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Table S1. Identification information of metabolite in G.lucidum under pineapple leaf residue stress

Average | Average Metabolite name Adduct type| RN | pormula Ontology INCHIKEY SMILES
Rt(min) Mz m/z
1 0.161 259. 96069 N-acetyl-O-methyltyrosine [M+H] + 259. 96497 CI2H15N04 Phegyl?:i::“ef"d HRUASHPCEMXOMR-UHFFFAOYSA-N 0-C (0) € (N=C (0) €) CC1=CC=C (0C) C=CL
2 0. 168 204. 9659 PYROGALLIN U 204. 96191 C1111804 Tropolones OLSYHLURTGELBH-UHFFFAOYSA-N 0-C1C (0) =CC=C0=2C=CC (0)=C (0)C12
3 0.172 283. 26163 (97)-9-octadecenoic acid DMt + 283. 26001 C18113402 Long-chain fatty acids ZQPPMHVWECSTR]-KTKRTTGZSA-N 0-C(0) CCCCCCCC=CCOC0CCCe
4 0.194 111. 03909 Butyric acid D]+ 111,04 C4H802 Sm‘igh‘a;h;_i" fatty FERTUCNNGQJTOY-UHFFFAOYSA-N 0=c(0)cce
5 0.322 118. 08617 Betaine D]+ 118. 08626 C5H1IN02 Alpha amino acids KWIUHFFTVRNATP-UHFFFAOYSA-N CINH (©) (©)CC(=0) [0-]
6 0.333 191.96115 Clopyralid [+ 19196136 COH3CI2N02 | Pyridinecarboxylic acids HUBANNPOLNYSAD-UHFFFAOYSA-N C1=0C (C1) =NC (=C1C1) € (=000
7 0.34 271, 26318 Heptadecanoic acid M1+ 271. 26315 1713402 Long-chain fatty acids KENQGTRYUADPNZ-UHFFFAOYSA-N 0-C(0) CCCCCCCOCCCC0CCe
8 0.352 186. 01845 0-PHOSPHO-L-SERTNE D]+ 186. 02 C3HENOGP Alpha amino acids BZQFBWGGLXLEPQ-UHFFFAOYSA-N 0=C(0)C(NCOP (=0) (0)0
9 0.367 17103514 2-(2, 4-dioxo-3, 4-dihydropyrimidin-1 (2H)-yl) acetic acid D]+ 17103999 COHEN204 Mmmda":::t?c,lés o ZFNQFXDDQAEAFT-UHFFFAOYSA-N 0=C1C=CN(C (0)N1) €CC (=0)0
10 0.4 176. 01422 I-Methylsul finylbutenyl isothiocyante [M+H]+ 176. 01984 CBHINOS2 m“"'“S];"‘le"ill:m“kdm" QKGJFQUGPDVOQE-UHFFFAOYNA-N €S (=0) C=CCON=C=S
1 0.428 163. 05971 3-Hydroxy-3-Methylglutaric acid DHi]+ 163. 0601 C6H1005 Hydroxy fatty acids NPOAOTPXWNWTSH-UHFFFAOYSA-N €C(0) (CC(0)=0)CC (0)=0
12 0.438 199. 17021 3, 7-dimethyl-6-octenyl acetate D]+ 199.17 12112202 Fatty alcohol esters JOZKFWLRHCDGJA-LLVKDONJSA-N 0=C (0CCC (€) CCC=C(C) C)
13 0.439 96. 96992 Phosphoric acid LEhE 96. 96962 1304P Non-metal phosphates NBIIXXVUZAFLBC-UHFFFAOYSA-N 0-P(0) (0)0
14 0.442 285. 27829 stearic acid [wsit]+ 285.28 C18113602 Long-chain fatty acids QIQXTHQIDYTFRI-UHFFFAOYSA-N 0-C(0) CC
15 0. 464 391, 28308 Di (2-ethylhexyl) phthalate (DEIP) Dwei1]+ 391, 28427 24113804 Benzoic acid esters BJQHLKABXJ TVAM-UHFFFAOYNA-N €C00C (C0) COC (C1=CC=CC=C1C (=0) 0CC (CC) CCCC) =0
16 0.482 109. 02829 p-Benzoquinone i)+ 109. 0284 C6l1402 P-benzoquinones AZQWKY JCGOJGHM-UHFFFAOYSA-N 0=C1C=CC(=0) C=CL
17 0.487 201.99016 Cysteine-S-sulfate D]+ 201. 98384 C3HTNO5S2 S-sulfo-L-cysteines NOKPBJ YHPHHWAN-REOHCLBHSA-N C([C=H] (C(=0)0)N) S8 (=0) (0)0
18 0.508 132, 10263 Isoleucine (not validated) D]+ 132. 1028 C6I113N02 Amino acids AGPKZVBTJ JNPAG-UHFFFAOYNA-N 0-C(0)CVC(O)CC
19 0.509 102. 12761 Hexylamine w1+ 102. 12772 ColI5N Monoalkylamines BMVXCPBXGZKUPN-UHFFFAOYSA-N ccooceN
20 0.542 186. 01791 0-Phosphoserine D]+ 186. 0162 C3HENOGP L-alpha-amino acids BZQFBWGGLXLEPQ-UHFFFAOYNA-N 0-C(0)C(NCOP (=0) ()0
21 0.553 232. 16878 Alpha-pyrrolidinovalerophenone D]+ 232,17 CI5H21N0 Alkyl-pheny lketones TIDRWHPFMLGR-UHFFFAOYSA-N 0-C(C=1C=CC=CC1) € (N2CCCC2) CCC
22 0.563 297. 99988 (B)=2-(hydroxymethyl) -3 (3-oxo-5-propan-2-y1-4, 5, 6, T-tetrahydro-1ii-2- [M+H]+ 298. 00226 15112005 Terpene lactones YWASZT JGPERWAW-BJMVGYQFSA-N 0=C(0) C (=CC1C=2C (=0) 0CC2CCCIC(C) €) CO
benzofuran-4-v1)orop-2-enoic acid
23 0.597 155. 14288 Linalool DMt + 155. 14304 C1011180 Acyelic monoterpenoids CDOSHBSSFJOMGT-UHFFFAOYNA-N 0C(C=C) () CCC=C(C)C
2 0.606 113.06019 1, 2-Cyclohexanedione D]+ 113, 05971 C6H802 Cyelic ketones OTLATQUETWYAPH-UHFFFAOYSA-N 0=C1C (=0 cecet
2 0.696 168. 02489 Quinolinic Acid D]+ 168. 02502 CTHENO4 Pyridinecarboxylic acids GJAWHXHKYYXBSV-UHFFFAOYSA-N 0-C(0) C1=NC=CC=C1C (=0) 0
2 0.7 255. 93947 Triclopyr [+ 255. 93205 CTHACIZNO3 Polyhalopyridines REEQLXCGYXDJSQ-UHFFFAOYSA-N 0C (=0) COC1=C (C1) C=C (C1) € (C1)=N1
27 0.701 303. 02585 4"”"“‘”’3’[(‘H"d""”’&’"””"'17270}:’”’"a"fzf’vl)'"“‘hyl]767"“}“1“"”‘"727 [M+H]+ 303. 02655 C13H1206 P(Vl;”]“”]“t: i”d DVLLGHPCJPEUHA-UHFFFAOYSA-N 0=C10C (=CC (0) =C1CC=2C (=0) 0C (=CC20) C) C
28 0.704 251. 16005 Nardosinone D]+ 251.16 C1512203 Sesquiterpenoids KXGHHS IMRWPVQM-JWFUOXDNSA-N 0=C1C2=C0CC (C) C2/(€) C3C (0003 (C) C) C1
2 0.704 148, 94887 Trifluoromethanesul fonic acid D1~ 148. 95258 CHF303S PFSA ITMCEJHCFYSTIV-UHFFFAOYSA-N 05 (=0) () C(F) (F)F
30 0.705 278. 94257 5-Chloro-perfluoropentanoic acid (-1 278, 94647 CSHCIFS02 PFSA VQKM XAMQVPHHB-UHFFFAOYSA-N 0-C(0)C(F) () C(F) (F)C(F) (F)C(F) (F)Cl
31 0.707 147.97292 PFSM-perfluoroalkyl_sulfonamide D]~ 147. 96855 CH2F3NO2S PFSA KAKQUSNHTBL JCH-UHFFFAOYSA-N 0-5(=0) (VC(F) (FF
32 0.709 370. 94284 PFCA-pentafluorosul fide -]~ 370.94168 C51IF13025 PFSA NDDSTRST THK JNN-UHFFFAOYSA-N 0=C(0)C(F) () C(F) (T (F)CF) (1S () (F) (F) ()T
33 0.71 226. 05573 Synephrine hydrochloride D]+ 226. 06 conveoz | f\‘:{‘]fi:xi : e COTCEGYSNTWJQV-UHFFFAOYSA-N €1 0C1=CC=C (C=C1) € (0) ONC
34 0.711 385. 87479 L-acetyloxy=2, b-dihydroxy-6-(hydroxymethyl) oxan-3-y1] (E) [M+H]+ 385. 87271 1712009 Coumaric acid esters QXRDTLAXUJONPD-QPJ JXVBHSA-N 0=C (0CLC (0) 0C (€0) € (0) C10C (=0) €) C=CC2=CC=C (0) C=C2
hvdroxvohenvl) prop-2-enoat.
35 0.711 236. 03975 Carnitine (D1) Hydrochloride D]+ 236. 04503 CTHIBCINO3 Carnitines JXXCENBLGFBQJM-UHFFFAOYSA-N €1..0=C([0-1) CC(0) CIN+1 (©) (O)C
36 0.714 189, 02379 6, 7-dihydroxybenzofuran-3 (2H) -one DM+H] + 189. 02 C8H604 Benzofurans ZDHCVQNTRWDINX-UHFFFAOYSA-N 0=C1C2=CC=C (0) € (0)=C20C1
37 0.714 308. 25049 Pentadecanoyl Ethanolamide [Ms2i] 2+ 308. 25 C17H35N02 N-acylethanolamines UHPXXKLAACDXGS-UHFFFAOYSA-N 0-C (NCC0) CCCO0CCCC0CCee
38 0.715 231. 03406 3, 4-Dimethoxycinnamic Acid [M+H] + 231. 03662 Cl1H1204 c””‘";t_‘;yq‘““ffl” and HJBN JAPEBGSQPR-GQCTYLIASA-N 0=C(0) C=CC1=0C=C (0C) € (0C) =C1
39 0.716 284.01968 Procynidone Dwi]+ 284. 02396 C13H11C12N02 Phenylpiperidines QXJKBPAVAHBARF-UHFFFAOYNA-N €C12002 (0) € (N (C3=CC (=CC (=C3) C1) C1)C1=0) =0
10 0.717 247, 02939 columbianetin D]+ 247.03241 1411404 | Angular furanocoumarins YRAQEMCYCSSHJG-UHFFFAOYSA-N 0=C10C2=C (C=C1) C=CC=30C (CC32)C (0) (€)C
41 0.718 233.03185 MUCIC ACTD [M+H] + 233. 02678 C6H1008 Glucuronic acid DSLZVSRJTYRBFB-DUHBMQHGSA-N 0-C(0)C(0)C(0)C(0)C(0)C(=0)0

derivatives




12 0.721 283. 02527 1,3, 5, 8-Tetrahydroxyxanthone D]+ 283.01999 C13H806 Xanthones MPXAWSABMVL IBU-UHFFFAOYSA-N 0=C1=2C (0) =CC (0) CC20C=3C (0) =CC=C (0) C13

