36-4 103553 - - C11849 --

MW0143071 576.301118 1624.24869 455.882896 2926.37533 2249.03948 415.404894 367.387836 166.314826 733.063921 1071.75589 357.990288 385.68708 673.756517 727.05122 2447.5502 C3H6N2OS 3-Nitrosothiazolidine Heterocyclic compounds Heterocyclic compounds 156.9802 118.0201 1.3038 M+K 7.29125 MS1 0.5973 rp 73870-33-4 52687 - - C11119 --

MW0143140 295.542386 297.260679 174.50689 358.373328 277.762546 147.109414 360.301041 270.501439 143.72462 513.110402 486.303286 506.790306 165.844308 211.59727 138.728265 C12H10Cl2N2O2 4-(2,4-Dichlorobenzoyl)-1,3-dimethyl-

5-hydroxypyrazole

Benzene and substituted derivatives Benzene and substituted derivatives 90.0057 284.0119 1.0587 M+3H-NH3 4.83275 MS1 0.6427 rp 58010-98-3 119498 - - C11122 --

MW0143190 8592.91939 8549.28978 8513.06532 7995.16466 8246.43639 8636.36213 11277.3913 8476.84773 9105.16219 9233.29289 8362.52242 8972.03554 8753.77247 8599.69309 8352.3833 C30H46 4,4'-Diapophytofluene Others Hydrocarbon derivatives 406.3521 406.36 6.0605 M+ 8.64377856 MS2-Insilico 0.7222 rp - 16061258 - - C19840 --

MW0143277 3305.42439 2181.18785 1727.73155 1795.96727 1629.54043 6673.24821 1200.74191 6435.81943 1614.43839 4058.34911 1910.49628 2316.89925 9284.79015 1439.22849 997.045231 C8H7ClO 4-Chloroacetophenone Aldehyde,Ketones,Esters Ketones 109.0285 154.0185 3.2312 M-H-CO2 3.6435 MS1 0.6667 rp 99-91-2 7467 - - C06647 --

MW0143311 854.956676 1682.4591 875.428393 1449.10126 619.101798 1836.57319 1560.79025 770.304306 1006.85107 1405.14144 128.864911 871.027376 6012.93405 360.666753 1993.60335 C6H7FO2 4-Fluorocyclohexadiene-cis,cis-1,2-

diol

Alcohol and amines Alcohols 131.0485 130.043 4.3406 M+H 2.51925 MS1 0.6908 rp - 11829464 - - C16483 --

MW0143313 1260.31915 1920.58518 2094.82421 1563.47645 1597.83211 2916.27836 2270.74236 2050.62725 4360.59897 4187.0223 1390.77948 1797.34645 3840.40142 1712.25849 2160.92405 C4H8FNO3 4-Fluoro-L-threonine Amino acid and Its metabolites Amino acid derivatives 138.0562 137.0488 0.8095 M+H 0.4465 MS1 0.739 rp - 128057 - - C15533 --

MW0143412 6878.78994 5719.305 3837.48818 5135.21269 4006.40704 3697.0716 4146.45239 6895.2264 3901.38085 4919.94733 4358.89547 4383.10995 4955.56111 3342.87582 4733.5475 C13H20O 4-n-Heptylphenol Benzene and substituted derivatives Phenolics 175.1481 192.1514 6.6753 M+H-H2O 1.46175 MS1 0.7148 rp 1987-50-4 16143 - - C14698 --

MW0143415 2643.15796 2616.04605 2928.45303 2823.17597 2264.27916 4875.38602 2968.68602 4332.63845 2164.62834 4126.09939 3253.22902 3541.32055 5557.85961 481.967306 1866.13273 C8H7NO3 4-Nitroacetophenone Aldehyde,Ketones,Esters Ketones 120.0449 165.0426 3.7495 M-H-CO2 1.01725 MS1 0.7252 rp 100-19-6 7487 - - C02803 --

MW0143468 3009.14598 2581.71241 439.152035 1464.68861 1416.43001 1085.53291 1343.13585 3484.5956 1633.64865 1695.84697 1616.67907 1606.13306 1837.36608 1000.65595 1368.35087 C8H12 4-Vinylcyclohexene Others Hydrocarbon derivatives 109.1012 108.0939 6.6836 M+H 0.249 MS1 0.7438 rp 100-40-3 7499 - - C19310 --

MW0143552 14194.7838 1139.35992 10519.9995 4053.50755 2670.5327 8945.66114 15718.594 12723.9475 8144.9542 13115.34 11244.494 23457.7033 18957.1133 8616.48029 8884.88755 C27H48O5 5alpha-Cyprinol Alcohol and amines Alcohols 451.3417 452.3502 12.0051 M-H 2.59710975 MS1 0.9391 rp 2952-70-7 160665 - - C16890 --

MW0143570 2373.68229 4654.9418 1089.14506 1064.36849 3886.00876 1002.61033 1498.08628 1149.40088 343.67923 1038.16721 2279.70613 115.20769 1719.01944 2378.38308 3427.83133 C18H30O2 5beta-Estrane-3alpha,17beta-diol Hormones and hormone related compounds Hormones and hormone related compounds 577.4219 278.2246 10.6342 2M-2H+Na 1.45075 MS1 0.965 rp - 255697 - - C15201 --

MW0143681 180513.113 164056.7 174606.26 159036.436 170025.477 180046.956 167066.791 149871.547 169438.493 154291.399 157014.178 156776.631 169746.74 166183.468 138631.19 C31H51NO10 5-O-beta-D-Mycaminosyltylonolide Heterocyclic compounds Heterocyclic compounds 581.3199 597.3513 8.4573 M-H-CH3 5.51956314 MS1 0.8794 rp - 6437420 - - C12002 ko01100

MW0143686 168322.65 157692.275 170928.48 156162.456 182259.829 174711.796 150225.445 132415.577 165190.681 148192.778 145701.564 132382.691 152604.138 159121.048 124311.142 C34H46O8 5-Oxoavermectin''1a'' aglycone Aldehyde,Ketones,Esters Ketones 581.3199 582.3193 8.2745 M-H 21.9637406 MS2-Insilico 0.5386 rp - 11953988 - - C11978 ko01100

MW0143775 6818.42088 6157.639 4448.0021 4240.6126 5542.64541 2194.67454 3983.2162 2961.11666 2062.61878 3671.34641 4348.14609 3567.67932 4330.91706 2564.25205 5905.57897 C22H32O2 6alpha-Methylprogesterone Aldehyde,Ketones,Esters Ketones 677.4526 328.2402 10.8913 2M-2H+Na 0.576 MS1 0.9858 rp 903-71-9 92847 - - C14586 --

MW0143803 467.245139 408.854996 996.682759 216.260599 455.05571 426.068661 654.620861 765.28185 184.984727 152.310125 604.827171 156.79516 480.9701 182.203154 302.765069 C17H10O6 6-Demethylsterigmatocystin Heterocyclic compounds Heterocyclic compounds 309.0403 310.0477 4.3737 M-H 6.84525 MS1 0.6051 rp - 5280620 HMDB0033657 - C03683 ko01100

MW0144072 2590.86596 1878.71877 1823.77377 1906.09403 1574.43575 1443.40424 1623.46458 1597.72368 1193.49702 1659.57509 1738.53314 1376.10044 1213.47525 1526.65991 1362.23287 C20H28D4O5 8-iso Prostaglandin E2-d4 Hormones and hormone related compounds Hormones and hormone related compounds 340.2081 356.2501 11.7226 M-H-CH3 0.20525 MS1 0.7449 rp - 71684627 - 96418 - --

MW0144219 843.26904 592.91024 791.430416 328.192322 768.50621 794.981088 883.207206 825.165871 768.718872 810.871394 934.54063 522.686282 910.04891 870.905004 839.533144 C25H28O5 Abyssinone V Aldehyde,Ketones,Esters Ketones 409.2047 408.1937 5.7697 M+H 0.79839488 MS1 0.7304 rp 77263-11-7 101203 - - C09319 --

MW0144457 8871.0929 7431.21895 7788.59722 7407.10042 8659.54897 7299.66661 8961.31514 7933.32662 8899.44411 8013.96881 8336.22179 7534.0132 7637.26953 7364.48536 10398.6524 C12H23N3O4 Ala-Ala-Ile Amino acid and Its metabolites Small Peptide 569.3363 273.1689 7.8302 2M+Na 18.0855722 MS2-Search-DB 0.5159 rp - - - 21324 - --



MW0144486 13012.8287 12172.4342 13567.2429 12105.7855 13213.3094 12197.8087 9980.70512 9758.60003 10601.2021 10292.7046 11458.728 10744.3615 11138.4217 10163.9508 10260.9981 C22H41N9O8 Ala-Asn-Arg-Val-Thr Amino acid and Its metabolites Small Peptide 560.314 559.3078 9.1263 M+H 1.66109659 MS2-Search-DB 0.7296 rp - - - 265020 - --

MW0144927 123045.712 147220.045 130504.835 136410.188 134934.746 141024.317 131775.494 75460.6819 135548.247 153877.197 134134.603 135972.235 135951.859 167386.703 130036.914 C3H6N2 alpha-Aminopropiononitrile Alcohol and amines Polyamines 141.1146 70.0531 7.7055 2M+H 4.44535908 MS2-Insilico 0.6589 rp - 411840 - - C05714 ko01100

MW0145037 34900.8808 32778.1102 31991.8383 35505.9846 31233.9631 31492.9264 28643.4714 28145.773 27139.9675 30022.7182 28248.6388 27610.855 28273.7812 28165.9023 27725.4577 C4H14N4S4 Amobam Heterocyclic compounds Heterocyclic compounds 269.0006 246.0101 12.134 M+Na 2.17675 MS1 0.9484 rp 3566-10-7 3034395 HMDB0031224 - C18449 --

MW0145125 2317.54025 1898.28884 1018.82592 2220.55398 1976.65961 751.40385 752.156553 756.53383 570.664019 1910.34903 1819.71043 568.139711 547.433777 1112.41842 523.934226 C41H58O Anhydrorhodovibrin Others Others 584.4759 566.4488 11.3613 M+NH4 9.45656853 MS2-Insilico 0.6407 rp - 5368308 - - C15877 ko01100

MW0145223 18026.3819 36580.2856 2914.89936 27086.9484 8296.68525 1736.60713 894.569256 29743.0715 2361.55581 11213.2978 1305.84747 1820.62743 1621.82982 553.168575 3028.36036 C22H33D4NO2 Arachidonoyl Ethanolamide-d4 Alcohol and amines Amines 352.3232 351.3075 10.6925 M+H 21.1565 MS1 0.6736 rp 946524-40-9 24762159 - 96417 - --

MW0145279 206629.823 204647.728 168960.771 169815.891 209945.374 167140.122 137501.188 180981.863 132939.575 189747.833 185005.341 142540.881 125330.594 172920.206 129714.143 C25H48N10O7 Arg-Asn-Leu-Ala-Lys Amino acid and Its metabolites Small Peptide 599.3665 600.3707 10.5179 M-H 12.0855528 MS1 0.7732 rp - - - 264957 - --

MW0145452 597731.336 429147.287 489613.707 468422.598 541086.738 432357.549 582666.79 494826.378 575480.262 509581.771 501285.811 461301.067 501705.432 473480.059 775971.595 C16H32N6O4S2 Arg-Met-Met Amino acid and Its metabolites Small Peptide 437.1978 436.1926 7.826 M+H 4.49501597 MS2-Search-DB 0.9039 rp - - - 20926 - --

MW0145499 274681.707 335290.797 292398.858 316100.469 358241.73 270214.597 195312.803 209900.825 230311.911 284548.432 322671.464 271328.937 246650.692 228133.978 230332.52 C21H43N11O6 Arg-Ser-Lys-Arg Amino acid and Its metabolites Small Peptide 546.3574 545.3398 9.9406 M+H 21.3152235 MS2-Search-DB 0.649 rp - - - 221653 - --

MW0145509 13081.0296 13246.4887 12308.7445 11944.4591 11855.8733 12217.0027 12770.9706 13857.356 11859.6502 12824.7658 13397.3138 14071.9554 12499.7941 12432.2782 12525.4715 C19H38N10O6 Arg-Thr-Ala-Arg Amino acid and Its metabolites Small Peptide 537.2649 502.2976 8.4158 M+Cl 7.12550817 MS1 0.8501 rp - - - 221893 - --

MW0145593 1074.32121 266.722298 1470.10906 1103.71373 1620.87709 1363.48193 158.99471 381.243079 664.555433 1004.83584 640.122744 933.0031 1310.74109 874.306607 734.573707 C28H45N9O8 Arg-Gly-Tyr-Ala-Leu-Gly Amino acid and Its metabolites Small Peptide 634.3315 635.3391 9.122 M-H 1.40145434 MS1 0.7162 rp - 15020119 - - - --

MW0146364 5865.76882 6163.91141 6257.43375 6464.33799 6313.64037 5911.38158 5618.83527 5874.02967 5752.04044 6035.55886 6352.5427 6107.95744 5794.14438 5847.7848 6152.84377 C22H18N2O8 Asp-Nap-OH Amino acid and Its metabolites Small Peptide 437.0974 438.1063 4.1202 M-H 3.00316134 MS1 0.9303 rp - - - 65338 - --

MW0146481 757980.295 626468.26 666575.678 784708.684 788228.273 632097.743 660477.056 552725.918 685919.728 639274.3 654097.931 537884.233 552887.734 706316.363 583659.503 C26H49N7O9 AVSLSK/1_0 Others Others 602.3459 603.3592 8.4823 M-H 1.94975454 MS1 0.9536 rp - - - - - --

MW0146572 1636.39589 1335.14388 1322.94457 1774.95711 1402.96312 938.436395 1479.90365 1565.90253 1200.63866 1122.12435 1895.10548 1908.15582 571.513179 1568.91215 1357.03006 C6H5N2 Benzenediazonium Benzene and substituted derivatives Benzene and substituted derivatives 140.0113 105.0453 1.1457 M+Cl 0.683 MS1 0.7332 rp 2684-02-8 9718 - - C20284 ko05204

MW0146609 1284.19199 969.2617 1682.29533 1787.64394 1389.85658 951.207554 936.769173 1276.16629 1386.21736 1450.53118 1334.29249 1759.26212 1397.55769 1044.57254 573.901403 C31H25N3O7 benzyl 4-(1,3-dioxoisoindolin-2-yl)-

2',2'-dimethyl-3',5-dioxo-2',3',4,5-

tetrahydro-3H-spiro[furan-2,9'-

imidazo[1,2-a]indole]-1'(9a'H)-

carboxylate

Heterocyclic compounds Indole and Its derivatives 550.1599 551.1693 4.1202 M-H 1.3601974 MS1 0.7171 rp - - - 96321 - --

MW0146762 6022.92519 5847.25465 5516.12304 5678.76969 5310.75542 5416.25625 5255.67014 6019.04336 5134.17431 6099.5075 5719.6152 5247.62931 5699.47191 5405.93497 5620.69355 C12H24O17P2 Bis(1L-myo-inositol) 3,1'-phosphate 1-

phosphate

Organic acid And Its derivatives Organic acid And Its derivatives 501.0249 502.0489 12.1898 M-H 23.6508465 MS1 0.6532 rp - 53262311 - - C19799 ko00562

MW0146814 648.417422 460.775073 299.381037 471.865795 683.208511 157.734049 376.077547 378.48608 408.843503 678.332867 400.681065 1324.41625 762.041247 179.079423 9481.34945 C19H37N9O5 Boc-DArg-Gly-Arg-CHO Others Others 470.2743 471.2918 6.9531 M-H 20.7211394 MS1 0.6774 rp - - - - - --

MW0146829 56647.4256 1353.54169 57846.8329 59475.0267 58580.1463 58128.5507 154.107261 59610.584 55321.5956 57274.4853 57441.5149 56546.1392 59982.5766 144.664446 140.649427 C15H26O2 Bornyl isovalerate Hormones and hormone related compounds Hormones and hormone related compounds 497.3603 238.1933 9.6704 2M-2H+Na 0.7005 MS1 0.7328 rp 76-50-6 60968 HMDB0038248 - C16920 --

MW0147116 2042.14913 685.007688 384.369303 1339.03483 1434.49313 455.775938 287.128327 12297.222 641.828419 1180.84639 2382.16305 6296.00856 2262.8473 17785.4605 104539.724 C25H45N3O6S Carmamycin A Others Others 514.2828 515.3029 6.2792 M-H 15.899845 MS2-Search-DB 0.7983 rp - - - 65481 - --

MW0147336 31377.3914 43202.469 44741.2798 28882.2546 44134.1253 54437.5714 26164.5939 19828.8507 44682.8049 23751.074 31534.7825 30112.3547 37529.5451 33873.4565 22227.4988 C32H48O9 Cerberin Heterocyclic compounds Heterocyclic compounds 576.3293 576.3298 8.0085 M- 6.76343354 MS2-Insilico 0.554 rp 25633-33-4 10031063 - - C19984 --

MW0147519 1205.21967 2193.13647 256.849823 2556.89857 1573.92882 317.005113 1007.65768 1123.36354 916.181949 1034.54871 575.064615 1107.47801 686.955291 1052.00755 296.365145 C6H8O2 cis-1,2-Dihydrobenzene-1,2-diol Benzene and substituted derivatives Benzene and substituted derivatives 159.0672 112.0524 1.3662 M+HCOO+2H 5.05 MS2-MetDNA 0.8827 rp - 176951 - - C04091 ko01100

MW0147862 188.648356 742.352401 702.357867 500.206582 573.527085 661.719707 275.638917 110.096977 250.288319 224.901591 369.845512 342.439374 405.792431 340.465844 186.599672 C32H44O8 Cucurbitacin E Aldehyde,Ketones,Esters Esters 601.2857 556.3036 8.0878 M+2Na-H 9.67340093 MS1 0.5583 rp 18444-66-1 5281319 - - C08797 --

MW0147954 200.174956 189.267307 392.192596 171.151788 229.904439 336.342971 674.710397 391.173713 136.141043 209.817688 383.974095 196.218094 199.374895 201.079228 166.822315 C4H7 Cyclopropylcarbinyl Others Hydrocarbon derivatives 224.0248 55.0548 1.1707 M+Cl+CF3COOH 12.811875 MS1 0.5135 rp - 20647557 - - C05354 --

MW0148246 3505.79163 3533.09003 3505.18714 3222.95321 3241.36383 2788.41944 3535.90958 3175.43051 3334.21752 3686.163 3301.64486 3294.69963 3319.08537 3294.51989 3062.82365 C6H13N3O2 delta-Guanidinovaleric acid Benzene and substituted derivatives Phenolic acids 158.0936 159.1008 5.7737 M-H 3.05825 MS1 0.6791 rp 462-93-1 160464 - - C13688 --

MW0148264 1246567.06 1234589.91 1275716.33 1275760.38 1259004.56 1250961.4 1305036.88 1295411.28 1268059.31 1301401.69 1352139.34 1340240.97 1271213.35 1332878.99 1327108.61 C30H46O2 Demethylphylloquinol Alcohol and amines Alcohols 437.3422 438.3498 8.4241 M-H 7.63801503 MS2-Insilico 0.892 rp - 15927131 - - C21084 ko00130,ko01100,ko01240

MW0148369 2079.16827 2142.76892 1605.20465 2792.53555 2980.76715 1823.73092 1350.55283 505.0608 1399.56595 1783.24592 2837.43376 1702.83035 3798.22139 463.548929 1256.9806 C6H11O10P D-Glucuronate 1-phosphate Organic acid And Its derivatives Organic acid And Its derivatives 257.9685 274.009 3.4473 M-H-CH3 2.54075 MS1 0.6904 rp - 439432 HMDB0003976 - C05385 ko00040,ko00053,ko00520,ko01100

MW0148399 742812.828 352175.008 512277.072 468544.675 588434.119 390565.445 742827.897 539258.54 788754.539 604913.489 547912.639 476295.677 599488.581 512403.137 1509955.47 C25H40O6 Diacetyl-10-gingerdiol Heterocyclic compounds Heterocyclic compounds 473.2179 436.2825 7.8176 M+K-2H 20.9476098 MS2-Search-DB 0.8028 rp - - - 263551 - --

MW0148426 1215.98724 349.110113 1662.06887 1206.3441 1319.67991 1876.29281 1004.49278 147.648131 1650.98739 1726.65266 1422.86826 1724.64969 1082.48125 2048.30266 1682.35087 C20H24O6 Dibenzo-18-crown-6 Benzene and substituted derivatives Benzene and substituted derivatives 407.1702 360.1573 2.3632 M+H+HCOOH 0.7215 MS1 0.7323 rp 14187-32-7 26541 - - C14289 --

MW0148655 59581.452 87571.3058 94281.6521 71253.4807 76641.2564 151839.622 47222.2894 170489.73 83403.0706 130214.353 34415.1339 55882.5095 116242.118 92642.6152 97589.6025 C22H42O4 Docosanedioate FA FFA 415.306 370.3083 11.3563 M+HCOO 9.59039955 MS2-Insilico 0.6867 rp - 244872 - - C19625 --

MW0148732 11963.7914 12286.4239 12026.4973 16132.7289 11136.6765 12466.7143 13937.298 11980.7889 16479.872 20040.0495 14942.9359 12876.3275 16995.4536 16155.1009 19642.0167 C16H24N2O14P2 dTDP-3-oxo-4,6-dideoxy-D-glucose Nucleotide And Its metabolites Nucleotide and Its metabolites 567.0093 530.0703 0.7054 M-2H+K 32.5961743 MS1 0.598 rp - 441097 - - C11909 ko01100

MW0148806 623940.992 636447.458 653911.188 632153.064 637764.235 620742.832 637392.838 637904.641 630187.361 664718.093 655288.369 655047.144 610109.541 651718.915 620944.476 C5H8O5 D-Xylono-1,4-lactone Aldehyde,Ketones,Esters Esters 183.0824 148.0372 3.1399 M+Cl 10.5644836 MS2-Search-Local 0.6576 rp - 439799 - - C02753 ko00040,ko01100

MW0149019 3064.21289 2401.02824 2567.74672 2778.03078 2526.3334 1531.65045 1700.80204 1070.52514 2193.33922 2545.89518 2299.56426 2055.3738 1402.96954 1688.69049 2608.80732 C27H32O3 Estradiol-17-phenylpropionate Benzene and substituted derivatives Benzene and substituted derivatives 388.2097 404.2351 11.0496 M-H-CH3 7.062671 MS1 0.6012 rp 26443-03-8 68577 - - C14645 --

MW0149033 2300.8145 1315.15384 1138.9858 1934.6922 2297.09601 673.03643 3165.58249 600.448779 964.028683 379.190565 2505.89996 1552.83964 2738.20959 1149.27737 2653.46093 C11H21NO3 Ethyl 3-(N-butylacetamido)propionate Aldehyde,Ketones,Esters Esters 186.113 215.1521 4.6354 M-H-C2H4 2.859 MS1 0.6834 rp 52304-36-6 104150 - - C18830 --

MW0149157 762.728978 301.1153 776.896924 119.835518 587.652215 240.386731 496.423339 661.230497 542.541984 247.386086 317.128701 261.534891 319.865582 482.567139 265.197654 C6FeN6 Ferricyanide Others Others 278.9406 211.9534 1.2942 M-H+NaCOOH 0.96275 MS1 0.7265 rp 13408-62-3 439210 - - C00324 --

MW0149246 192.559536 59138.2634 333.811234 53593.8559 144.678198 52380.5258 49313.9962 651.754855 49851.1356 549.619468 195.202917 50954.5906 138.420882 53347.9833 192.623882 C32H44F3N3O2S Fluphenazine depot Heterocyclic compounds Heterocyclic compounds 504.3085 591.3106 9.3588 M-H-C3H2O3 2.76200768 MS1 0.6855 rp 5002-47-1 3388 - - C07956 --

MW0149295 6315.85003 8003.22321 8874.52698 6431.17031 6563.60264 6468.12422 5671.63105 20168.9489 7262.12646 5074.8815 7412.96502 7332.53526 6811.09467 9330.36509 6911.33908 C16H8O4 Frutinone A Aldehyde,Ketones,Esters Ketones 221.0244 264.0423 12.2544 M-H-COCH2 0.647 MS1 0.7341 rp 38210-27-4 441965 - - C09008 --