43 0.722 123. 03981 2-methyleyclohexa-2, 5-diene-1, 4-dione DM+H] + 123,04 CTH602 P-benzoquinones VIWDKENVVLAELH-UHFFFAOYSA-N 0=C1C=CC(=0) C(=C1)C

44 0.722 165. 03516 Allicin + 2H (not validated, isomer of 328) D]+ 165. 03999 C6H12052 Allicin derivatives XLVMWORYTENDKM-UHFFFAOYNA-N 05 (CCC) SC=CC

15 0.722 360. 93964 PFSA-unsaturated M- 360. 93979 COHF1103S PFSA WNQXBYFTFVMUCU-UHFFFAOYSA-N 0=5 (=0) (0)C(F) ()€ (F) () C(F) () C(F) () C(F)=C () F

16 0.722 212. 03979 PHOSPHOCREATINE [M+H]+ 212. 03999 C4H10N305P Al”h"dz’:fi”“ “v’"_id’“ and DRBBFCLWYRJSJZ-UHFFFAOYSA-N 0=C (0) CN(C (=NP (=0) (0)0)N) C

47 0.723 143, 04996 5~ (hydroxynethyl) pyrimidine-2, 4-diol DM+H] + 143.05 C5H6N203 Pyrimidones JDBGXEHE TRGOBU-UHFFFAOYSA-N 0CI=NC=C (C(0)=N1)CO

18 0.723 125. 03749 N, N-Dimethylsul famide DM+H] + 125. 03793 C2H8N202S Sulfuric acid diamides QUHAHUAQAJVBTW-UHFFFAOYSA-N NSO (20)=0

19 0.724 167. 01352 3-hydroxy-4-methoxy-2, 3-dihydropyran-6-one [M+H] 167. 01662 611804 Dihydropyranones PBEXSRIMCVDBFK-UHFFFAOYSA-N 0=C100C(0)€(00) =C1

50 0.724 146. 1647 Spermidine D]+ 146. 16518 CTHIONS Dialkylamines ATHGHQPFGPMS JY~UHFFFAOYSA-N NCCCONCCON

51 0.725 267.01202 Bauerine C DM+H] + 267.01599 CIZH8CI2N20 Beta carbol ines JFESWTBLTSUPGK-UHFFFAOYSA-N 0=CINC=CC=23=CC=C (C1) C(C1)=C3N(C12) C

52 0.726 329. 98038 () -N-[2-hydroxy-2-(4-hydroxypheny1) ethyL] -3~ (4-hydroxy-3 D]+ 329. 98386 CI8H19N05 fydroxyeinnanic acids VJSCHQUOTSXAKB-YCRREMRBSA-N 0C (2NCC (0) C1=CC=C (0) C=C1) C=CC2=CC=C (0) € (0C) =C2
pethoxvphenvl) prop-2-enanid and derivatives

53 0.727 103. 04988 (R)~4-aminoisoxazol idin-3-one [M+2H] 2+ 103.05 C3H6N202 Mph"dmﬁ;::t;“yids and DYDCUQKUCUH JBH-UNTATZPHSA-N 0=CINOCCIN

51 0.728 356. 97989 HHI'3’“”“”‘“”X“H’m‘)““"‘”",2’”'}]’1’ H-dimethoxy-2-prop=2- [M+H]+ 356. 98035 C21H2105 Bicyclic monoterpenoids SMOHLDSEWHACKE-UHFFFAOYSA-N 0=C1C=C (0C) C(0C) (C=C1CC=C) € (C) CC2=CC=C30COC3=C2
envicvclohexa 2 5-dien-l-one

55 0.728 160. 97531 OPFC-perfluoroalkyl sulfate DM-H1- 160. 97256 C2HAF2048 PFSA LAGMPONGXCPPKO-UHFFFAOYSA-N 05 (=0) (0) 0CC(F)F

56 0.728 221. 04977 Pesticide2 Thidiazuron COHENAOS 1-Phenyl-3- (1, 2, 3-thiadiazol-5-y1)urea DM+H] + 221,049 COHSNA0S N-phenylureas HFCYZXMHUTHAQT-UHFFFAOYSA-N 0C (=NC=1C=CC=CC1) NC=2SN-NC2

57 0.729 281.10614 Huperzine A [M+H] 281. 10507 C15H18N20 Q“{;“;’i]fq":gy‘md ZRJBHWIHUMBLON-UHFFFAOYSA-N 0C=1N=C2C (=CC1) €3 (N) € (=€) € (C=C (C) €3) €2

58 0.73 280.99149 . "'[‘h‘h])fd:" %}df:"“j;:]‘:?y’}fj‘g’”‘ﬁ";‘:;2’ 1"1(:”]70’“7’11107“’ 112:};};?‘:"::}:3‘1}11217 D]+ 280.99219 30140011 Oxosteroids FFXYBQSGDXRLHS-UHFFFAOYSA-N OZMOCIC(O? ?)f()rSf?g))f?ii;?)(?f)(((r?)ﬂgz)(SEO)C%(C(:C)

59 0.732 265. 11029 Thiamine DM+H]+ 265. 11121 CIZHI7N40S Thiamines JZRWCGZRTZMZEH-UHFFFAOYSA-N CC1=C (CC0) SC=[N+] 1CCT=CN=C (C) NC1=N

60 0.741 189. 13409 Homoarginine [M+H] + 189. 1346 CTHI6N402 Alpha amino acids QUOGESRFPZDMMT-UHFFFAOYNA-N 0-C (0) C(N) CCCONC (=N)N

61 0.743 188. 17538 N8-Acetylspermidine [M+H] 188. 17574 C9H21N30 Carboximidic acids FONTWJ IDLJETL-UHFFFAOYSA-N 0C (=NCCCONCCON) €

62 0. 744 329. 07806 8- (2-hydroxy-1-methoxy-3-methylbut-3-enyl) ~7-methoxychromen-2-one [M+H]+ 329. 07858 C16H1805 C‘(;:“"]’r“'[‘: _:"‘1 DBPWCTPDCMVUFT-UHFFFAOYSA-N 0=C1002=C (C=C1) C=CC (0C) =C2C (0C) € (0) C (=€) C

63 0.744 133, 09662 Ornithine D]+ 133.09715 C5H12N202 Alpha amino acids AHLPHDHHMVZTML-UHFFFAOYSA-N 0-C(0) C(N) CCON

64 0.745 359. 04245 3-0-acetylpadmatin [M-H]- 359. 04004 CI8H1608 7 ?WTQ‘:}f;ted WWYQJKVSCKMFCP-MSOLQXFVSA-N 0-C(0C1C (0) 2= (0) C=C (0C) C=C20C1C3=CC=C (0) € (0) =C3) €

65 0.748 311. 06683 Cefditoren pivoxil [M+H] 311. 06699 C25H28N60753 Cephalosporins AFZFFLVORLEPPO-OUOWMNRXSA-N OZF(OGOC(:O)C(Ci‘((iz)()‘)c(é:voc)uw:c( ﬁerSFWC(:O)mN

66 0.75 352. 09363 feruloyltyramine Do+ 352. 09457 C18H19N04 Methoxyphenols NPNNKDMSXVRADT-WEVVVXLNSA-N 0C (=NCCC1=CC=C (0) C=C =C(0)€(00)=C2

67 0.758 175. 11835 Arginine DM+H] + 175. 119 C6HI4N402 | Arginine and derivatives ODKSFYDXXFTFQN-UHFFFAOYSA-N 0=C (0) C () CCON=C (N) N

68 0.758 371. 04456 Norstictic acid DM-H]- 371.03799 CI8H1209 Diarylethers TEVVSJFLBYOUC]-UHFFFAOYSA-N O=CCI=COe=C(C <:”)“w:3%§%“2> G000 CO)=C

69 0.774 189. 1604 NEPSILON, NEPSTLON, NEPSTLON-TRIMETHYLLYS INE [M+H]+ 189. 16 C9H20N202 Alpha amino acids MXNRLFUSFKVQSK-UHFFFAOYSA-N 0=C([0-]) C () CCCCINH] (0) (0)C

70 0.778 353. 20703 Hydroxyprogesterone [M+H]+ 353. 2052 C21H3003 Gl““”; H: ‘[’i";:’ t iﬁ:id“ DBPWSSGDRRHUNT-UHFFFAOYSA-N 0=C1C=C2CCC3C (CCC4 (C) C3CCCA (0) € (=0) €) €2 (C) CCL

71 0.783 341. 02631 Pesticided Pyrimethanil CIZHI3N3 2-Pyrimidinamine, 4,6-dimethyl- DM-H1- 341.026 CHON3 A"”“"(fj;‘;\’ffff"ff and TDQNBVEPZMCDDN-UHFFFAOYSA-N N=CIN=C(C=C(N1) €)C