MW0149734 16832.0508 16367.2105 25132.9175 17771.1183 22585.5492 22495.6685 8414.55055 9594.24575 16665.137 13871.8296 12498.5969 10258.8093 18105.0044 12139.9065 12816.0946 C21H39N9O7 Gln-Leu-Asn-Arg Amino acid and Its metabolites Small Peptide 528.2849 529.2972 8.0834 M-H 0.46250026 MS1 0.9886 rp - - - 211313 - --

MW0150055 4066.81918 2921.78949 3158.64014 2759.38759 3075.49783 2497.12886 3595.82212 2675.31712 3483.37209 2690.25156 3026.35508 3292.9537 3009.48785 2576.76146 2611.55849 C26H47N5O9 Glu-Leu-Ile-Leu-Ser Amino acid and Its metabolites Small Peptide 608.3164 573.3374 8.8146 M+Cl 18.525747 MS1 0.698 rp - - - 264713 - --

MW0150742 137903.006 2320.21876 11759.2853 1215.9457 106.902567 10177.4296 43449.7777 9758.24243 29632.1795 139101.016 41217.3411 38737.1154 70118.3884 24898.0289 91061.646 C34H32FeN4O4 Heme Organic acid And Its derivatives Organic acid And Its derivatives 616.175 616.1774 7.1655 M+ 6.6214089 MS2-Insilico 0.6664 rp 14875-96-8 26945 HMDB0003178 - C00032 ko00860,ko01100,ko01240,ko02010,ko04216,ko04978

MW0150746 31840.1233 4301.20774 12351.8222 2461.21503 1177.17805 9817.94642 23943.3668 10722.3348 15980.0327 24673.6326 22037.8447 17186.055 26152.4947 17732.8833 28769.5563 C34H32ClFeN4O4 Hemine Organic acid And Its derivatives Organic acid And Its derivatives 651.1433 651.1462 7.1696 M+ 6.60011022 MS2-Search-DB 0.7196 rp - - HMDB0000887 - - --

MW0150782 972.62216 495.896396 663.294573 854.635238 457.06779 764.444517 1644.5553 775.113927 436.922197 957.431737 1016.0714 630.521513 287.813323 525.108871 882.004923 C16H35NO2 Hexadecasphinganine SL SPH 256.2651 273.2668 5.9358 M+H-H2O 5.55125 MS1 0.6288 rp 28457-97-8 656816 - - C13915 --

MW0151504 554.133647 296.763226 1013.92811 652.148333 1160.17673 1905.33524 605.872152 1049.77078 1428.71575 676.730216 848.215225 414.221502 1222.84774 979.514708 222.998988 C26H46N8O6 Ile-Lys-Ala-Val-His Amino acid and Its metabolites Small Peptide 601.3308 566.354 7.7965 M+Cl 10.5385267 MS1 0.5452 rp - - - 264915 - --

MW0151553 200843.676 161267.333 167687.572 154001.097 161430.062 155926.071 192609.418 156074.944 171991.681 151151.161 149927.132 142561.951 148332.531 152942.961 135404.185 C26H43N5O5 Ile-Phe-Val-Lys Amino acid and Its metabolites Small Peptide 550.3289 505.3264 8.4325 M+HCOO 16.9283763 MS2-Search-DB 0.6685 rp - - - 161427 - --

MW0151707 18587.2297 12287.6528 14025.9288 13452.0307 16688.0699 12305.2531 18576.64 15246.0216 19044.5468 16439.0506 15206.1318 13900.8706 16355.8401 15000.1638 28435.7309 C2H3NO2 Iminoglycine Organic acid And Its derivatives Organic acid And Its derivatives 91.055 73.0164 7.8302 M+NH4 11.8 MS2-MetDNA 0.6406 rp 4472-12-2 3080609 - - C15809 ko00730,ko01100,ko01240

MW0151746 7442.60848 19911.7299 11363.1136 6914.10727 9119.90136 12195.0476 7021.65751 11867.0231 9809.33496 12951.1285 6322.85088 8082.1842 11327.6392 5818.94461 5129.81206 C38H74N20O12 Insulin-Like Growth Factor II (33-40) Amino acid and Its metabolites polypeptide 1001.5601 1002.5795 8.3992 M-H 9.48362708 MS1 0.8112 rp - - - - - --

MW0151857 7480.40096 8996.35266 9158.01444 8119.64691 9190.94188 8643.1571 11500.1459 12330.2575 8947.38054 10690.2869 10423.903 10619.6263 10461.1214 12323.6431 13060.9666 C5H8 Isoprene Others Hydrocarbon derivatives 115.0747 68.0626 3.5181 M+H+HCOOH 2.9993 MS1 0.6804 rp 78-79-5 6557 - - C16521 ko00900

MW0151906 6998.19397 8715.31086 14361.056 6675.46083 9853.09604 10764.7865 5013.99599 3623.54004 7095.06031 5804.64499 6765.6379 3797.55523 6672.74621 7853.78554 8317.0896 C37H47NO4 Janthitrem C Heterocyclic compounds Heterocyclic compounds 592.34 569.3505 8.7109 M+Na 0.86203414 MS1 0.9789 rp 73561-91-8 156106 HMDB0040684 - C20601 --

MW0152307 8661.53615 10142.0903 8706.76197 8161.15707 8968.56212 8545.46008 8876.1032 10671.9165 8599.27896 14125.5491 10611.5811 10921.7735 9588.67345 9477.45517 9401.30922 C24H42N6O9 Leu-Glu-Ala-Ile-Asn Amino acid and Its metabolites Small Peptide 558.2987 558.3013 8.4449 M+ 1.01119212 MS2-Search-DB 0.7267 rp - - - 264264 - --

MW0152333 174135.922 181066.93 142052.223 168786.831 163265.923 138857.417 131333.81 153138.797 100738.529 143344.254 158410.863 168616.406 136182.114 108670.954 118677.109 C27H50N6O8 Leu-Glu-Val-Val-Lys Amino acid and Its metabolites Small Peptide 585.351 586.369 9.7203 M-H 10.2543987 MS1 0.7994 rp - - - 264416 - --

MW0152370 94692.6741 108437.04 194033.774 132213.976 168084.139 197678.004 35604.6076 42705.405 107891.516 86083.9051 61660.5011 46713.3507 122406.267 64761.4235 70834.3078 C22H41N7O7 Leu-Ile-Asp-Arg Amino acid and Its metabolites Small Peptide 516.3099 515.3067 8.096 M+H 6.30566789 MS2-Search-DB 0.7328 rp - - - 178333 - --

MW0152402 2039.75077 2595.94234 1158.08601 1995.29211 1342.56467 1447.42378 1725.05759 2024.80983 2227.67524 2324.91883 1726.49411 1635.08677 1169.66974 1512.88611 2073.53933 C25H47N7O7 Leu-Leu-Lys-Gln-Gly Amino acid and Its metabolites Small Peptide 556.3518 557.3537 7.9007 M-H 9.51433457 MS1 0.5607 rp - - - 264653 - --

MW0152410 116292.258 101730.586 191177.647 121867.771 159133.365 144311.999 78774.9179 66449.3645 121343.704 98225.2044 79915.6119 81527.5881 119739.484 130314.217 128316.105 C31H51N5O7 Leu-Leu-Val-Val-Tyr Amino acid and Its metabolites Small Peptide 604.3607 605.3788 8.8561 M-H 9.66214218 MS1 0.8084 rp - - - 264069 - --

MW0152499 3368.09657 2370.87385 3032.53925 3403.63963 4219.55395 2028.80515 1236.7539 2138.27839 1448.41495 2455.24191 1884.71083 1899.95378 1943.95949 1418.83273 1940.57885 C26H49N7O7 Leu-Ser-Pro-Lys-Lys Amino acid and Its metabolites Small Peptide 572.3714 571.3693 10.1483 M+H 6.87632077 MS2-Search-DB 0.7218 rp - - - 264871 - --

MW0152750 85799.0946 93033.9804 126172.068 72574.6623 108404.079 178579.187 57980.8593 69931.9694 102155.366 101078.078 72784.2455 54850.8605 101813.121 90206.459 66108.9119 C37H47NO6 Lolitrem K Heterocyclic compounds Heterocyclic compounds 600.3292 601.3403 7.9507 M-H 1.1002077 MS1 0.9732 rp - 72734300 - - C20533 --

MW0152801 4840.68481 5367.73729 4506.87652 4525.88062 4865.08388 4152.04982 4475.93962 4572.48495 3845.33109 4501.18884 4497.34696 4111.47434 4161.70174 4128.55125 4202.28933 C30H49N3O Lucidine B Heterocyclic compounds Heterocyclic compounds 468.3916 467.3876 10.3228 M+H 14.0429329 MS1 0.7478 rp 71384-23-1 156059 - - C09869 --

MW0152982 1796.74941 3106.78221 2301.34179 2009.14955 2776.59316 3656.6925 1721.44296 1271.12044 2755.02623 1340.43361 1925.50463 1520.95388 2656.59749 2384.06489 1491.83013 C23H40N8O7 Lys-His-Ala-Val-Ser Amino acid and Its metabolites Small Peptide 540.3081 540.302 8.0213 M+ 13.4759156 MS2-Search-DB 0.6782 rp - - - 264878 - --

MW0153234 7969.85146 5012.93473 8485.67115 6252.59913 9466.74691 5596.41714 3640.37668 3363.7216 3809.08017 4388.46385 4473.99573 4568.24219 4900.07536 3760.05877 4747.89121 C24H48D4NO6P Lyso-PAF C-16-d4 Heterocyclic compounds Heterocyclic compounds 570.3554 485.3783 9.4171 M+K+HCOOH 20.3725224 MS2-Search-DB 0.6827 rp - - - 96524 - --

MW0153267 40467.3187 38063.8585 36745.8975 42976.7694 40189.8203 25830.6072 24106.5308 26687.9985 17511.4462 27469.6832 35006.4806 29991.7118 36095.4487 20322.721 27881.0897 C26H54NO6P lysoPC(O-18:1) GP PC 508.3789 507.3689 9.4005 M+H 4.18687706 MS1 0.9056 rp 87907-66-2 24779510 - - - --

MW0153270 572.502353 722.228275 356.355129 346.769359 499.297157 385.310926 396.093094 589.235533 343.329446 565.26656 494.058596 435.268253 405.480667 200.76138 404.552884 C23H48NO7P Lysope 18:0 GP LPE 504.3084 481.3168 9.8824 M+Na 4.48140489 MS2-MetDNA 0.8863 rp - 9547068 HMDB0011130 - - --

MW0153434 541.501995 923.16606 133.99216 543.143939 507.926901 175.698735 121.535414 403.867607 137.226498 323.108311 468.939115 284.446928 295.157009 192.880454 406.917786 C22H30O3 Megestrol Hormones and hormone related compounds Hormones and hormone related compounds 343.2262 342.2195 9.3423 M+H 1.23725 MS1 0.97 rp 3562-63-8 19090 HMDB0014495 - C07120 --

MW0153612 704.753104 914.431494 437.12932 338.80422 499.543238 174.382136 191.386694 208.95466 196.892808 256.812692 244.74509 170.137517 123.640442 86.9197711 37.1486173 C27H50N6O6S Met-Lys-Pro-Leu-Val Amino acid and Its metabolites Small Peptide 604.3868 586.3513 10.0735 M+H+NH3 2.97738734 MS1 0.9308 rp - - - 264283 - --

MW0153744 1244.7654 833.436681 939.641903 966.291521 1028.2084 1166.94104 738.064866 676.48327 1050.33645 1213.05915 1015.15033 1169.57383 940.613358 1115.16572 905.694635 C8H16O4 Metaldehyde Heterocyclic compounds Heterocyclic compounds 135.0983 176.1049 4.4902 M+H-COCH2 4.64775 MS1 0.6463 rp 108-62-3 61021 - - C18744 --

MW0153770 95.7001389 391.333147 119.031275 291.261633 243.012211 257.259994 381.195702 160.955964 237.563959 159.586261 473.798298 497.904058 446.556415 304.425462 517.211905 C15H20N2S Methaphenilene Benzene and substituted derivatives Benzene and substituted derivatives 115.0744 260.1347 2.5377 M+H-C6H10O4 1.7985 MS1 0.707 rp 493-78-7 10306 - - C11113 --

MW0153829 225.178852 302.739583 190.95091 232.006653 58.0432574 59.8724429 142.213698 372.81369 56.066365 141.695136 252.576981 89.1746782 212.787137 444.954092 418.25981 C2H6N2O2 Methylazoxymethanol Heterocyclic compounds Heterocyclic compounds 203.0578 90.0429 1.8231 2M+Na 1.431325 MS1 0.7155 rp 590-96-5 11554 - - C02390 --

MW0154105 1822.90628 535.645486 1491.29528 985.218509 1302.7478 1346.15344 1751.0906 1265.73552 3349.448 1916.66845 1376.64848 903.421596 1467.93937 1737.4742 755.407153 C10H16N2 N,N,N',N'-Tetramethyl-p-

phenylenediamine dihydrochloride

Benzene and substituted derivatives Benzene and substituted derivatives 203.0888 164.1313 0.7596 M+K 13.3715 MS1 0.5062 rp 637-01-4 71561 - 63057 - --

MW0154122 1712.01677 766.560802 596.52717 735.215444 720.55128 111.844144 962.263051 599.258921 634.628892 825.584441 1275.18193 635.594234 878.458799 586.360937 794.18115 C8H10N2O N,N-Dimethyl-4-nitrosoaniline Benzene and substituted derivatives Benzene and substituted derivatives 173.0671 150.0793 1.2 M+Na 4.2175 MS1 0.6549 rp 138-89-6 8749 - - C19680 --

MW0154208 760.60162 959.193318 962.705835 321.960623 253.779761 1013.97691 675.054865 1253.39467 975.390761 676.376231 949.001892 1025.44528 961.711002 556.402854 999.085938 C8H15NO5 N-Acetyl-D-fucosamine Alcohol and amines Amines 245.1076 205.095 4.108 M+Na+NH3 0.05675 MS1 0.7486 rp - 11954186 - - C15480 --

MW0154493 1333.60194 1103.01623 2156.18969 1706.70216 1540.6961 1819.61794 1779.02897 182.073484 1693.95335 1933.17452 1543.42409 1620.18172 1459.24711 2188.68617 2054.54274 C10H10N2 Nicotyrine Heterocyclic compounds Heterocyclic compounds 261.0412 158.0844 2.3751 M+Cl+NaCOOH 4.004 MS1 0.6593 rp 487-19-4 10249 - - C10161 --

MW0154553 930.037442 890.78124 876.002477 871.08841 1023.26515 899.766686 917.210669 1061.06539 1025.57827 982.111858 971.970149 984.832266 1071.40023 1172.00592 975.701973 C6H8N N-Methylpyridinium Heterocyclic compounds Heterocyclic compounds 117.0562 94.0657 0.8344 M+Na 8.9357 MS1 0.5698 rp - 13597 - - C02724 --

MW0154554 1250.45331 1502.2646 1355.53403 1509.52886 1590.72371 1527.91168 1690.69468 1400.21973 1279.05853 1329.21885 1697.49255 1938.9871 1683.23359 1719.39939 1447.67165 C12H23NO N-methylundec-10-enamide FA Others 471.2835 197.178 4.4901 2M+2K-H 0.089 MS1 0.7478 rp - - - 65467 - --

MW0154612 13551.206 33799.4749 13281.0608 6528.6271 12622.1981 10746.9377 20568.0883 5532.17276 6018.83274 3383.4049 7572.25948 10998.6403 11538.0422 28223.7443 18640.8158 C9H24N4 Norspermine Alcohol and amines Amines 223.1704 188.2001 9.2543 M+Cl 14.758 MS1 0.7391 rp - 78350 - - C21004 --

MW0154729 2195337.17 1724903.04 1629910.23 1869821.86 2093229.15 1577175.42 2253600.81 1848745.3 1594785.99 1703292.81 1857356.94 1448429.31 1577733.39 1599261.46 1637105.34 C20H35D4NO2 Oleoyl Ethanolamide-d4 FA FFA 330.3406 329.3232 7.5228 M+H 24.6392594 MS2-Search-DB 0.7918 rp - - - 96544 - --

MW0154738 3599.92666 3964.42071 3333.42977 3220.61357 3682.15516 2797.27311 2961.21796 2965.84016 2676.38025 3265.90939 3358.91127 2636.59441 2947.03622 2701.94351 3049.01208 C18H34O2 omega-Cycloheptylundecanoic acid FA FFA 585.4846 282.2559 11.8971 2M-2H+Na 0.29875 MS1 0.9926 rp - 443625 - - C12103 --

MW0154981 1845.16265 1454.72224 2447.95745 1268.46791 2011.69113 1947.14266 1128.47012 799.106611 1587.41046 1105.50995 1976.48184 1048.65601 1424.456 1478.18694 1734.6678 C37H45NO5 Penitrem B Heterocyclic compounds Heterocyclic compounds 604.3157 583.3298 8.7066 M-2H+Na 3.04065637 MS1 0.6795 rp 11076-67-8 3084087 - - C20731 --

MW0154983 443.613072 446.41367 543.435031 285.260721 540.425122 437.60358 432.849346 419.51131 454.707003 231.346882 494.313615 566.937977 392.391925 473.089807 355.715885 C37H45NO4 Penitrem D Heterocyclic compounds Heterocyclic compounds 551.3156 567.3349 8.4866 M+H-NH3 2.01097762 MS1 0.7022 rp 78213-64-6 3035208 - - C20596 --

MW0155355 8175.28056 11459.2484 7847.71087 7896.60854 9331.61796 10015.129 7540.32013 7798.98882 8840.10019 3742.66031 7045.53889 6982.90858 8761.44794 6598.88694 6536.94789 C25H42N6O6 Phe-Thr-Lys-Lys Amino acid and Its metabolites Small Peptide 1043.6069 522.3166 8.4158 2M-H 0.79779138 MS1 0.9804 rp - - - 142047 - --

MW0155416 1077807.95 915069.987 942720.442 937164.788 1022674.84 930969.116 1089756.92 964182.276 1127132.86 1111033.78 1077643.5 1030288.54 1055585.93 1122694.47 1600483.17 C25H30N4O4 Phe-Val-Trp Amino acid and Its metabolites Small Peptide 415.2127 450.2267 7.4314 M+H-2H2O 6.47565349 MS2-Search-DB 0.6339 rp - - - 17317 - --

MW0155489 358438.69 358829.709 380867.519 355214.581 361408.671 363039.592 367062.027 366505.637 388114.508 391820.82 344722.46 390304.357 363443.183 395015.139 335766.024 C6H7BO2 Phenylboronic acid Benzene and substituted derivatives Benzene and substituted derivatives 121.0446 122.054 1.2958 M-H 2.78387451 MS2-Insilico 0.8714 rp 98-80-6 66827 - - C16200 --

MW0155845 15456.5505 13563.9793 15414.2957 13995.3708 15566.7698 13270.9333 11953.6147 12427.1052 12973.2656 11904.9625 13275.4346 12595.5551 12840.1069 12785.2826 12948.5244 C27H49N9O8 Pro-Glu-Arg-Val-Lys Amino acid and Its metabolites Small Peptide 662.3629 627.3704 9.122 M+Cl 26.4433276 MS1 0.6333 rp - - - 264482 - --

MW0155857 80841.5808 83428.7968 122566.344 89336.1205 112875.549 110181.11 37260.2121 44748.7277 81628.9227 66845.2876 59032.0587 46917.4629 83657.8394 58144.994 62033.9111 C25H44N6O8 Pro-Glu-Leu-Ala-Lys Amino acid and Its metabolites Small Peptide 555.3037 556.3221 8.0834 M-H 10.8977631 MS1 0.79 rp - - - 264886 - --

MW0156099 302.264687 924.19825 910.398222 940.855036 824.744181 981.92383 201.810026 822.080304 308.200426 611.975096 502.092123 1110.21848 1229.28642 229.891837 2645.80156 C3H7O5P Propanoyl phosphate Aldehyde,Ketones,Esters Esters 152.9965 154.0031 1.1206 M-H 5.276 MS1 0.6341 rp - 1034 - - C02876 ko00640,ko01100

MW0156167 6714.87863 7051.1157 6370.9968 6110.04959 6058.5853 6144.03009 6370.52944 6746.98216 6486.35031 6480.70091 6765.07388 6495.34196 6202.75189 6365.70666 6386.58972 C4H8OS2 Proxan Others Others 174.9637 136.0017 13.8788 M+K 3.35925 MS1 0.6727 rp 108-25-8 7919 HMDB0034413 - C19127 --

MW0156540 183.868087 454.127985 210.417743 331.430577 476.984991 240.265832 130.880372 244.446863 383.542795 335.653114 323.594717 180.69107 159.634141 109.797738 339.290981 C4H10FO2P Sarin Others Others 125.0257 140.0402 12.1756 M+H-CH4 5.612 MS1 0.6277 rp 107-44-8 7871 - - C11764 --

MW0156647 1001.10934 822.955766 963.993792 623.450373 320.410251 1016.43469 259.803829 1119.70433 885.692417 898.631037 557.293986 558.628245 1564.21945 263.542219 529.535294 C23H43N9O10 Ser-Arg-Lys-Glu-Ser Amino acid and Its metabolites Small Peptide 640.2801 605.3133 8.0917 M+Cl 12.0415129 MS1 0.5238 rp - - - 264874 - --

MW0156712 218243.378 85833.1958 38590.9478 68233.5096 74882.1869 56231.5956 89260.9239 55671.3704 37597.0471 46746.7272 57731.024 42051.0993 45192.7404 70380.8494 71857.9562 C20H38N6O7 Ser-Gln-Leu-Lys Amino acid and Its metabolites Small Peptide 473.2813 474.2802 11.4069 M-H 24.5471392 MS2-Search-DB 0.7403 rp - - - 228867 - --

MW0156786 57409.3244 66510.539 58624.8636 60274.9563 59368.0399 58910.3705 55461.5621 60412.3369 56065.6622 58044.818 58214.0941 57306.6757 60789.3326 59998.4328 728.399252 C20H35N7O6 Ser-His-Val-Lys Amino acid and Its metabolites Small Peptide 490.2415 469.2649 6.3636 M-2H+Na 2.38244407 MS1 0.6938 rp - - - 226227 - --

MW0157011 6045.42366 6078.30065 6214.49421 6136.38006 5845.09639 5891.5565 5819.30593 6013.57506 6048.52683 6453.31972 5995.92078 6077.77522 5797.91772 6044.51321 5701.75968 C9H18N2O4 Ser-Leu-OH Amino acid and Its metabolites Small Peptide 421.1027 340.1271 4.1202 M+Cl+HCOOH 2.37225 MS1 0.9441 rp - 7015695 - 65223 - --

MW0157108 1261.38863 879.53683 1111.82379 1154.01193 1934.67919 652.244661 878.638215 181.829502 922.31076 1209.45265 1751.81652 1226.80867 860.489793 962.059201 1779.65886 C18H33O2Na Sodium oleate FA Others 629.4527 304.2378 11.0496 2M-2H+Na 2.94225 MS1 0.9316 rp 143-19-1 23665730 - - C18601 --

MW0157207 2606.42372 2810.92108 2164.53523 2296.03724 2428.52868 1878.53553 2232.05654 2159.42219 2110.01686 2325.60946 2267.70802 2086.96122 1728.80274 2076.3256 2080.30535 C26H45N2O Stellettamide A Terpenoids Sesquiterpenoids 424.3652 401.3532 10.3477 M+Na 46.8662488 MS1 0.548 rp 129744-24-7 6441228 - - C16893 --

MW0157906 5108.27304 6976.44455 1340.85703 5127.93299 3347.84196 1797.01789 1827.04303 3845.44956 4773.62052 6974.98658 6736.41623 4564.03774 4455.31247 4215.31598 5883.43853 C20H34O6 Thromboxane B2 FA FFA 369.2275 370.2355 5.6739 M-H 1.85 MS2-MetDNA 0.8095 rp 54397-85-2 5280890 HMDB0003252 - C05963 ko00590,ko01100,ko04726,ko04976