72 0.786 429, 23834 Irbesartan D) + 429, 23975 C25H28N60 B;“ijﬁ;j “2“ YOSHYTLCDANDAN-UHFFFAOYSA-N “UCUZWZ(CCCC2>C(klCCS:é(i((J)(C:CK)C"1:CC:L'C:C/1C5:NM:N

73 0.787 469. 13022 Galapagin [M-H] 469. 129 20124010 Phenolic glycosides NJRLDXGREKHXGY - TVABAYMNSA-N 0=C(0CCIOC (0C=2C (=C (0) C= m:)(&)c:r:(ocfx(:zc)r:)c)(:(o)r:(o)c

74 0.787 257. 06497 ONONETIN [M-H]- 257. 06015 C15H1404 Stilbenes XHBZOAYMBBUURD-UHFFFAOYSA-N 0=C (C1=CC=C (0) C=C10) (00) C=C2

75 0.789 426. 98535 (Perfluoroheptyl) ethanoic acid DM-H]- 426.98209 C9H3F1502 PFSA WSEQBIVQCARAMY-UHFFFAOYSA-N O=COCCE) FYCE) (RCE) (;)FC E F)CE DCE BCE (

76 0.79 266. 15857 “Mirtazapine (Remeron, Avanza)” DM+H] + 266. 16501 CITHION3 Piperazinoazepines RONZAEMNVMFQXRA-UHFFFAOYSA-N N=1C=CC=C2CIN3CON (€) CC3C=4C=C0=CCAC2

77 0.79 173. 10349 L~ (+)-Arginine [M-H] 173. 1044 C6H14N402 L-alpha-amino acids ODKSFYDXXFTFQN-BYPYZUCNSA-N NLC=H] (CCONC (V) =N) € (0) =0

78 0.794 740. 6745 Glyceryl trimyristate D]+ 740. 677 4518606 Triacylglycerols DUXYWXYOBMKGIN-UHFFFAOYSA-N OZC«)CC(O“ZO)W“’““?“ C(;i(:(’)““m"’“““ ceeee

79 0.795 319. 01706 Medicagol DM+H] + 319. 01999 C16H806 Coumestans URMVEUAWRUQHON-UHFFFAOYSA-N 0=C100=20=C (0) C=CC2C=30C4=CC=50C0C5C=CAC13

80 0.79 307. 14911 Vincanidine DM-H]- 307. 1452 CI9H20N202 Alkaloids JDOFCMASVRMY JU-UHFFFAOYNA-N CC=C1ON20CC3AC20C1C (C=0) CNCI=CAC=CC=C10

81 0.797 216.01375 2-amino-3-prop-2-enylsul finylpropanoic acid [M+H] 216. 00912 C6HLINO3S Alpha amino acids XUHLTQGRKRUKPH-UHFFFAOYSA-N 0=C(0)C(N) €S (=0) CC=C

82 0.797 292. 96927 Daidzein DMt + 292. 96872 C15H1004 Isoflavones 7QSTJRDFPHDX1C-UHFFFAOYSA-N 0=C1C(=0002=CC (0) =

83 0.797 320. 03976 Epalrestat DM+H] + 320. 04099 CI5H13N0352 ‘“phad‘:’fi’\‘f"j“iqs and CHNUOJQUGUTOLD-NFZZJPOKSA-N 0-C (0) CN1C (=5) SC (=CC (=0C=20=CC=CC2) €) C1=0

84 0.797 420. 95001 Fipronil-sulfide DM+H] + 420.95108 CI2HACI2FENAS Phenylpyrazoles FQXNEKADCSXYOC-UHFFFAOYSA-N NCI=C (SC (F) (F)F) C (SNNLCI=C (€1) C=C (€=CIC1) € (F) (F)F) C&N




0=CINC (C2=NC=3C=CC=CC3C (=0) N2C1CC4=CNC=5C=CC=CC54) C (C)

85 0.797 387.18439 Fiscalin B_130006 D]+ 387. 18201 C23H22N102 Quinazolines DNPSVQYQTPYSPH-VQTJNVASSA-N .

86 0.797 197. 10014 Granine D]+ 197. 10001 CLIH14N2 3-alkylindoles OCDGBSUVYYVKQZ-UHFFFAOYSA-N €=1C=CC2=C (CHNC=C2CN(0)C

87 0.797 425.14035 Teariside F2 DM+H]+ 425.14001 CI8H26010 0-glycosyl compounds NJMASVIMCODQTP-FQXXTRCGSA-N 0CC1 (0) COC (0CC20C (0CC=3C=CC=CC3) € (0) € (0) C20)C10

88 0.797 463. 09662 Rutarin D]+ 463. 09546 20124010 Coumarin glycosides JWWFVRMEYKPZNE-VVIWCBLHSA-N o:rmc:zr:(ocfmc(r:o)c(o)c(oz;:go):r,mc(cm C2C=CLC0)

89 0.798 128. 95871 PFCA-C1 [~ 128. 95604 C2HC1F202 PFSA OAWAZQITIZDJRB-UHFFFAOYSA-N 0=C(0)C(F) (F)C1

90 0.8 193. 03453 DL-Tsocitric acid DM+H] + 193.03429 C6H807 Triaarzztﬁiifzj_ds and ODBLHEXUDAPZAU-UHFFFAOYNA-N 0C(C(CC(0)=0)C(0)=0)C(0)=0

91 0.803 253. 02815 Thiacloprid DM+H] + 253. 03091 CIOHICINAS 2-halopyridines HOKKPY TRMVDYPB-GXDHUFHOSA-N C1C1=NC=C (CN2CCSC2-NCEN) C=C1

92 0.804 290. 84595 dehydrocurvularin [M+H] 290. 85229 C16H1805  |Macrolides and analogues AVIRMQUUBGNCKS-GQCTYL IASA-N 0=C1C=CCOCC (0C (=0) CC=20=C (0) C=C (0)€C12) C

93 0.805 168. 07693 N(PAD) ~METHYL-L-HISTIDINE [M-H]- 168.077 CTHIIN302 H:l:]““"[‘i _;‘"d BRMWTNUJHUMWMS ~UHFFFAOY SA-N 0=C(0) C(N) CC=IN=CN(C1) €

94 0.808 375. 12671 Anhydrohaloxindole A D]+ 375. 12601 C21H21CIN20 Tsoindolones ZHHYANZIARLNFJ-FWKFCYAVSA-N LDl Coec c(:o)ncq:cc:cg(;cqa (O (IO O (et

9 0.809 100. 0397 1-AMINOCYCLOPROPANE-1-CARBOXYLATE DM-H]- 100. 04 CAHTNO2 Alpha amino acids PAJPWUMXBYXFCZ-UHFFFAOYSA-N 0-C(0)CL(N)CC1

9% 0.815 224, 07703 Flufenacet OXA [H-H) 224, 07285 CLIHL2FNO3 Mph“dm:‘:nv:t';(yids and FFKNXXCOXIZLJD-UHFFFAOYSA-N CC(CIN(C(=0) €(0)=0) C1=CC=C () C=C1

97 0.823 154. 06143 Histidine [M-H]- 154. 06219 C6HIN302 H:l:]““"[‘i _:"‘1 HNDVDQJCIGZPNO-UHFFFAOYNA-N 0=C (0) C (N) CC1=CN=CN1

98 0.832 149. 06415 Archangelicine [M+H]+ 449. 06046 C24H2607 Angular furanocoumarins RVGGCRQPGKFZDS~AKRYRNCVSA-N U’Cwm’c(C’Cl)C’CC’Soiéigic)((’C())CC(’COMSZ)C(OC(’O)C(

99 0.832 333. 06744 i mm“"ffh?l j 1:70};}'3;03-5 ;wln“‘:::‘;iff’ gl;’fi’m“nf ) acetat D]+ 333, 06555 C1711607 Naphthopyranones THXLRPOTFALLKF-UHFFFAOYSA-N 0-C(0C) CC10C (€) €230C3 (C (=0) C=C=CC=C (0) C4C2=0) C1

100 0.833 254. 01785 2- (2-bromopheny1) -4, 4-dimethyl-4, 5-dihydrooxazole [M+H] 25401801 CLIH12BrNO Bromobenzenes XLCYXINTUJNTPF-UHFFFAOYSA-N BrC=10=CC=CC1C2-NC (C) (0) €02

101 0.833 827.2616 Pentasaccharides (Hex-Hex-Hex-Hex-Hex) [M-H]- 827. 26562 30152026 Sugars FINTPWXXIGNGQF-UHFFFAOYNA-N 0;5??3;2%{”?2g;?g}fE?C((l])(i%))?c(ﬁf(ﬁ?:c((gzfé?g?((c(gzzg:gg(

102 0.833 200. 0679 Willardiine D]+ 200. 06659 CTHIN304 L-alpha-anino acids FACUYWPMDKTVFU-UHFFFAOYNA-N 0=C (0) C () CN1C=CC (0) =NC1=0

103 0.835 336. 13953 Linezolide DM-H]- 336. 13651 C16H20FN304 Phenylmorphol ines TYZROVQLWOKYKF-UHFFFAOYNA-N 0-C10C (CN=C (0) €) CN1C2=CC=C (€ (F) =C2) N3CCOCC3

104 0.835 299. 11566 rhodioloside [ 299. 11362 1412007 0-glycosyl compounds ILROGYURZSFMEG-RKQHYHRCSA-N 0C1=C0=C (C=C1) CC0C20C (C0) € (0) € (0) €20

105 0.835 285.10019 Salicin [M-H]- 285. 09796 C13H1807 Phenolic glycosides NGFMICBW JRZIBT-UHFFFAOYNA-N 0cc= €10620€ (C0) € (0) € (0) €20

106 0.836 465. 03827 4, 9-dimethoxy-7- (perfluorobutyl) ~5H-furo[3, 2-g] chromen-5-one D]+ 465. 04001 CI7HIF905 Furanochromones BVUOXVSHTGNVRR-UHFFFAOYSA-N 0=C1C=C(06=2C(00) ’CSO(?FC)CSEFC)(?;’:FC 12)CE FICE FICE