MW0158054 1293.07996 1264.94993 1549.11517 1286.01913 1156.68462 1256.97353 1199.37352 1442.1656 309.799694 855.08079 1000.54852 1158.23997 1067.20548 1382.95148 1163.07633 C10H7Cl5O Tridiphane Benzene and substituted derivatives Benzene and substituted derivatives 514.8132 319.891 0.7552 3M+2Cl 9.8825 MS1 0.5551 rp 58138-08-2 73669 - - C19130 --

MW0159028 37227.5653 16405.6825 8166.37785 12510.1079 11359.0143 20144.3966 18844.0992 6842.01029 5470.59526 10983.8849 10722.8524 9424.98635 4945.20717 9719.63392 11147.7994 C20H27N5O4 Val-His-Phe Amino acid and Its metabolites Small Peptide 402.2122 401.2063 2.6124 M+H 6.60793118 MS2-Search-DB 0.7289 rp - - - 17116 - --

MW0159130 3119266.13 2151881.62 2581000.42 2489398.08 2809111.94 2304315.71 3149921.92 2635462.24 3216972.72 2807049.14 2596237.77 2424135.36 2768944.53 2555006.41 4547935.47 C25H30N4O4 Val-Phe-Trp Amino acid and Its metabolites Small Peptide 415.2163 450.2267 7.8302 M+H-2H2O 6.47565349 MS2-Search-DB 0.6124 rp - - - 22459 - --

MW0159139 6161.13479 6470.63063 9534.57327 7120.35425 8369.44335 8239.34731 3044.2453 3093.59238 6455.62522 5581.64639 4510.77742 4004.5596 6761.85863 4765.26953 4800.08972 C27H49N7O8 Val-Pro-Glu-Lys-Lys Amino acid and Its metabolites Small Peptide 634.3313 599.3643 8.0835 M+Cl 13.784462 MS1 0.751 rp - - - 264100 - --

MW0159454 16112.4361 14840.8554 14418.768 13838.9607 14630.0982 13562.8266 13981.814 14446.7841 13487.9871 14746.1931 10831.5765 13675.3214 13542.405 13315.7576 13884.9389 C6H10O6Zn Zinc lactate Organic acid And Its derivatives Organic acid And Its derivatives 154.9732 241.9769 12.3291 M-H-C3H2O3 0.29275 MS1 0.7427 rp 16039-53-5 3007856 - - C17389 --

MW0159609 31843.7498 31727.0992 32781.1333 27293.4908 29884.7881 27613.6174 27854.542 31906.8756 24653.8051 26620.1923 27707.7328 27521.7944 28078.1466 28443.1864 28040.2905 NaCl Sodium chloride Others Metal, Non-metal and related compounds 80.9488 57.9586 0.7596 M+Na 4.55105 MS1 0.6482 rp 7647-14-5 - - - C13563 --

MW0159626 1075528.44 570411.26 566964.491 779326.866 572810.172 551781.628 529441.791 561810.435 589774.617 598840.969 569226.596 591429.975 564010.831 560539.896 566737.808 CaSO4 Calcium sulfate Others Others 134.8942 135.9143 12.0676 M-H 23.2995 MS1 0.656 rp 7778-18-9 - - - C13194 --

MW0159629 477.319038 582.434454 476.817752 534.710367 435.069976 515.199756 503.155563 441.34337 481.34429 341.685873 518.29695 460.81388 458.852713 482.467746 477.664429 Na2SO4 Sodium sulfate Others Metal, Non-metal and related compounds 142.939 141.9313 12.1423 M+H 1.8385 MS1 0.7061 rp 7757-82-6 - - - C13199 --

MW0159772 1728.23623 2507.83881 1867.65851 1667.52991 1942.9588 2011.38426 2065.82984 2217.66813 1506.57308 1735.01661 1711.29392 2151.45669 2681.72831 1944.03588 2143.60266 H2PO3NH2 Phosphoramidate Organic acid And Its derivatives Organic acid And Its derivatives 137.0018 96.9929 1.0504 M+Na+NH3 10.700075 MS1 0.5428 rp - - - - C02306 --

MW0159802 1646.75999 1646.30256 2078.92907 1328.34464 1700.62523 1465.22893 1634.16725 1529.15343 1849.67866 1487.047 1818.78594 1562.4081 1280.30935 2005.12514 1008.52651 Sb2O3 Antimony trioxide Others Others 326.7615 291.7928 0.78 M+Cl 13.0085 MS1 0.5109 rp 1309-64-4 - - - C19192 --

MW0159826 6360.06467 28429.817 12819.7677 5388.53396 6764.91553 3772.90047 8156.29245 5132.78418 13005.7735 5445.88617 2317.72146 3700.16136 5862.56766 5594.27253 5166.62286 CH2NO2- Carbamate Organic acid And Its derivatives Organic acid And Its derivatives 82.999 60.0086 12.4747 M+Na 7.116675 MS1 0.6003 rp - 276 - - - --

MW0159845 2053.58424 2064.30297 3664.82587 1555.87976 928.38654 5861.29192 3656.59827 1865.58941 12070.6533 1776.52658 849.840316 1116.04306 1171.9139 796.911433 1821.07465 C10H13N5O4 2-amino-9-[4-hydroxy-5-

(hydroxymethyl)oxolan-2-yl]-3H-

purin-6-one

Others Others 134.0471 267.0968 1.6858 M-H-C5H8O4 0.615 MS1 0.7349 rp - 638 - - - --

MW0159863 135339.098 137433.717 124028.329 133.007998 113042.625 123478.457 121538.149 122893.416 832.747857 684.416053 108662.955 120637.285 117.920703 292.767215 121148.024 C5H4N4O 3,7-dihydropurin-6-one Nucleotide And Its metabolites Nucleotide and Its metabolites 119.0343 136.0385 1.2997 M+H-H2O 2.275 MS2-MetDNA 0.8823 rp - 790 - - - --

MW0159865 2179.05337 1673.73569 2095.48995 1938.15936 1865.58984 2100.7693 1677.3491 1463.52727 2329.00032 2097.88357 2209.34771 2374.92167 1820.49678 1922.63757 1882.2699 C10H8NO2 Indole-3-Acetate Heterocyclic compounds Indole and Its derivatives 128.0501 175.0633 2.3754 M-H-HCOOH 0.8215 MS1 0.7299 rp 24420-86-8 801 - - C00954 ko00380,ko01100

MW0159886 6979.94861 6737.50975 6177.50333 9811.08977 7194.90254 6225.81856 6941.72489 8546.36675 7583.53505 8958.17281 12619.727 14737.3687 8052.24697 9451.19843 7928.02728 C10H14N2O5 1-[4-hydroxy-5-

(hydroxymethyl)oxolan-2-yl]-5-

methylpyrimidine-2,4-dione

Nucleotide And Its metabolites Nucleotide and Its metabolites 241.0827 242.0903 1.9184 M-H 0.679 MS1 0.9833 rp - 1134 - - - --

MW0159895 425.336628 247.254026 185.32675 320.993603 352.173276 174.34044 568.293133 248.76965 278.166726 395.163927 395.055363 177.939657 204.497851 119.251486 329.825294 C18H39NO2 2-aminooctadecane-1,3-diol Alcohol and amines Alcohols 324.2868 301.2981 6.7334 M+Na 2.301 MS1 0.6957 rp - 3126 - - - --

MW0159913 20236.1157 22775.4597 25918.1095 21330.2378 13359.1256 32545.3962 11062.996 3098.06167 58342.2614 46191.8099 4238.93304 4209.15524 41602.3762 37753.1669 23725.1303 C10H12N4O5 9-[(2R,3R,4S,5R)-3,4-dihydroxy-5-

(hydroxymethyl)oxolan-2-yl]-3H-

purin-6-one

Nucleotide And Its metabolites Nucleotide and Its metabolites 267.0732 268.0808 1.3202 M-H 0.576 MS1 0.9858 rp - 6021 - - - --

MW0160007 13562.6345 18502.857 18942.4138 17265.5454 19378.4073 16852.0115 18469.2443 20423.6131 22584.586 17867.4854 14892.0288 14167.0665 17114.0949 11631.7214 17995.0344 N2O3 N-oxonitramide Others Metal, Non-metal and related compounds 114.9477 75.9909 1.7193 M+K 10.979725 MS1 0.5388 rp - 61526 - - - --

MW0160111 4424.91358 5558.92856 4772.93889 5234.05515 4751.84355 5525.89119 4459.02094 5385.02847 4699.68165 4901.14218 4343.2457 4472.50915 5251.19097 5631.87984 5079.71051 HNO3 hydroxy nitrite Others Metal, Non-metal and related compounds 146.9671 62.9956 0.6971 2M-2H+Na 2.142675 MS1 0.6992 rp - 123349 - - - --

MW0160127 222528.952 217889.164 235578.158 185940.222 187238.941 224283.711 224225.252 217748.654 248923.46 226941.305 222080.728 257399.914 244247.693 246622.569 93547.3671 S3 bis(sulfanylidene)-lambda4-sulfane Others Metal, Non-metal and related compounds 160.8427 95.9162 1.0876 3M-H+Cl 0.78025 MS1 0.7309 rp - 139340 - - - --

MW0160376 1.33547364 0.3724704 1.27570292 3.08431227 1.68422585 0.34225419 119.628343 115.640409 0.71604582 2.08372926 1.89064515 83.5695349 75.1951907 96.1553852 0.7615803 C8H14NO+ (1R,5S)-8-methyl-8-

azoniabicyclo[3.2.1]octan-3-one

Alkaloids Tropan alkaloids 141.1151 140.1075 10.9127 M+H 6.15225 MS1 0.6176 rp - 698003 - - - --

MW0160552 1656.23914 1823.85288 1453.88922 1849.99226 1567.87442 1246.70797 1583.77869 1979.82765 1706.19602 1637.24538 1780.09856 1568.52751 1803.61603 1822.70447 1771.4965 C7H3NO4-2 pyridine-2,6-dicarboxylate Aldehyde,Ketones,Esters Esters 188.0004 165.0062 0.6932 M+Na 1.981 MS1 0.7028 rp - 5044011 - - - --

MW0160560 383.539708 633.734725 597.01864 386.112488 509.244349 536.429309 627.32156 653.923862 360.312842 426.667023 174.95811 183.483039 194.795968 556.163253 190.695414 C4H10O4P- diethyl phosphate Aldehyde,Ketones,Esters Esters 237.994 153.0317 2.4463 M+K+HCOOH 3.32275 MS1 0.6735 rp - 5166299 - - - --

MW0160733 460.157684 1272.75946 672.795666 785.770308 121.162164 1165.99755 918.707663 1513.49089 823.474536 608.452992 453.269394 953.527069 3829.27828 519.77203 1268.00556 C6H11O6- (2R,3R,4S,5S)-2,3,4,5-

tetrahydroxyhexanoate

Organic acid And Its derivatives Organic acid And Its derivatives 180.0653 179.0556 3.1608 M+H 3.908 MS1 0.6613 rp - 5459988 - - - --

MW0160921 142916.682 145128.578 130972.627 130114.465 119371.838 130391.968 387.481676 129774.171 166.055307 125860.744 114746.952 127391.721 546.582285 123148.691 127931.055 C10H15N2O3S- 5-[(3aS,4S,6aR)-2-oxo-1,3,3a,4,6,6a-

hexahydrothieno[3,4-d]imidazol-4-

yl]pentanoate

Heterocyclic compounds Heterocyclic compounds 244.0819 243.0803 0.8258 M+H 0.84525 MS1 0.7293 rp - 6560210 - - - --

MW0160943 12339.9682 13225.2538 11886.9292 20055.1099 11493.8878 11768.8578 11698.8203 12104.9565 12455.1538 12223.8906 12159.1456 12021.6916 12048.4111 11248.5365 12563.7999 C6H5O5S- 3,4-dihydroxybenzenesulfonate Benzene and substituted derivatives Benzene and substituted derivatives 171.9811 188.9858 13.1352 M+H-H2O 0.5775 MS1 0.7358 rp - 6857466 - - - --