107 0.836 447, 15421 Benzyl alcohol + Hex-Pen DM-H]- 4471517 CI8H26010 Alkyl benzyl hexosides NJMASVWMCODQTP-UHFFFAOYNA-N 00C3(0) (COC (0CC20€ (0CC1=CC=CC=C1) € (0)C (0) €2 (0)) €3 (0))

108 0.838 241.09131 Lapachol [M-H] 241. 089 C15H1403 Vitamin K compounds CIEYTVIYYGTCCT-UHFFFAOYSA-N 0-C1C (0)=C (€ (=0) C=2C=CC=CC12) CC=C(C) €

109 0.811 149. 168 Cratoxyarborenone E [M+H]+ 449. 16705 C24H2606 4-prenylated xanthones CJBZJZGULKATPY-UHFFFAOYSA-N 0:c1c2:cc(o):c(nc)c<:cznc;?£)1;c(o)c:cm)cacc:c(c)c)cc:

110 0.842 201. 01534 esculetin [M+H] + 201. 01582 C9H604 6, 7-dihydroxycounarins TLEDWLMCKZND JK-UHFFFAOYSA-N 0-C10C=2C=C (0) C (0)=CC20=C1

111 0.843 337. 16953 (2R, 3R, 45, 55, 6R) -2 L (2F) ~4-etheny-2, 5-dinethylhexa-2, 5-dienoxy] -6 DM+H] + 337. 16882 cioiizeop | ity acvl elyeosides of FOWZPEXPOVXJSN-MIYBPCGNSA-N 0CC10C (0CC (<CC (C=C) € (=0) €) ) € (0) €(0) €10
(hvdroxvmethvl) oxane-3, 4, 5-triol mono— and disaccharides

112 0.844 282. 04477 DCOTT D]+ 282. 04807 CLIHI7CI2N0S Aryl chlorides PORQOHRXA JKGK-UHFFFAOYSA-N CCOCCOCENIE (C(=C(C1) $1) C1) =0

113 0.815 867. 23413 ; (<35;1RR>1’7 ’w’)\: 3?17[5(;3[?\"1}1[{) dj71"yf:f?hyilif??eyj‘r ”1‘)15)11:‘"}17) }2{“:;5 i D]+ 867. 23119 12142020 Counarin glycosides AYJLVEAOTKOWIP-DUKVQSBLSA-N ?fi;::g ;ggi?ffggg?)(;:%g E?égf?();gf;ff

114 0.845 284. 09711 Letrozol D]~ 28409418 CITHLING Diphenylmethanes HPJKCTUCZWX JDR-UHFFFAOYSA-N NHCC1=CC=C (C=C1) € (C2=CC=C (C#N) C=C2) N3N=CN=C3

115 0.845 104. 03451 Serine D)~ 104, 03532 C3HTNO3 Serine and derivatives MICFGRXMJLQNBG-UHFFFAOYNA-N 0-C(0)CNCO

116 0.845 118. 05007 Threonine D] 118. 05096 CAHONO3 L-alpha-amino acids AYFVY JQAPQTCCC-UHFFFAOYNA-N 0-C(O)CMNCO)C

17 0.816 380. 09332 (t=chlorophenyl) (7, 8-dinet h‘“y’\i;’;’ﬂ‘:ﬁ?&ﬁf"‘“""“HH’""Z“[d] azepin=4- [M+H]+ 380. 10001 C20H20C1NO3 Benzazepines XWOLWJSHOPYCNG-UHFFFAOYSA-N 0=c(C1 €1)C=C1) 2= 10) € (00)

18 0.848 319. 16055 Fluvoxamine DM+H]+ 319. 16278 CISH2IF3N202 | Trifluoromethylbenzenes CJOFXWAVKWHTFT-UHFFFAOYSA-N €0CCCCC (C1=CC=C (C=CT) C(F) (F) F) =NOCCN

119 0.848 145. 06253 Glutamine (D) DM-H]- 145. 06186 C5H10N203 D-alpha-amino acids ZDXPYRJPNDTMRY-GSVOUGTGSA-N 0-C(0)C(NCCC(=N)0

120 0.848 74.02409 GLYCINE D] 74,0242 C2H5NO2 Alpha amino acids DHMQDGOQFOQNFH-UHFFFAOYSA-N 0-C(0)CN

121 0.848 131. 04536 L-ASPARAGINE [M-H]- 131. 04601 CAHN203 45(;:1]”“‘["‘“9”“1 DCXYFEDJOCDNAF-UHFFFAOYSA-N 0=C(0) C(\)CCEON

122 0.851 129. 06555 5, 6-Dihydro-5-methyluracil DM+H] + 129. 06586 C5H8N202 Hydropyrinidines NBAKTGXDIBVZ00-UHFFFAOYNA-N 0C=IN=C(0)C(C)CNL

123 0.852 443.13913 Diferuloyl glycerol Di-HI- 443, 1347 C23H2409 "e"d”lr‘fva“f;d j"d PATJZXBBUQEFOY -UHFFFAOYSA-N O=COeCO0CED C’Wlf&ggi :ZC OO ED o=

124 0.852 216.09775 Securinine M- 216. 103 CI3H15N02 Indolizidines SWZMSZQQJRKFBP-WZRBSPASSA-N 0-C10023C (C=CC (NACCCCCA2) €3) =C1

125 0.852 221. 04175 Syringic acid [M+Nal+ 221. 03999 C9H1005 “(11:(1 :t‘%d_e‘”‘d JMSVCTWVEWCHDZ-UHFFFAOYSA-N 0=C (0) C1=CC (0C) =C (0) € (0C) =C1

126 0.853 244. 09224 Cytidine D]+ 244. 0928 COHI3N305 Pyrimidine nucleosides UHDGCWTWMRVCDJ-XVECMES TSA-N clen([C=H]2[C=H] ([C=H] ([C=H] (C0)02) 0) ) c (nc1=N)0

127 0.853 193. 0294 L-citrulline D]+ 193. 02893 C6HI3N303 L-alpha-amino acids RHGKLRLOHDJ JDR-BYPYZUCNSA-N 0-C(0)C () CCONC (=N) 0




128 0.854 189. 0867 “LL-2, 6-DIAMINOHEPTANED IOATE” [~ 189. 088 CTHIAN204 Alpha amino acids GMKMEZVLHJARHF-UHFFFAOYSA-N 0=C(0) C () CCCC (NI € (=0) 0

129 0.854 307. 11316 513, 15"“hydm"’g’"‘C‘h"llj?;szfgj;ffiz’[‘l‘f' 4-0Jhexadecs=1(12), 13, 15~ DM-H1- 307. 11871 C16H2006  |Macrolides and analogues TXFYYWHRTDECTR-UHFFFAOYSA-N 0-C10C (€) CCCC (0) CC (=0) CC=2C=C (0) C=C (0) C12

130 0.854 457. 16702 7-0-Ethylmorroniside [M+H] + 457. 16901 CI9H30011 0-glycosyl compounds TRKFOL TBBADADK-LEYKTWRXSA-N 0-C(0C) C1=C0C (0C20C (C0) € (0) € (0) €20) C3C (0C (0CC) CC13) €

131 0.854 293. 09772 cyclopenin [M-H] 293. 09317 CI7H14N203 1, 4-benzodiazepines APLKWZASYUZSBL-PBHICJAKSA-N 0=C1C=20=CC=CC2N=C (0) €3 (0C3C=4C=CC=CCANIC

132 0.854 365. 10464 Melibiose [M+Nal+ 365. 10544 C12H22011 0-glycosyl compounds DLRVVLDZNNYCBX-ABXHMFFYSA-N 00C10(00C20C (0) € (0)€(0) €20) € (0) € (0) €10

133 0.854 250. 09183 Muramic acid [M-H]- 250. 09323 COHLTNOT S“iifi‘\"ii;ﬁ"d MSFSPUZXLOGKH-UHFFFAOYNA-N 0=C(0) C(0C1C(0)C(0C (0) CIN) €0) €

134 0.854 229. 08705 Xanthyletin DM+H] + 229. 086 C14H1203 Linear pyranocoumarins QOTBANVNUBK JMS-UHFFFAOYSA-N 0-C100=20=C30C (C=CC3=CC2C=C1) (C)C

135 0.855 385. 12561 . [t(hh;)dtn 55, 6E, “?7; 1'11“5“) ’Z’T’;:‘Yh‘ ’5;‘*‘-‘:;:*:”611"d’e(";"‘tr‘“t?::‘:'f]>l"3f M 385. 12576 C19H2207 (’9”“:1( I?i’:]‘ld"’ and HQPSNGXRJBMMAL -~ JVWKVRNCSA-N 0=CC1=CCCC (=0C20C (=0) € (=€) €2C (0C (=0) € (=€) €) C10) €O

136 0.855 88. 03969 L-ALANINE [~ 88.0399 C3HTNO2 Alanine and derivatives QNAYBMKLOCPYGJ-UNTATZPHSA-N 0=C(0)C(NC

137 0.855 164. 03775 Methioninesul foxide DM-H]- 164. 03868 C5HLINO3S Alpha amino acids QEFRNWWLZKMPFJ-UHFFFAOYNA-N 0=C(0)C(N)CCS (=0)C

138 0.856 220. 08148 N-Acetylglucosamine [M-H]- 220. 08266 C8HISNO6 | N-acyl-alpha-hexosamines OVRNDRQUDRJ THS-UHFFFAOYNA-N 0C (=NCLC (0) 0C (€0) € (0) C10)C

139 0.857 172. 07118 Metronidazole [+ 172. 07167 C6HIN303 Nitroimidazoles VAOCPAMSLUNLGC-UHFFFAOYSA-N 0=N(=0) C1=CN=C (N1CC0) C

140 0.858 527. 15503 Flavone base + 30, 2We0, O-guaiacylglycerol D]+ 527. 15509 C27H26011 Flavone 0-glycosides WXNJNHFY IWEHTL-UHFFFAOYNA-N o:mc:c(ocz:cc(2:((@(20()(:&‘112() C&Q)cr)f1(oc<co)c(o)c:sc

141 0.858 321.12939 Tndole-3-acetyl-L-phenylalanine [M-H]- 321. 12448 CI9H18N203 Amino acids BUGQHORRADGONS—UHFFFAOYNA-N 0C (CC1=ONC2=C0=CC=C12) =NC (CC1=CC=CC=C1) € (0)=0