MW0161192 1290.86496 1573.36709 1775.15277 1063.1251 1131.82164 1284.10297 1392.79475 1055.63669 1403.08689 1412.45424 1522.18717 1286.10644 1495.59734 1370.61937 1131.87194 C6H9O4- 3-hydroxy-5-oxohexanoate Organic acid And Its derivatives Organic acid And Its derivatives 289.0773 145.0501 5.7737 2M-H 0.2095 MS1 0.7448 rp - 9543231 - - - --

MW0161304 1739.15622 2598.37287 2096.31679 1448.99035 1894.95467 2068.9785 1821.92956 2627.0028 2158.63617 2022.38784 2111.64145 1822.63531 1907.88178 1465.19953 1880.29591 C28H39NO4 (1S,2S,5S,7S,9R,10S,11R,14S)-10-

(hydroxymethyl)-7-(2-hydroxypropan-

2-yl)-1,2-dimethyl-6-oxa-23-

azahexacyclo[12.10.0.02,11.05,10.01

6,24.017,22]tetracosa-

16(24),17,19,21-tetraen-9-ol

Alcohol and amines Alcohols 534.2793 453.2879 8.7648 M+Cl+HCOOH 4.61316155 MS1 0.647 rp - 10026949 - - - --

MW0161329 3510.01816 2322.59855 2906.63578 2541.58748 3052.3183 2376.33791 3767.6595 2922.59788 3484.46916 3082.25728 2846.33385 2713.28493 3258.06972 2472.38305 6644.49587 C22H27FN4O3 N,N-diethyl-2-[[5-[(Z)-(5-fluoro-2-

oxo-1H-indol-3-ylidene)methyl]-2,4-

dimethyl-1H-pyrrole-3-

carbonyl]amino]ethanamine oxide

Alcohol and amines Amines 397.2034 414.2067 7.8219 M+H-H2O 0.67816333 MS1 0.9833 rp - 10273227 - - - --

MW0161382 149.291418 172.001128 143.32021 163.249743 153.495047 157.391858 74.2613942 54.1804381 79.0030045 265.698266 132.326057 62.81425 25.4446505 35.6465509 18.5111718 C28H50O3 (2S,3R,4R,5S)-2-

[(3S,5S,8R,9S,10S,13S,14S,17R)-3-

hydroxy-10,13-dimethyl-

2,3,4,5,6,7,8,9,11,12,14,15,16,17-

tetradecahydro-1H-

cyclopenta[a]phenanthren-17-yl]-5,6-

dimethylheptane-3,4-diol

Aldehyde,Ketones,Esters Esters 452.3963 434.376 11.4444 M+H+NH3 29.9187546 MS1 0.612 rp - 11144580 - - - --

MW0161406 8271.65007 19623.7038 3371.09337 11107.5687 6875.06292 3530.31739 3969.30006 9855.10323 1822.87868 3006.05558 4602.25341 3747.00467 9080.13489 3755.4893 14235.253 C22H34O3 (8E,10Z,13Z,16Z,19Z)-7-

hydroxydocosa-8,10,13,16,19-

pentaenoic acid

FA Oxidized lipids 345.243 346.2508 9.4876 M-H 1.25 MS2-MetDNA 0.9176 rp - 11559293 - - - --

MW0161518 50672.5699 80720.3181 15366.7274 53887.1451 37056.107 21903.0521 24724.535 51014.9061 25133.2099 40944.2704 35898.2918 37711.1674 48876.2739 31832.9875 60932.4308 C20H32O3 (5Z,8Z,10E,14Z)-12-hydroxyicosa-

5,8,10,14-tetraenoic acid

FA Oxidized lipids 301.2166 320.2351 9.3543 M-H2O-H 1.625 MS2-MetDNA 0.9876 rp - 13786989 - - - --

MW0161572 22171.0997 564.978019 23529.0385 49180.6008 26661.9414 25159.0364 22135.5961 13017.1524 15508.7189 18909.6829 11945.5918 15391.7546 16024.2387 7881.83757 6788.90735 C44H82NO8P [3-[(9Z,12Z)-octadeca-9,12-

dienoyl]oxy-2-[(Z)-octadec-9-

enoyl]oxypropyl] 2-

(trimethylazaniumyl)ethyl phosphate

Others Others 756.5568 783.5778 12.0842 M+H-C2H4 6.62865325 MS1 0.8589 rp - 14818934 - - - --



MW0161697 110887.281 119158.336 113551.575 117666.974 116348.301 115060.275 111049.873 120829.009 105466.442 97882.0723 99897.1868 105312.174 106799.833 112446.93 104450.404 C11H18NO10S2- [(E)-[3-hydroxy-1-[(2S,3R,4S,5S,6R)-

3,4,5-trihydroxy-6-

(hydroxymethyl)oxan-2-

yl]sulfanylpent-4-enylidene]amino]

sulfate

Others Others 797.0463 388.0372 0.7054 2M-2H+Na 3.03075 MS1 0.9297 rp - 17756749 - - - --

MW0161749 3536.65252 3267.46889 2675.45924 3894.33508 3420.98384 2346.76713 3654.83777 3099.25158 2141.00711 2436.48906 4538.60694 5092.07279 3756.61744 2997.17236 3393.41552 C6H5O4- 2-[(2S)-5-oxo-2H-furan-2-yl]acetate Aldehyde,Ketones,Esters Esters 140.0114 141.0188 0.8632 M-H 1.95925 MS1 0.7033 rp - 20846022 - - - --

MW0161799 357311.196 986953.821 112612.003 946545.669 108303.539 117720.161 330238.506 335647.301 937431.984 893435.952 324723.719 900047.058 855369.52 838310.211 832962.219 C6H3Cl2O4- 2-(2,4-dichloro-5-oxofuran-2-

yl)acetate

Aldehyde,Ketones,Esters Esters 243.899 208.9408 8.017 M+Cl 7.09775 MS1 0.6006 rp - 21145098 - - - --

MW0161838 1681.60064 1549.18665 1309.03461 1304.30388 1433.74179 1278.02949 1178.85584 1287.71653 1237.91451 1347.76202 1256.79657 1256.63884 1111.40343 1132.7135 1391.09336 C10H12N5O11P2-3 [[(2R,3S,4R,5R)-5-(2-amino-6-oxo-

3H-purin-9-yl)-3,4-dihydroxyoxolan-

2-yl]methoxy-oxidophosphoryl]

phosphate

Others Others 694.9593 440.0009 12.1962 3M+2Cl 11.0351003 MS1 0.538 rp - 21604868 - - - --

MW0161911 1159112.52 1342868.93 1183654.64 1216970.53 2926.97345 1189419.11 1119786.57 2709.29317 1131983.55 1171943.33 1175361.07 1157040.01 2995.23972 2899.1902 1287084.19 C5H10NO3- (2S)-2-(hydroxyamino)-3-

methylbutanoate

Aldehyde,Ketones,Esters Esters 167.0382 132.0661 9.7276 M+Cl 0.1705 MS1 0.7458 rp - 22859863 - - - --

MW0162157 18254.772 1220.92068 19210.2144 1837.03697 2145.0601 345.426441 1439.40722 1251.30955 257.247796 1049.57551 20618.6906 2823.07888 1404.2827 429.115923 1549.47351 C6H5O3- 2-(2-methylidenecyclopropyl)-2-

oxoacetate

Organic acid And Its derivatives Organic acid And Its derivatives 124.015 125.0239 1.1374 M-H 9.67275 MS1 0.5583 rp - 25200910 - - - --

MW0162494 4752.20981 6572.30138 3101.44046 4182.46501 3631.44042 1943.93095 1486.68836 3111.99075 2511.56231 3220.59059 2414.05985 2804.66176 3081.06579 2180.59838 6589.28834 C28H43O3- (3S,4S,10S,13R)-3-hydroxy-10,13-

dimethyl-17-(6-methylhept-5-en-2-yl)-

2,3,4,5,6,7,11,12,14,15,16,17-

dodecahydro-1H-

cyclopenta[a]phenanthrene-4-

carboxylate

Others Others 462.2974 427.3212 9.3796 M+Cl 27.5653881 MS1 0.626 rp - 25202998 - - - --

MW0162872 27334.0957 38981.8549 40252.7601 37302.57 38259.2676 25073.7879 24400.4423 25516.2787 27176.764 39019.0939 37389.0968 25315.5784 37113.9378 38341.6007 26975.0838 C3H2O5S-2 2-oxo-3-sulfinatopropanoate Aldehyde,Ketones,Esters Esters 201.9576 149.9623 12.4496 M+Cl+NH3 21.76525 MS1 0.6684 rp - 25244536 - - - --

MW0163135 4212.52691 5156.5087 4425.90584 4009.26757 4110.17629 4389.52598 4535.59096 4367.82366 4995.47049 5286.05765 4397.96795 4489.30466 4154.43542 3885.43366 4470.88031 C7H12NO9P-2 4-azaniumyl-5,6-dihydroxy-2-oxo-7-

phosphonatooxyheptanoate

Organic acid And Its derivatives Phosphoric acids 284.0202 285.025 1.8353 M-H 7.57975 MS1 0.5923 rp - 25245409 - - - --

MW0164178 4695.2976 4853.18409 3644.47451 3732.89463 4081.26859 2986.41654 2963.77636 3032.37962 2444.83625 4093.94705 4467.82582 4435.53908 3553.68912 3266.93536 3013.21136 C23H48NO7P 2-azaniumylethyl [(2R)-2-hydroxy-3-

octadecanoyloxypropyl] phosphate

Others Others 504.3085 481.3168 8.2872 M+Na 4.67969714 MS2-MetDNA 0.8799 rp - 46891690 - - - --

MW0164275 1658.71352 3581.85358 1815.20205 1806.25995 2043.00523 201.8916 764.598933 1417.32718 188.570372 239.129306 885.015642 924.663179 859.409578 509.214462 1133.52572 C6H9O5- (4R,5S)-4,5-dihydroxy-2-

oxohexanoate

Aldehyde,Ketones,Esters Esters 160.0396 161.045 2.7992 M-H 4.99625 MS1 0.6395 rp - 49852300 - - - --

MW0164948 937.85485 164.806593 368.262779 255.629419 241.687921 930.980404 796.356571 183.984562 634.121019 305.304054 178.313127 326.776568 285.586853 310.783209 136.567323 COS2 sulfinylmethanethione Others Metal, Non-metal and related compounds 126.9047 91.9391 1.1433 M+Cl 11.640075 MS1 0.5294 rp - 59141300 - - - --

MW0166283 219.283023 166.264066 119.745507 146.543424 160.889565 94.6203065 73.7667003 58.4908568 81.9024072 107.68347 164.32687 69.5845378 75.104294 87.4789051 74.6444446 C31H54NO7+ [(2R,3R,4S,6R)-2-

[[(4R,5S,6S,7S,9R,11E,13E,15S,16R)

-7,16-diethyl-4-hydroxy-5,9,13,15-

tetramethyl-2,10-dioxo-1-

oxacyclohexadeca-11,13-dien-6-

yl]oxy]-3-hydroxy-6-methyloxan-4-

yl]-dimethylazanium

Heterocyclic compounds Heterocyclic compounds 539.3924 552.39 10.9542 M+H-CH2 12.6208144 MS1 0.516 rp - 91820304 - - - --

MW0166634 1770152.02 1821193.61 1556922.84 1582749.18 1589731.11 1283729.78 1367435.18 1297985.07 1565147.75 1686252.92 1582629.68 1410299.02 1368410.29 1410636.02 1501888.91 C22H34O3 (7Z,10Z,13R,14E,16Z,19Z)-13-

hydroxydocosa-7,10,14,16,19-

pentaenoic acid

FA Oxidized lipids 365.2468 346.2508 11.1743 M+F 7.25 MS2-MetDNA 0.7095 rp - 102571773 - - - --

MW0166929 1508.16559 1676.29337 1669.90669 2195.3287 2108.26131 1325.62681 2206.04244 1654.85804 1333.13182 902.481139 1803.69064 2075.56802 3572.15389 1564.35294 1930.85987 C16H18N5O6- 8-amino-7-methyl-4-oxo-10-

[(2S,3S,4R)-2,3,4,5-

tetrahydroxypentyl]benzo[g]pteridin-

2-olate

Others Others 166.0729 376.1257 1.1917 M+2H-HCOOH 5.729 MS1 0.6255 rp - 126456460 - - - --

MW0166941 4460.09372 2466.90408 5168.26095 4918.97297 4611.41083 5366.24586 4102.32109 2133.61745 6180.16185 5659.58783 5649.012 5961.90598 4066.88373 5819.34621 5478.50106 C18H28NO5- (2S,3S)-2-[[2-[(1R,2S)-2-[(Z)-5-

hydroxypent-2-enyl]-3-

oxocyclopentyl]acetyl]amino]-3-

methylpentanoate

Organic acid And Its derivatives Organic acid And Its derivatives 203.0812 338.1967 2.359 M+3Na-H 0.62975 MS1 0.7345 rp - 126456509 - - - --

MW0167029 26620.3537 49280.0425 24798.2188 23566.2135 25470.3229 23583.0452 33400.5742 25449.2814 24749.971 26062.3123 22447.4071 24487.8337 25889.3439 23258.8643 25264.3088 C8H8NO2S- 2-(4-hydroxyphenyl)-N-

oxidoethanethioamide

Benzene and substituted derivatives Benzene and substituted derivatives 217.0027 182.0276 3.0733 M+Cl 3.5645 MS1 0.6684 rp - 129320286 - - - --

MW0167064 13392.7497 14839.615 13768.282 13608.7396 14320.5054 14222.7057 15162.5942 14609.2524 14626.5978 14162.0698 14827.8179 14776.6601 14080.0007 14670.3953 13733.682 C17H20N2O4S N-[(3Z,7R)-2-[(E)-but-2-enoyl]-4-

(2,3-dihydropyridin-6-yl)-8-oxo-6,7-

dihydro-2H-1,5-oxathiocin-7-

yl]acetamide

Alcohol and amines Alcohols 349.1201 348.1144 4.108 M+H 3.44475 MS1 0.9209 rp - 129320426 - - - --

MW0167075 3991.03968 5045.37501 5108.01082 4331.10462 3712.75454 3231.01746 4107.83681 5887.83318 4387.52672 3827.65923 3036.2631 4075.21389 6888.93786 3324.64392 5619.98495 C7H15N2O4+ (E,2S)-2-azaniumyl-4-(2-azaniumyl-3-

hydroxypropoxy)but-3-enoate

Others Others 136.0401 191.1032 1.2083 M+H-C4H8 2.045 MS1 0.7014 rp - 129320463 - - - --

MW0167607 540.112278 406.31727 592.089743 349.069868 556.907186 460.927237 403.623876 212.359683 284.446149 364.581735 366.19546 312.423172 459.886961 290.671126 269.938125 C61H98O6 [(2S)-2-[(6Z,9Z,12Z)-octadeca-

6,9,12-trienoyl]oxy-3-[(Z)-octadec-9-

enoyl]oxypropyl]

(4Z,7Z,10Z,13Z,16Z,19Z)-docosa-

4,7,10,13,16,19-hexaenoate

GL TG 1003.6697 926.7363 8.6112 M-H+2K 14.2080633 MS2-MetDNA 0.7614 rp - 131760795 - - - --

MW0168073 652.495564 930.869932 639.206602 769.838412 174.098799 635.724038 559.535364 662.441652 632.856213 657.908174 646.948183 496.184069 543.405818 725.612836 796.000065 HO3S- hydrogen sulfite Others Metal, Non-metal and related compounds 241.9235 80.9646 0.7926 3M-H 9.400925 MS1 0.5625 rp - 104748 - - - --

MW0168266 66461.0549 79479.3317 55737.7508 52790.2 49678.6836 48206.8329 44021.6683 50646.4526 34797.1559 39030.7654 41514.1146 51935.1314 89050.5098 30217.6319 53351.5327 C24H36O2 Docosahexaenoic Acid ethyl ester FA Others 355.2641 356.2715 11.4318 M-H 3.82625 MS1 0.9129 rp 1020718-25-5 150680 - 62947 - --

MW0168452 73120.5857 98039.0776 27055.679 77446.7013 57707.338 36872.5964 43597.0244 75175.4362 43869.0425 62751.9349 55776.7454 59590.1219 73865.8729 51487.8769 85315.5544 C22H30O3 17-keto-

4(Z),7(Z),10(Z),13(Z),15(E),19(Z)-

Docosahexaenoic Acid

FA Others 401.2305 342.2195 9.3543 M+CH3COO 1.70342374 MS2-Search-DB 0.7158 rp - - - 62998 - --

MW0168456 159184.39 151486.046 138644.695 145785.171 182817.522 133535.729 131957.406 144566.296 119630.034 140741.53 143551.558 150604.934 135301.268 115829.586 121727.881 C25H52NO7P 1-heptadecanoyl-sn-glycero-3-

phosphocholine

GP PC 508.3401 509.3481 9.943 M-H 6.78201573 MS2-Search-DB 0.7121 rp 50930-23-9 24779463 - 24068 - --

MW0168512 49097.6334 55046.166 57771.9882 50275.3656 48830.2168 45437.0786 52789.6603 39131.1873 62005.9101 80394.5444 44436.3304 66174.6108 57715.8717 44585.363 73838.5248 C9H8O3 2-Hydroxycinnamic acid Benzene and substituted derivatives Phenolic acids 165.0558 164.0473 1.1418 M+H 4.64379883 MS2-Search-Local 0.8903 rp 614-60-8 637540 HMDB0002641 306 C01772 ko00360,ko01100

MW0168518 13224.8925 10109.5932 14176.0845 12828.8132 11298.0747 12892.8941 12096.3364 10175.9752 14522.8272 13997.3564 12310.1702 12897.3772 11719.2623 13847.2917 13029.035 C9H7NO 2-hydroxyquinoline Aldehyde,Ketones,Esters Ketones 144.0447 145.0528 2.3754 M-H 1.33404907 MS2-Search-DB 0.8787 rp 59-31-4 6038 - - C06338 --

MW0168532 1513647.27 1639891.22 1536459.7 1660220.98 1547694.18 1595252.01 1511194.49 1620809.63 1551664.59 1584510.99 1516924.54 1494974.9 1604926.65 1610874.06 1611394.48 C6H8O5 2-Oxoadipic Acid Organic acid And Its derivatives Organic acid And Its derivatives 141.0183 160.0372 0.7054 M-H2O-H 3.82810755 MS2-Search-Local 0.8545 rp 3184-35-8 71 HMDB0000225 - C00322 ko00310,ko00380,ko01100,ko01210,ko01230,ko01240

MW0168667 13812.0054 8080.65179 6996.43041 13915.0186 13948.4756 9894.03052 9862.18829 11360.339 9405.48772 12803.7741 11514.6447 10856.8511 4939.42499 8758.60458 5661.41978 C20H32O2 8,11-eicosadiynoic acid FA Others 363.2505 304.2402 11.9137 M+CH3COO 0.62069776 MS2-Search-DB 0.5958 rp 82073-91-4 - - 24087 - --

MW0168774 51387.6708 48265.6439 42278.0682 48699.9003 45503.0546 38586.3271 48494.5605 28238.8752 46487.1088 50380.2913 43693.5786 52231.6014 48975.7739 46730.7121 72736.4649 C20H32O2 Arachidonic Acid FA FFA 339.2067 304.2402 11.0496 M+Cl 7.325 MS2-MetDNA 0.8094 rp 506-32-1 444899 HMDB0001043 193 C00219 ko00590,ko00591,ko01040,ko01100,ko04216,ko04217,ko04270,ko04611,ko0466

4,ko04666,ko04723,ko04726,ko04730,ko04750,ko04912,ko04913,ko04921,ko04

923,ko04925,ko05140,ko05146

MW0168835 77173.5087 91678.8791 85223.5633 64558.2483 64972.8611 101001.427 73215.2752 73013.1106 78272.6499 64376.904 76490.8867 51753.5886 34328.2842 75428.8078 49058.0435 C6H12O6 Beta-D-Galactose Carbohydrates and Its metabolites Carbohydrates and Its metabolites 217.0028 180.0634 5.3333 M+K-2H 18.5108994 MS2-Search-DB 0.6991 rp 7296-64-2 439353 HMDB0003449 3754 C00962 --

MW0168934 29674.854 32949.672 33583.004 31673.5381 33588.2748 29917.7814 33978.6789 32068.1179 31083.7506 28193.8067 37763.8533 31304.5109 29196.7389 32858.1572 31483.3129 C9H8O Trans-Cinnamaldehyde Benzene and substituted derivatives Benzene and substituted derivatives 97.0452 132.0575 1.1834 M+H-2H2O 6.98676734 MS2-Search-DB 0.7173 rp 14371-10-9 637511 HMDB0003441 6931 C00903 ko01100,ko04750

MW0169093 207.361292 1290.30399 744.406218 782.770435 1203.3768 785.658033 805.198744 950.116142 379.270605 1299.60181 213.610076 1296.29937 1158.84263 481.835761 1640.24057 C9H17NO5 Pantothenic acid Organic acid And Its derivatives Organic acid And Its derivatives 242.0998 219.1107 2.1222 M+Na 1.68175 MS1 0.7097 rp 79-83-4 988 HMDB0000210 - C00864 ko00410,ko00770,ko01100,ko01240,ko04977

MW0169265 9946.53467 18572.5432 16162.9299 17563.1433 7290.0468 24231.7127 20819.0739 27617.1226 16770.2059 16748.9246 5195.14279 22967.0092 84853.4298 7326.47344 26215.636 C9H9NO3 Hippuric Acid Organic acid And Its derivatives Organic acid And Its derivatives 178.0511 179.0582 3.1731 M-H 0.4 MS2-MetDNA 0.8301 rp 495-69-2 464 HMDB0000714 1301 C01586 ko00360,ko01100

MW0169361 11053.2609 9153.09071 11382.4343 10811.3438 9012.41507 7574.07865 7902.77776 7621.81336 6572.23752 10450.4065 6309.62405 7355.6281 6554.2382 6957.92195 6807.50253 C20H34O4 KIRENOL Heterocyclic compounds Heterocyclic compounds 337.2355 338.2457 11.7641 M-H 2.22822363 MS2-Search-DB 0.7459 rp 52659-56-0 15736732 - 84974 - --

MW0169991 1931.29664 1498.6443 2005.13063 2119.87639 1718.28393 1329.66158 1094.67563 944.933798 1183.6886 1373.08953 1338.53489 1011.70627 1535.22791 1617.46869 1768.61281 C9H12N2O6 uridine Nucleotide And Its metabolites Nucleotide and Its metabolites 111.0199 244.0695 0.8632 M-H-C5H8O4 3.6595 MS1 0.6664 rp 58-96-8 6029 HMDB0000296 - C00299 ko00240,ko01100,ko02010

MW-MAL00001055736.2978 64572.2841 320.667878 58518.4192 57637.9323 485.013847 53845.2972 58651.7962 339.166089 1104.32497 56517.6148 664.474676 59017.8056 58249.9542 61889.8567 C9H8O3 4-Coumaric Acid Benzene and substituted derivatives Phenolic acids 119.0495 164.0473 3.8336 M-H-CO2 3.25 MS1 0.675 rp 501-98-4 637542 HMDB0002035 - C00811 ko00130,ko00350,ko01100

MW-MAL000016816.813472 975.460179 269.442394 1147.20291 915.053334 1120.64239 838.139685 767.998981 995.238485 1207.63441 1325.83606 1185.76874 846.351967 892.302572 606.986651 C11H9NO2 Indole-3-acrylic acid Organic acid and Its derivatives Organic acid and Its derivatives 243.0448 187.0633 2.3549 M+K+NH3 0.75 MS1 0.7316 rp 1204-06-4 5702 HMDB0000734 - - --

MW-MAL000054175916.693 45474.1465 142067.099 161212.36 117384.117 156653.365 279557.44 81972.6013 181128.408 204179.205 151316.124 218266.343 197011.66 134281.644 112609.669 C5H11NO2 N-Methyl-4-aminobutyric acid Amino acid and Its metabolites Amino acid derivatives 140.0698 117.079 0.8095 M+Na 5 MS1 0.8894 rp 1119-48-8 70703 - - - --