142 0.858 106. 04941 L-Serine D]+ 106. 04987 C3HTNO3 Serine and derivatives MICFGRXMJLNBG-REOHCLBHSA-N C([C=H] (C0)0N)0

143 0.859 312. 16492 Xanthinol [M+H]+ 312. 16663 CI3H21N504 Xanthines DSFGXPJYDCSWTA-UHFFFAOYNA-N 0=C102=C (N=CN2CC (0) N (C) CCO)N (C (=) N1C) €

144 0.86 156. 04173 2-amino-4-hydroxypyrimidine-5-carboxylic acid [M+H]+ 156. 03999 C5HEN303 P'”i"‘i‘“_:‘:j’rb“‘“l” GBADBFAXAWZGHM-UHFFFAOYSA-N 0=C (0) C1=CN=C (N=C10) N

145 0.86 368. 11847 2-Chloro-N6-cyclopentyladenosine DM-H]- 368. 1131 C15H20C1N504 Purine nucleosides XSMYYYQVWPZWTZ-UHFFFAOYNA-N C1C=1N=C (NC2CCCC2) C=3N=CN (C3N1) C40C (C0) € (0) C40

146 0.86 147. 07611 Glutamine D]+ 147. 07642 C5H10N203 Alpha amino acids ZDXPYRJPNDTMRY-UHFFFAOYNA-N NC(CCC(0)=N) € (0)=0

147 0.861 190. 07031 N-ACETYL-DL-GLUTAMIC ACID [M+H]+ 190. 07001 CTHLINOS m”;":i;::‘]\'iyd and REVMMVDNIPUKGG-YFKPBYRVSA-N 0=C(0) CCC(NC(=0) €) € (=0)0

148 0.862 112. 1445 (S, R)-Nosapine [M-H]- 412. 14017 C22H23N07 Phthalide isoquinolines AKNNEGZIBPJ7JG-MSOLQXFVSA-N 0:c10c(c2:cc:c(nc)c<oc):mz()ﬁch:c<oc)c:50coc5c:c1cc1\3

149 0.862 132, 02942 Aspartic acid DM-H1- 132.03023 CAHTNOA “p:ii?u‘i“j and CKLIMWTZIZZHCS-UHFFFAOYNA-N 0-C(0)CC(N)C(=0)0

150 0.862 298.10217 Erythraline DM+H] + 298. 10001 CI8H19NO3 Erythrinanes TVOFUERNMZTYRM-UHFFFAOYSA-N 01C=20=C3C (=CC20C1) C45C (C=CC (0C) C4) =CNBCC3

151 0.863 265. 09296 5 9-dihydroxy=5, 7, 77m"""hy]7"1Ill'ijq’n6’.8'0}?]ﬂe’ 9-hexahydro-til-azulenols, 6- [M-H] 265. 09396 15112201 Terpene lactones UUZWM JQAEYBHAO-UHFFFAOYSA-N 0=C10CC2=C10C (0) (C) C30C(C) (€) CC3C20

152 0. 864 110. 05975 4-Aminophenol [M+H]+ 110. 06004 C6HTNO Aniline _i'r:’]d] ‘“““:’“ ituted PLIKAWJENQZMHA-UHFFFAOYSA-N clee (ceelN) 0

153 0.865 85. 04746 3-Amino-1, 2, 4-triazole DM+H] + 85. 05087 C2HaN Triazoles KLSJWNVINUYHDU-UHFFFAOYSA-N CL=NC (=) N1

154 0.867 517. 13977 T dihydf;’:g vd"r “f;(h‘\rdllhgdr:;‘h (fl)(:‘y:‘ff’xf'"‘lefh”?h‘)i“:ni yf'ns 5,4,5 DM-H]- 517. 13855 C21H26015 Coumarin glycosides YRVGYJMSCQFOCA-UHFFFAOYSA-N OZU“’HC(w“c((‘O)C((é’gjcc(%)cs((’;; é';g)c(:c(omc:cn wioc

155 0.867 173. 09402 N-alpha-Acetyl-L-orni thine [M-H] 173. 09317 CTH14N203 h"]m’];:i];h“’“’"‘v"“ JRLGPAXAGHMNOL-LURJTMIESA-N €€ (0) =N[C=H] (CCCN) € (0) =0

156 0.868 222. 09625 N-Acetyl-D-glucosamine DMt + 222. 09721 C8HIBN06 | N-acyl-alpha-hexosamines OVRNDRQUDRJ THS-RTRLPJTCSA-N €C(=N[C=H]1[C=H] ([C=H] ([C=H] (C0) 0C10)0) 0)0

157 0.868 168. 06749 Norepinephrine [M-H]- 168. 06662 C8HLINO3 Catechols SFLSHLFXELFNJZ-UHFFFAOYNA-N 0C1=CC=C (C=C10) € (0) CN

158 0.869 527. 20825 L{1ak, 165, ﬁ]i“zr b'““f)(hi”d‘l‘(‘)“f‘z’ti i;o"‘i;'j}f ?1“25;'1'2“'242' ?‘— 6R)-3,4,5 [M-H]- 527. 21338 C25H36012 Terpene glycosides PRINWZXHOHQRKDQ-SVDQWW JBSA-N o-clociczocz (C)wwcggféf?ﬂ”gfgféw)Cm) cococee

159 0.869 399, 07019 redi pf;"'l"’}“:;;;gzl‘[m;);ﬁ;;‘:‘:’i;';”T‘;Z;[:rlj::;;w eid g 399. 06964 C181126N208 (;”f]‘:”q"'j and NFINSJKQUBJWEB-WAQLSPKVSA-N 0-C(0) € (N) CCC (0) =NC=1C=CC=CCICOC (=0) € (0) (C(0)€) C(0) €

160 0.869 369. 18729 Gardnerine [~ 369. 18198 C20H24N202 Alkaloids RBALEJFQJCAPLN-UHFFFAOYNA-N C0C1=C (NC3

161 0.869 383. 16586 Hydroxygardnut ine DM-H]- 383.16125 C20H22N203 Alkaloids OUONWRTEOZGNSQ-UHFFFAOYNA-N C0C1=00=C2C (NC3=C2C20CCAC2N2CC (=0C0) CACC32) =C1

162 0.869 329. 10806 Pesticidet Hlalofenozide CISHISCIN02 N “Benzoyl-4-chloro-N'~(2-methyl-2 D]~ 329. 10699 cisiocizop | 1 helobenzoic acids and CNKHSLKYRMDDNQ-UHFFFAOYSA-N 0=C(NN(C(=0) C=1C=CC=CC1) € (€) (€) €) C2=CC=C (C1) C=C2
propanvl) benzohvdrazide derivatives

163 0.87 477. 14401 Isorhamnetin 3-galactoside [M-H] 477 14212 22122012 | Flavonoid-3-0-glycosides CQLRUTTRRZYHHS-UHFFFAOYSA-N O:”C(OCZOF(CO)C(O)CS;)C%?:c(Ocm COCCOICINC

164 0.871 263.17041 Oxysophocarpine D]+ 263. 17001 C15H22N202 Vatrine alkaloids QUGGMESHCJCABO-LHDUFFHYSA-N 0-C1C=CCC2N1CC3CCCIN+14 ([0-]) CCCe2e34

165 0.871 140. 17328 Quinadoline B_130007 [M+H]+ 440. 173 C25H21N503 Pyridopyrimidines GACSRZKCZGCRJX-PDODLRMBSA-N O’CIC’ZL’CC’C(VZ\”CSNlf":éc(c’;)?;gfg;c’“y’w’mr‘n(’O)Cg

166 0.872 173. 09155 Glyceyl-L-proline DM+H] + 173. 09207 CTHIZN203 Dipeptides KZNQNBZMBZJQJO-YFKPBYRVSA-N NCC (0)N1CCC[C=H] 1€ (0) =0

167 0.872 292. 14835 PiperlotineC [M+H] + 292. 14999 C16H21N04 Ci"“{;‘"ﬁ:ﬁ“{‘*jf’ and TYFKYDTUEMTUNY-VOTSOKGWSA-N 0=C (C=CC1=CC (0C) =C (0C) € (0C) =C1) N2C

168 0.872 309. 13043 Toddalolactone [M+H]+ 309. 13 C16H2006 C‘(;:“"]’r “'[‘: _:"‘1 GLWPLQBQHWYKRK-CYBMUJFWSA-N 0=C10C2=CC (0C) =C (€ (0C) =C2C=C1) CC (0) € (0) (C)C

169 0.873 234. 09596 I-Tsothiocyanato-8- (methylsul finyl)-octane DM+H] + 234. 09808 CIOH19N0S2 Sulfoxides BCRXKWOQVFKZAG-UHFFFAOYNA-N €S (=0) CCOCCCCON=C=S

170 0.873 146. 09209 4-Guanidinobutyric acid DM+H] + 146. 09241 C5HLIN302 Ganna. amino acids and TUHVEAJXIMEOSA-UHFFFAOYSA-N 0-C (0) CCONC (=N)N

derivatives




171 874 283.10229 Glycitein [M-H]- 283. 10272 C16H1205 Isoflavones DXYUATFZCFRPTH-UHFFFAOYSA-N 0=C1C(=0002=CC 012) 0 (0)=CC3
172 875 537. 16602 Selaginpulvilin K [M-H]- 537. 16901 36112605 Fluorenes UTTATNZIWSODLT-UHFFFAOYSA-N O’CCI’LtL’CZC’SLCt’:EZ%;éﬁiéccé;g ig)cfc? (Co=ce=ctoc
173 875 349. 13431 Torsemide (Demadex) D]+ 319. 133 C16H20N4038 Pyridinesul fonamides NGBFQHCMQULINZ-UHFFFAOYSA-N 0-CNC(C)©)NS (=0) (=0) C=1C=NC=CCINC2=CC=CC (C2) €
174 876 191. 10188 2, 6-diaminopinelic acid [M+H] 191. 10265 CTHLAN204 Alpha amino acids GMKMEZVLHJARHF-UHFFFAOYSA-N C(CC(C(=0) 0)N)CC(C(=0) )N
175 876 289. 18607 4-((IR, 38, 5r, 7r) -5, T-dinethyl -1, 3-diazaadamantan-2-y1) ~2-methoxyphenol [MeH] + 289. 19 C17H24N202 Methoxyphenols LATQZYGTAROYHX-UHFFFAOYSA-N 0C1=CC=C (C=C10C) C2N3CCA (€) CN20C () (C3) C4
176 877 346. 05377 2" ~DEOXYGUANOSINE 5 ~MONOPHOSPHATE [M-H]- 346. 05499 CIOH14N507P ™ i”ir'i:ﬁ“?]y“’ " L TFMZDNNPPEQNG-UHFFFAOYSA-N 0=CIN=C (N) NC2=CIN=CN2C30C (COP (=0) (0) 0)C (0) €3
177 877 346.12225 Omeprazole (Prilosec) DM+H] + 346. 12201 CITHION303S | Sulfinylbenzimidazoles SUBDBMMJDZJVOS-UHFFFAOYSA-N 0-8 (C1=NC=2C=C (0C) C=CC2N1) CC3=NC=C (€ (0C) =C3C) €
178 877 288. 11932 OPHTHALMIC ACTD D] 288. 12 CLIHION306 | Peptoid-peptide hybrids SPLUHYDTQKURQH-UHFFFAOYSA-N 0=C (0) N (C (20) CCC (N) € (=0) 0) € (=0) € (N) CC
179 877 138. 05437 Trigonelline [M+H]+ 138. 05499 CTHTNZ 4311:"}”“‘:: _:"‘1 WHNNZCOKKKDOPX-UHFFFAOYSA-N 0=C([0-]) C1=CC=C[N+] (=C1)C
180 . 878 398. 1691 Lipothiazole A DM+H] + 398. 17401 CI8H27N305S Peptides XSLDTFFYKBACGY-VFNNOXKTSA-N 0-C(0) € (N=C (0) CN=C (0) C=CC=1N=C (SC1) CCCCCCO) CO
181 878 247.175 Santonin DM+H]+ 247.17221 C15H1803 E”fes"‘a""mesj " XJHDMGJURBVLLE-BOCCBSBMSA-N 0-C1C=CC2 (€ (=C10) C30C (<0) C.(€) C3CC2)
182 879 273.19333 d-estradiol [M+H]+ 273.19 C18H2402 r;tz(f:"': and VOXZDWNPY JITMN-ZBRFXRBCSA-N 0C1=CC=C2C (=C1) CCC3C2CCCA (C) € (0) CCC34
183 883 231.09755 (+)-Dihydrokavain [M-H]- 231. 10266 C14H1603 Kavalactones VOOYTQRREPYRTW-LBPRGKRZSA-N 0=C100(CC(00)=C1) €O
184 883 315360 | Wdi"mhyligioxoihmmniz:}i’ 11,10 ifﬁtcLrahydroimiphc"amhm"c’17 D]+ 353. 15134 20112603 Diterpenoids MSWJSDLNPCSSNW-UHFFFAOYSA-N 0=C(0)C1(C) CCCC2 (€3-00=C (C=C3C (=0) CC12) C () 0) €
185 883 179. 05479 9-Fluorenone D]~ 179. 05023 C13H80 Fluorenes YLQWCDOC JODRMT-UHFFFAOYSA-N 0-C1C=20=CC=CC20=3C=CC=CC13
186 883 195. 05017 Gluconate M- 195. 05103 06111207 :I;‘::‘";;z’:r:“::1 RGHN JXZEOKUKBD-SQOUGZDYSA-N oc[c=H] (0) [c=11] (0) [C=H] (0) [C=H] ()€ (0) =0
187 883 329.1813 Guaiacin D]+ 329. 17999 2012404 Aryltetralin lignans TZAAYUCUPTYQBR-JGRMJRGVSA-N 0C1=CC=C (C=C10C) C203=CC (0) =C (0C) C=C30C (C) €20
188 . 883 187. 10748 NALPHA-ACETYL-L-LYSTNE D]~ 187. 108 C8HIBN203 [ N-acyl-alpha amino acids VEYYWZRYTYDQJM-ZETCQYMHSA-N 0=CNC(C(=0) 0)CCCON) €
189 . 884 459, 13342 (-)-Podophyllotoxin [M-H]- 159. 12967 2212208 Lignols ¥ JGVMLPVUAXTQN-UHFFFAOYNA-N CocT=Ceceon =croaeica <2C”C2:”) cloez=cre-clococi=c
190 884 428.21259 2-anino-3-[[ (6F, 9E) -5-hydroxy-8-methoxy5, 9, 13, 14-tetramethyl-2-ox0-1- [M-H] 128. 21121 C21135N06S | Macrolides and analogues XBLHNZRXAORYAC-KHQWPVHISA-N 0=C(0) € (N) CSC1CC (=0) 0 (€) € (€) CCC=C () € (0C) C=CC1 (0) €
acvclotetradeca6.9-dien-4-vllsulfanviloropanoic acid
191 . 884 253. 05511 7,2 ~Dihydroxyflavone [M-H]- 253. 05063 C15H1004 Flavones NUGPQONTCGTVNA-UHFFFAOYSA-N 0=C1C=C (062=CC (0) =0C=C12) C=3C=CC=CC30
192 885 311, 09625 Sappanone A Dimethyl Ether D~ 311. 09595 CI8H1605 Homoi sof lavonoids VONDHJFYRZQUHX-KPK JPENVSA-N 0=C1C2=CC=C (00) C=C20CC1=CC3=CC=C (0C) € (0) =C3
193 886 113. 02359 FT-OH D]~ 113. 02197 C3H5F30 PFSA HDBGBTNNPRCVND-UHFFFAOYSA-N FC(F) (F) CCO
194 . 886 112. 0864 Histamine D]+ 112. 08692 C5HONG 2-arylethylamines NTYJ JOPFTAHURM-UHFFFAOYSA-N NI=CNC (=C1) CON
195 . 886 124. 03897 Isonicotinic acid D]+ 124. 03931 C6HBENO2 Pyridinecarboxylic acids TWBYWOBDOCUKOW-UHFFFAOYSA-N 00 (=0) C1=CC=NC=C1
196 . 886 465. 10007 Myricitrin DM+H] + 465. 10001 2120012 | Flavonoid-3-0-glycosides DCYOADKBABEMIQ-OWMUPTOHSA-N oeIetenc o “’)“3 ?S?g?&c :(gt(;)j CCIC ecoapee
197 . 886 186. 10512 Norharman D]+ 186. 10257 CLIHEN2 Beta carbolines ATFRHYZBTHREPY-UHFFFAOYSA-N N=1C=CC2-C (C1) NC=3C=CC=CC32
198 887 310. 11353 N2, N2-Dimethylguanosine [M-H] 310. 11569 CIZHI7N505 Purine nucleosides RSPURTUNRHNVGF-UHFFFAOYNA-N 0C1=NC (=NC2=CIN=CN2C30C (€0) € (0) C30)N (€) €
199 . 887 245. 11237 palythine [M+H]+ 245. 10899 C1OH16N205 Al”}“’dz’:fﬁ‘{:[‘i"iid’“ and KYCBIRYKYQCBFO-UHFFFAOYSA-N 0=C (0) CN=C1C (0) =C (N) CC (0) (C0) C1
200 . 888 212. 05486 (+-)-Baclofen DM-H1- 212.04839 CIOH12CINO2 Ga"‘"‘a(i‘:’fir\ff"ticiqs and KPYSYYTEGFHWSV-UHFFFAOYNA-N NCC (CC (0)=0) C1=CC=C (C1) C=C1
201 . 888 144. 10252 (2R) -6-methylpiperidine-2-carboxylic acid DM+H] + 144. 10001 CTHIZNO2 L-alpha-amino acids THLDCUQUFBNS JU-PRIDIBJQSA-N 0-C(0)CINC (C) CCCl
202 888 363. 14069 Gibberellin A8 M1 363. 14493 C19H2407 Cli;f”"ﬁ:j:’: d6’ WZRRJZYYGOOHRC-UQJCXHNCSA-N CU‘Z]IZ[C:H]I?‘[;:E 1(((:"):2; [?;)]\4 '“ <1:(():))o[§::]0<0) ceaccles
203 888 134. 08087 N-Methyl threonine [MeH] + 134. 08118 C5H1INO3 L-alpha-amino acids CCATTPMTAFGKST-UHFFFAOYNA-N 0=C(0)C(NC)C(0) €
204 . 888 283. 06604 Xanthosine (Not validated) D~ 283. 0679 CIOH12N406 Nucleosides UBORTCNDUKBEOP-UHFFFAOYNA-N 0C=IN=C (0) C=2N=CN (C=2 (N=1)) C30C (C0) C (0) €3 (0)
205 . 889 290. 12292 Arbutin D]+ 290. 12341 CI2H1607 Phenolic glycosides BJRNKVDFDLYUGJ-RMPHRYRLSA-N 0C1=CC=C (0C20C (C0) € (0) € (0) €20) C=C1
206 889 315. 08136 Eriodictyol 7,3 ~dimethyl ether [M-H] 315. 07901 C17H1606 7’?}:‘?‘?1:&‘1 QZJVBGCZOLNWHY-AWEZNQCLSA-N 0=C102=C (0) C=C (0C) C=C20C (C3=CC=C (0) € (0C) =C3) C1
207 . 889 302, 11252 | Pesticided Flutolanil CITHIGRINOZ Benzamide, N-[3-(1-methylethoxy)phenyl]= [M-H1- 322. 10599 C17HI6F3N02 Benzanilides PTCGDEVVHUXTMP-UHFFFAOYSA-N FC(F) (F) C=10=CC=CC1C (0) =NC2=CC=CC (0C () €) =C2
—(trifluoronethvl) -
208 . 889 226. 10651 triacanthine D]+ 226. 11 CIOH13N5 6-aminopurines BEPGTHDUUROBHM-UHFFFAOYSA-N NI=CN=C2C1=C (N=CN2CC=C () O)N
209 891 352. 15793 9~ (beta-d-ribofuranosyl) zeatin DM+H] + 352. 16 CI5H21N505 Purine nucleosides GOSWTRUMMSONCH-GPTCUS JASA-N 0CC (=CONCT=NC=NC2=CIN=CN2C30C (C0) € (0) C30) €
210 891 479, 23477 Dehydrolucidenic acid A, 20(21) [+ 23999 27H3606 11-oxosteroids APMICFQMLNFXRZ-UHFFFAOYSA-N o:(‘(o)ccc(:c)(:1cr:(:o)£:) (C)m(‘:‘(;ot)‘rclzcxn<c)(:cc(:o)c(
211 892 109. 18039 2~ (5methoxy~4,8, §-trimethyl2-0x02, 8,9, 10-tetrahydropyrano(2, 3- [M+H]+ 409. 17999 C23H24N205 | Angular pyranocoumarins XBYUUOMUOFZSBJ-UHFFFAOYSA-N 0=C10C2=C(C(0C)=CC=30C (€) (C) CCC32)C (=C1CCFO)NCA-NC=CC
flchronen-3-v) N (pvridin-2-vI)acetanide =C4)C
212 . 892 331. 1601 Cinchonine hydrochloride D]+ 33116 CI9H23CIN20 Cinchona alkaloids IMUHWLVEEVGVBC-PAAXXVDQSA-N C1. 0C (C=1C=CN=C2C=CC=CC21) C3NACCC (€3) € (C=C) C4
213 892 410. 16357 FucG1eNACGA DM+H]+ 410. 16568 CI6H27NOL1 | N-acyl-alpha-hexosamines IMHFWGFDQOCSHY-GEHFNBAWSA-N CLCTIOLC-M (OLCAMIZLCS (0) LC-L (C0) OLC-IT (0cC-0) [C=