MW-MAL000270565732.832 578253.556 592967.764 578849.333 582290.21 557842.399 585171.468 578093.092 586201.223 606849.993 604974.906 594160.997 571257.504 596097.629 583401.608 C7H11NO3 3-Methylcrotonyl-L-glycine Amino acids and derivatives Amino acids and derivatives 156.0717 157.0739 4.1535 M-H 12.75 MS1 0.7643 rp 33008-07-0 - - - C20828 --

ZINC13470856 8911.53496 9445.18596 7757.05535 11919.9727 9087.45784 6910.21109 6213.50848 8135.18923 7641.44805 9037.33065 8778.24972 10325.9699 8296.08289 11072.1855 6393.05888 C12H11NO3 Ethyl 2-hydroxyquinoline-4-

carboxylate

Aldehyde,Ketones,Esters Esters 218.0807 217.0739 1.3579 M+H 2.23325 MS1 0.6972 rp - 160782 - - - --

ZINC13532428 658.137841 513.187566 404.007311 421.868739 577.436281 312.322619 86.6501022 284.424497 201.995094 390.291595 568.747513 291.440821 293.174149 333.155504 308.808082 C21H40O5 [(2S)-2,3-Dihydroxypropyl] (Z,12R)-

12-hydroxyoctadec-9-enoate

GL MG 355.2859 372.2876 9.5168 M+H-H2O 8.5635 MS1 0.5758 rp - 25793550 - - - --

ZINC14513228 146540.166 148808.142 134293.283 133413.364 122398.37 133697.902 131597.009 133064.442 126036.578 129051.795 117656.226 130621.587 132334.205 980.605906 131174.596 C9H12O5 (4Ar,5S,6R)-5,6-dihydroxy-7-

(hydroxymethyl)-4,4a,5,6-tetrahydro-

3H-cyclopenta[c]pyran-1-one

Aldehyde,Ketones,Esters Ketones 201.0731 200.0685 1.6819 M+H 6.184 MS1 0.617 rp - 11095628 - - - --

ZINC14813402 422.374264 653.866509 604.173264 928.615221 704.164325 542.446241 610.541312 769.559767 677.046853 793.758984 605.484475 731.317836 694.473708 841.679862 475.710728 C13H20O4 (4S)-4-Hydroxy-4-[(E,3R)-3-

hydroxybut-1-enyl]-3-

(hydroxymethyl)-5,5-

dimethylcyclohex-2-en-1-one

Aldehyde,Ketones,Esters Ketones 195.1381 240.1362 7.7095 M-H-CO2 0.398 MS1 0.7401 rp - 10977562 - - - --

ZINC1545034 7151.57726 9552.50795 3048.26492 7043.3966 5290.16386 3817.86923 4253.49735 7231.88244 4497.06929 6162.57028 5165.97684 5284.56983 6774.85081 4969.8823 7608.17989 C21H29N5O2 Tandospirone Aldehyde,Ketones,Esters Ketones 382.2223 383.2321 9.3546 M-H 5.31325 MS1 0.8833 rp 87760-53-0 91273 - - - --

ZINC1677799 31290.8202 32854.4007 33878.7812 33188.0898 32745.0183 31891.863 30472.4893 32796.7423 31146.4346 32584.0413 33030.8596 33209.5735 30304.2731 32103.6021 30983.7336 C12H24O2 Decyl acetate Aldehyde,Ketones,Esters Esters 235.1385 200.1776 4.5024 M+Cl 16.9661743 MS2-Insilico 0.5264 rp 112-17-4 8167 HMDB0040166 - - --

ZINC1911381 50468.5971 57465.845 41304.774 40521.4146 70754.5301 45142.0505 44310.4729 41170.1023 30750.3957 46895.64 51022.3116 45651.4703 56679.9409 48361.782 49772.9964 C15H30O2 13-Methyltetradecanoic acid FA FFA 241.217 242.2246 11.2241 M-H 2.83480835 MS2-Search-Local 0.94 rp 2485-71-4 151014 HMDB0061707 - - --

ZINC2038819 3608.8881 2392.40358 4038.4007 4636.72472 4688.34698 4383.84605 3942.97443 1077.76021 3493.14748 4105.30392 4010.63679 4030.55826 3981.71155 7133.13475 4879.56725 C6H12S2 2-Propenyl propyl disulfide Others Others 101.0245 148.038 1.154 M-H-HCOOH 7.3955 MS1 0.5954 rp 2179-59-1 16591 HMDB0033912 - - --

ZINC32296167 34772.7079 54529.6666 10507.9632 35725.0561 21987.2739 12092.0795 14280.6206 24138.1124 38309.7449 65215.3604 53675.9754 34877.4386 37283.8901 31142.0223 49191.8819 C17H28O3 (+)-7-Acetoxy-elema-1,3-dien-8-ol Alcohol and amines Alcohols 279.1963 280.2038 8.1582 M-H 2.88775 MS1 0.9328 rp - 636435 - - - --

ZINC3860296 33877.1796 19951.1887 11612.465 27142.4101 28101.021 8492.95244 28897.5002 10459.6453 6692.4935 5599.58888 39417.9273 9993.43545 26355.2064 30351.2283 62882.9612 C12H22O Cyclododecanone Aldehyde,Ketones,Esters Ketones 241.181 182.1671 8.6484 M+CH3COO 5.2952461 MS2-Insilico 0.7183 rp 830-13-7 13246 HMDB0031341 - - --

ZINC42803236 34263.7486 27410.1749 29330.2261 23881.6666 35124.3614 21727.3702 27171.7819 1139.1839 26078.9132 19895.4916 31147.0122 28753.2945 21557.7729 1407.41131 18731.2986 C30H50O7 Lycernuic Acid C Organic acid And Its derivatives Organic acid And Its derivatives 557.3188 522.3557 9.1295 M+Cl 8.91010068 MS1 0.8203 rp - 10436787 - - - --

ZINC44351483 4960.99692 4158.8668 2799.72794 1170.50526 1160.19537 3493.27917 3118.10488 5553.58899 7473.69159 64047.9657 13214.4624 2654.11345 12168.1312 1959.33674 12796.1989 C18H33NO2 Tetrahydrobungeanool Heterocyclic compounds Heterocyclic compounds 296.2605 295.2511 8.9934 M+H 4.6765 MS1 0.8958 rp - 5321844 - - - --

ZINC5133329 22917.0246 26033.6119 22558.5115 23932.2657 23585.5279 23869.0744 24506.2869 23526.7702 25677.7473 32540.5836 24001.8585 28158.6668 27471.3705 23131.0405 29172.163 C6H6O Phenol Benzene and substituted derivatives Phenolics 77.039 94.0419 1.8231 M+H-H2O 3.80007217 MS2-Search-DB 0.7433 rp 108-95-2 996 HMDB0000228 - C00146 ko00350,ko01100,ko04974

ZINC5224354 2690.72534 2132.48603 2679.12964 2701.5638 3108.65518 1900.18556 2524.18118 2006.56916 2462.51435 2996.6843 2753.95114 2680.95857 3024.0632 2175.26966 2273.30853 C2H6O2 1,2-Ethanediol Alcohol and amines Alcohols 114.0311 62.0368 0.83 M+Cl+NH3 6.051325 MS1 0.6195 rp 107-21-1 174 HMDB0032262 - C01380 ko00630,ko01100

ZINC57986567 2828.92211 2440.06192 1726.50831 2484.0562 1179.27525 1756.96125 1378.43832 2174.05438 2000.4434 2783.61727 1294.99489 1381.49056 1399.6747 2119.19579 1824.81112 C7H12 1-Methylcyclohexene Others Hydrocarbon derivatives 81.0695 96.0939 6.6794 M+H-CH4 0.00105 MS1 0.75 rp 591-49-1 11574 - - - --

ZINC82133033 2960.72467 4653.87743 2928.37641 7090.61286 4798.79022 2438.34297 2926.4892 3667.55335 1198.97206 1760.29546 5950.31849 1056.04761 5339.63291 7407.49435 6854.16208 C19H32O4 (2R,3S)-4-Methylidene-5-oxo-2-

tridecyloxolane-3-carboxylic acid

Organic acid And Its derivatives Organic acid And Its derivatives 347.2213 324.2301 6.0688 M+Na 2.351 MS1 0.9445 rp - 65078 - - - --

ZINC85490189 68052.8735 28029.9378 46877.0545 128328.789 65541.4106 74417.363 33057.8307 42387.1965 34215.3842 93279.9445 58008.0952 47765.3435 50219.1473 62098.3699 21311.1653 C44H83NO9 (2R)-2-Hydroxy-N-[(2S,3R,4E,8Z)-3-

hydroxy-1-[(2R,3R,4S,5S,6R)-3,4,5-

trihydroxy-6-(hydroxymethyl)oxan-2-

yl]oxyoctadeca-4,8-dien-2-

yl]icosanamide

Alcohol and amines Amines 808.5868 769.6068 12.1008 M+K 17.1726307 MS1 0.7119 rp - 10652772 - - - --

ZINC85532041 4770.69722 4405.90747 3486.38656 3270.19728 3620.66216 2289.23638 2515.90517 2448.89859 1991.46866 3084.06663 3232.52249 2774.792 2785.79259 2319.71642 3560.09029 C22H36O8 [(1S,3R,4R,6R,7R,8S,9R,10R,13R,14

R,16R)-4,6,7,9,14,16-Hexahydroxy-

5,5,9,14-tetramethyl-3-

tetracyclo[11.2.1.01,10.04,8]hexadeca

nyl] acetate

Aldehyde,Ketones,Esters Esters 412.2095 428.241 10.8917 M-H-CH3 7.04818349 MS1 0.8515 rp - 11201193 - - - --

ZINC85994783 627.401813 668.216696 310.379251 395.792601 254.001204 168.566583 344.139871 178.511843 653.139325 520.439422 141.671603 185.782962 541.486525 162.678449 1342.84252 C25H17NO13 7-[5-[(2R)-2-Amino-2-carboxyethyl]-

2-hydroxyphenyl]-3,5,6,8-

tetrahydroxy-9,10-dioxoanthracene-

1,2-dicarboxylic acid

Others Others 574.0368 539.07 7.8219 M+Cl 5.58403036 MS1 0.6282 rp - 124511650 - - - --

ZINC95911464 1202.22666 3146.14961 548.829503 1339.36491 955.902701 220.516421 681.226447 1908.83456 633.255459 621.147712 385.144643 527.421149 1689.70997 258.247128 1922.37416 C22H33NO6 (1S,2S,4S,6S,9R,10S,11S,13S,14R,15

S,16S,17S,18S)-8-Ethyl-13,15-

dimethoxy-5-oxa-8-

azaheptacyclo[8.7.2.114,17.01,9.04,6.

06,18.011,16]icosane-2,11,16-triol

Alcohol and amines Alcohols 406.2227 407.2308 9.255 M-H 1.93477887 MS1 0.7039 rp - 101306713 - - - --

ZINC95912326 1395.93591 1519.3063 1600.81067 1251.95686 1626.39815 1378.40261 1459.34701 1582.69875 1599.36708 1388.10366 1597.30062 1859.54341 1311.695 1578.79201 1501.90723 C28H45NO2 (3S,4As,6aR,6bS,9S,10aR,11aS,11bR

)-9-[(1S)-1-[(2R,5S)-1,5-

dimethylpiperidin-2-yl]ethyl]-3-

hydroxy-10a,11b-dimethyl-

1,2,3,4,4a,6,6a,6b,9,10,11,11a-

dodecahydrobenzo[a]fluoren-5-one

Benzene and substituted derivatives Benzene and substituted derivatives 462.3217 427.345 9.8116 M+Cl 9.29029903 MS1 0.5642 rp - 12111955 - - - --

ZINC95919310 734.246359 726.551102 601.735695 549.609598 782.967979 479.546583 453.733416 429.726229 408.103645 531.717111 757.831228 379.886396 343.903289 401.776198 352.266369 C13H26O4S 2-Undecylsulfonylacetic acid Organic acid And Its derivatives Organic acid And Its derivatives 301.1428 278.1552 9.7163 M+Na 2.95025 MS1 0.6814 rp - 53238394 - - - --