HI2N=C(©)0) [C=H1 (0) [C=H1 (0) [C=H110




214 892 249. 10724 Glu-Thr [MeH] + 219, 10811 CH16N206 Dipeptides JSTQURTXMINMTA-UHFFFAOYNA-N 0-C(0) CCC(N) C(0) =NC (€ (=0)0) € (0) €
215 892 337. 15906 Lotusine DM+H] + 337.16 C19H24N03+ Benzylisoquinol ines ZKTMLINFIQCERN-QGZVFWFLSA-0 0C1=CC=C (C=C1) CC2C3=CC (0C) =C (0) C=C3CCINH 2 (C) C
216 892 235. 11823 Mepirizole DM+H] + 235. 11896 CLIH14N402 Alkyl aryl ethers RHAXSHUQNTEUEY-UHFFFAOYSA-N N=1C (=NC (=CC10C) €) N2N=C (C=C200) C
217 892 303. 2019 Quercetin [+t 303. 20657 15111007 Flavonols REFJWTPEDVJ J1¥-UHFFFAOYSA-N 0-C1€ (0)=C (0C=2C=C (0) C=C (0) C12) C=3C=CC (0) =C (0) €3
218 892 157. 11777 Raltitrexed [M-H]- 457. 11874 C21H22N106S Glutamic acid and TVIVGDXNLELDRM-UHFFFAOYNA-N OZNO)CCC(M(:O)CZM(:ZC%)(F((:%)%C ~ORNCENC)=C3C
TR I e IR T T o s — o
219 893 372. 12805 (Lr, 3R, 45, 58) ~4~{[(2£) ~3-(3, 4-Dihydroxyphenyl) -2-propenoylloxy} -1, 3,5 DM+H] + 372. 12891 C16111809 ack GYFFKZTYYAFCTR-UCEFVAKBSA-N 0=C(0)C1(0) CC (0) € (0C (=0) C=CC2=CC=C (0) € (0) =C2) C (0) C1
tribvdroxvevelohexanecarboxvlic acid derivatives
220 893 271.12787 3~ (4-hydroxy-5-oxo-3-phenyl-2Hi-furan-2-y1) propanoic acid DM+H] + 271.12769 C1311205 Butenolides PPZYSYXNLXFYAD-UHFFFAOYSA-N 0-C(0) CCC10C (=0) € (0) =C1C=2C=CC=CC2
221 893 291, 15372 Androsterone [+t 291 15656 C19H3002 AZ"I;’?:"': and QGXBDMJGAMFCBE-HLUDHZFRSA-N 0-C1CCC2C3CCCACC (0) CCCA (€) C3CCC12C
222 893 116.07078 L-VALINE [~ 116. 071 C5H1INO2 Valine and derivatives KZSNJWFQEVHDME-UHFFFAOYSA-N 0-C(0)CVC(O)C
223 893 251. 1671 Lychnopholic acid D]+ 251. 16901 C15H2203 Sesquiterpenoids LMJMJHGE JXZGDE-WKMLJHOTSA-N 0=C(0) C1=CCCC (=€) €2CC (0) (€) C2C (0)C1
224 893 341. 0383 Pesticide2 Thiophanate-methyl C12HI4NA04S2_ [M-H]- 341. 039 CI2HI4NA04S2 Be“ze"‘; i?iai‘;bsi””ted QGHREAKMXXNCOA-UHFFFAOYSA-N 0=C (0C) NC (=8) NC=1C=CC=CCINC (=8) NC (=0) 0C
225 893 168. 06474 Pyridoxal [M+H] + 168. 065 C8HONO3 P’;"f;’?; and RADKZDMFGJYCBB-UHFFFAOYSA-N 0=CC1=C (0) C(=NC=C1€0) C
226 894 231, 13382 Kainic Acid DMt + 231. 13393 C10H15N04 Kainoids VLSMHEGGTFMBBZ-00ZYFLPDSA-N 0-C(0) CC1C (NCCIC (=0)€) € (=0) 0
227 894 380. 16791 Kasugamycin D]+ 380. 16635 C14H25N309 | Aminocyclitol glycosides PVTHJAPFENJVNC-UQTVRZPGSA-N 0=C (0) C(=2NC1CC (N) € (0C10) 0C2C (0) € (0) € (0) € (0) C20)N
228 . 894 257, 19839 Sparteine D]+ 257. 20001 C15126N2 bp“rrtefa"tec’ f 1:‘11’;"; " and SLRCCWJSBJZJIBV-ZQDZILKHSA-N N120CCCCIC3ONACCCCCAC (C2) €3
229 894 335. 14423 Thymol-beta-D-glucoside D]+ 335. 14648 C16112406 Terpene glycosides GKQGIQVSMCHAFX- IBEHDNSVSA-N 0CC10C (0C2=CC (0C=C2C (0)€) ) € (0) € (0) €10
O v ety 5 R e = e
30 o5 190, 19086 | L2 95,15, 59)_T-hydroxy 2, 5-bis (hydroxymethy ) -5 L (2R, 3R, 15, 55, 60 3, 4,5 o 190, 19180 o2 i eeters T —— O=COCIC{0)C{0CZ0C (C0)C(B) C{0) C20) (OCIC0)CO)C-CC-3C-CC
tribvdroxv-6- (hvdroxvmethyvl) oxan-2-viloxvoxolan-3-v11 (E)-3-phenviprop-2- =CC
231 895 278. 12198 3-methoxy-6-methyl-6, 7-dihydro-5h-dibenzo[c, e]azepin-2-ol D]+ 278. 12 CI6H17NO2 Benzazepines GJHXLOJRUGHNKP-UHFFFAOYSA-N 0C=1C=C20=3C=CC=CCCN (C) CC2=CC10C
232 895 286. 17496 Dendrobine D]+ 286. 17001 C16H23N02 | Indoles and derivatives YOWDW JWRRMHVMZ- JSYFJ TKASA-N 0-C10C23CAN (C) CC50CC (C13C2C (C) €) C45C
233 895 362. 08304 Fenoxaprop-P-ethyl [M+H]+ 362. 07898 cisteciNos | 2P he""xyp"t‘frm"“\' acid PQKBPHSEKWERTG-UHFFFAOYNA-N 0=C(0CC) € (0C1=CC=C (0C2=NC=3C=CC (C1) =CC302) C=C1) C
234 896 202. 10716 (F)-1- (4-methylquinazolin-2 (1K) ~ylidene) guanidine Do)+ 202. 11 CI0H11NG Quinazol inamines ONGKSKDLYYDFLL-UHFFFAOYSA-N N=C (N=CIN=C (C=2C=CC=CC2N1) O)N
235 . 896 392. 16351 ) -methyl 2-G(6, H]"‘C‘h"fny;ﬁx}:’ﬂ“;n‘fi‘j}”"3“H)’yl)pr"p*‘“am’d")’j’ D]+ 392. 16 C19H25N306 Hybrid peptides VLJTRKJQXBCCFT-KRWDZBQOSA-N 0-C(0C) € (NC (=0) CONIC=NC=2C=C (0€) € (0€) =CC2C1=0) € (C) ¢
236 . 896 312,19 17-hydroxy-3-oxo-, (1722)-19-Norpregna-5(10),9(11)-diene-21-nitrile DM+H] + 312.19 C20H25N02 Oxosteroids WUQUVSOZNZOUJR-FUMNGEBKSA-N NHCCCL (0) CCC2C3C (=CCC210) CA=C (CC (=0) CC4) CC3
" - T T=ihydroxy 2 (F-hydrosypheny]) -3-L (25, 3R, 15,55, 603, 1, 5-Lrihydroxy—6- N . - i — 0-CIC (0C20C (COC30CC () C(0) A )r(o)( 0 C20) 010000
237 . 896 51917517 | e LLocnatkal Lot el ot s [u-11) 579. 17218 261128015 | Flavonoid-3-0 g%}co;]t.les ¥ JPZWZRYHLEDNA-KSPKLRDJSA-N o (Q)CL4)Coge-Cr (0=
a8 oo - =((8)-2- (972~ (2-hydroxy~t-osoquinazol in-3 (1) -y1) -3~ (1H-indo1-3- [ 1. 20001 oszonsns |\ ey elpha anino acids Y THODU B T PURICSSAN O=CTO)CICONC(=0) CC (=0) CRC = O)C 3C-CC=00aN-C20) 00
v1) provananido) provanovl)piveridine-4-carboxvlic acid and derivative =ONC=5C=CC=CCEN Q) CC1
239 897 185, 12793 2-hydroxy-1-isopentyl-4-methyl-1H-imidazol-5 (1) -one D]+ 185. 13 COHIEN202 Hydantoins CEHHTMPMATPKGU-UHFFFAOYSA-N 0=CIN(C(0)=NC1C) CCC (C) C
240 897 365. 15567 GlcNAcThrNAC D]+ 365. 15546 C14H24N209 | N-acyl-alpha-hexosamines CUSVKSYUKVCGOL-UYHBOPCKSA-N CCONECOIe )I;JC(%%(I\,IU&%%)“J,éun (oo
241 897 385. 25507 Ibutilide fumarate [+t 385. 25201 CA4HTENA010S2 Phenylbutylamines PCIOHQNIRPNEMY-WXXKFALUSA-N ~0) (NCL=C=C (0
242 897 263. 10114 N6-benzy1-TH-purine-2, 6-dianine D]+ 263. 10001 C12112N6 6-alkylaminopurines XSSREOLCRTWEPT-UHFFFAOYSA-N
243 . 897 279. 1254 Pesticided Oxadixyl Cl4HISN204 DM+H] + 279. 134 CL4HI8N204 Anilides UWVQIROCRIWDKL-UHFFFAOYSA-N 0=CI0CONIN (€ (=0) COC) C=2C (=CC=CC20) C
244 897 288. 10703 Rutaccarpine D]+ 288. 10999 CI8HI3N30 Beta carbolines ACVGWSKVRYFWRP-UHFFFAOYSA-N 0-C1C=20=CC=CCN=C3C=ANC=5C=CC=CC5CACONT3
s . 12, 22398 (@R, 35, 15, 3R, 6F) 3, , 5 rihydroxy-6- (2 (1-hydrosypheny ) ethoxyToxan-2- s — PR Saccharolipids COTVURX YRTAR NATTVIOLSA N 0-CTOCCTOC{00CC2-CC-C (0] C-CAIC ) C (O] CTONCCIC ) -NC-10
vl lmethv] 2-(2-oxo-1. 3-dihvdroindol Lacetate - 4
246 . 898 257. 07693 1-Methylpseudouridine [M-H]- 9257. 07791 C1OH14N206 Nucleoside and UVBYMVOUBXYSFV-UHFFFAOYNA-N 0=C1N=C (0) C (=CN1C) C20C (C0) € (0) C20
nucleotide analoue
247 . 898 204. 12234 Acetylcarnitine M+ 204. 12248 COHI8NOA Acyl carnitines RDHQFKQIGNGTED-UHFFFAOYNA-0 0=C(0C(CC(=0)0) C[N+] (©) (€)C)C
248 . 898 347. 14291 albocycline D]+ 347. 1416 C18H2804 | Macrolides and analogues BYWWNDL ILWPPJP-REXWONOSSA-N 0-C10C (0) € (€) CCC=C (€) €(0C) C=CC (0) (C=C1)C
249 898 354, 17535 Dihydrozeatin riboside D]+ 354, 17719 5H123N505 Purine nucleosides DBVVADGT JAUEAZ-YXYADJKSSA-N ") CeNet :“Nq(’:ms [iMH' ol Ienlsocz=
250 898 319. 14841 Erianin DMt + 319. 14999 C18112205 Stilbenes UXDFUVENIAJEGM-UHFFFAOYSA-N 0C1=CC (=CC=C10C) CCC2=CC (0) =C (00) € (0C) =C2
- 9 o110 TR, 1aS, 60) 6 Isoproponyl 4, 1adimothyl 1, 4a, 5, 6, 7, 8 hoxahydro-2 (3 - [— 10 1220 Bronoph Lane, 5,9~ I TOTNNBCKUY TRC WS VASORSAY PP
paohthalenone secoerenophilane and
252 . 899 g7 agope | 2 (Turan 3D 7 8dibydroxy t’“j(n' ﬁ‘i ’;‘:}e“‘yl octahydro- Tl naphthol2 1 Di+H]+ 371.17999 C20H2805 Diterpene lactones RBEATXBLUJ TDQZ-UHFFFAOYSA-N 0=C10C (C2=C0C=C2) CC3 (C) C1CCCA (C) C3CCC(0)C4 (0) €
253 . 899 185. 05571 2, 3-Dihydroxybiphenyl [M-H] 185. 06081 C12H1002 Biphenyls and YKOQAAJBYBTSBS-UHFFFAOYSA-N C1=CC=C (C=C1) C =C(020)0
) 3-1(25, 3K, 15, 55, 6R) 1, 5-dihydroxy 6 (hydroxymethyl)—3-1 (25, 3R, 45, 6K, 6R) - , ) ) ) - ; - G=C1C (0C20C (C0) € (0) € (0) C20C30C (CO) € (0) C (0) C30) =C (0C4=C
5 . 899 23. 2023¢ -H]- C28H: avonoid-3-0-glycosides E -PVZBESAUSA-
254 899 623.20230 | e et o 1] 623. 20514 28132016 | Flavonoid-3-0-glycosides PNBMEXOTFKNHLQ-PVZBESAUSA-N O (0L B (o
255 899 299. 15945 Auraptene DM+H] + 299. 16 C19H2203 Terpene lactones RSDDHGSKLOSAFK-RVDMUPTBSA-N 0=C100=20=C (0CC=C (€) CCC=C (C) €) C=CC2C=CL
256 899 251. 1013 Dehydroeffusol D]+ 251.10001 C17H1402 Phenanthrols GSSPKCPTRDPBQE-UHFFFAOYSA-N 0C=1C=C (C=C) C=20 (<CC=C3C20=CC (0) =C30) C1




257 0.899 304. 14941 evodiamine [MeH] + 304. 14999 CI9H17N30 Beta carbolines TXDUTHBFYKGSAH-UHFFFAOYSA-N 5CACONT3

258 0.899 347. 17996 Tsorosmanol DM+H] + 347. 17999 2012605 Diterpene lactones UXVPWKDTTRJELA-CLVJZODNSA-N 0=C1002C3=CC (=C (0) € (0) =C3C14CCCC (C) (C) CAC200C(0)C

259 0.899 397. 15878 Myrislignan D]+ 397. 16 C2112606 Ug'r‘“rl‘:'t Cgefl‘g"““f and ULZFTGWWPHYLGT-UHFFFAOYSA-N 0C1=CC=C (C=C10C) € (0) € (0C2=C (0C) C=C (€=C20€) CC=C) €

260 0.899 189. 12294 N-epsilon-Acetyllysine [M+H] 189. 12337 C8H16N203 D-alpha-amino acids DTERQYGHUDNYAZ-UHFFFAOYNA-N 0=C (0) C(N) CCOON=C (0)C

261 0.899 237. 12297 Pesticided Cynoxanil CTHIONA03_(2E) -2-Cyano-N-(ethylcarbaoyl) -2- [M+H1+ 237.123 CTHION403 Oxine ethers XERJKGMBORTKEO-VZUCSPMQSA-N NHCC (2N0C) € (0) =NC (0) =NCC
methoxvimino)acetamide

262 0.899 209. 12801 Pilocarpine D]+ 209. 12801 CLIH16N202 Ailzjif"fi ‘L‘“d QCHFTSOMWOSFH-UHFFFAOYSA-N 0=C10CC (CC2=CN=CN20) C10C

263 0.9 355.19733 14-deoxy-11, 12-dihydroandrographolide DM+H] + 355. 20001 2012804 Diterpene lactones GQPOXOPEDHRPQT-CRBRZBHVSA-N 0-C100C (C=CC2C (=C) CCC3C (C) (€0) € (0)CCC230) =C1

264 0.9 327. 15308 Acepromazine [M+H] 327. 15256 C19H22N208 Phenothiazines NOSTYY JEMPDDSA-UHFFFAOYSA-N CN(C) CCONIC2 =02)C(0)=0

265 0.9 152, 05614 Guanine D1+ 152. 05669 C5H5N50 bur 1(;‘:] "”ld‘ f’:”"” UYTPUPDQBNUYGX-UHFFFAOYSA-N clne2e ([nH] 1) [nH]e (2N) ne20

266 0.9 292. 13849 N-Fructosyl isoleucine DM-H]- 292. 1391 CI2H23N07 | N-Fructosyl amino acids VYGRYVGDPYFVCA-UHFFFAOYNA-N 0-C(0) C(NCCL (0) (0C.(C0) C(0)C1 (0))) € (C) CC

267 0.901 317.17029 [6)-Gingerol DM+H] + 317. 17001 C17H2604 Gingerols NLDDTKRKFXEWBK-AVEZNGCLSA-N 0-C (CCCL=CC=C (0) € (0C) =C1) CC (0) CCCCC

268 0.901 251. 07591 2’ ~Deoxyinosine [M-H] 251.07858 C10H12N404 e 5“‘;‘;:“;?; e VGONTNSXDCQUGY- RRKCRQDMSA-N 0C[C=H]10[C=H] (C[C=H] 10) NIC=NC2=CIN=CN=C20

269 0.901 256. 09259 2’ ~0-Methyleytidine [M-H]- 256. 0939 CIOH15N305 | Pyrimidine nucleosides RFCQJGFZUQFYRF-UHFFFAOYNA-N N=CIN=C (0)N(C=C1) €20C (C0) € (0) C20C

270 0.901 237. 08633 3, 4-dihydro-2, 2-dimethyl-indeno[1, 2-b]-pyran-5 (2H) one DM+H] + 237. 08501 C14H1402 Tndenes and isoindenes TCNOFNFXLJFTLZ-UHFFFAOYSA-N 0=C1C=20=CC=CC20=30C (C) () CCC13

271 0.901 442.19034 butyrolactone i DM+H]+ 142. 186 2412407 Fatty acid esters NGOLMNWQNHWEKU-XMMPTXPASA-N O=CIOCCC000) (“(:C“’)fgécfg(é» ~CC2) L0

272 0.901 260. 15964 Isoleucylglutanine [M+H] 260. 16 CLIH2IN304 Dipeptides CNPNWGHRMBQHBZ-UHFFFAOYNA-N 0=C (0) C(NC (=0) € (V) € (€) (C) CCC (=)

273 0.901 188. 05731 N-Acetylglutamic acid [M-H]- 188. 05644 CTHLINOS ”“;P"‘":“[‘?“: and REMVMVDNTPUKGG-UHFFFAOYNA-N 0=C (0) CCC (N=C (0) ) C(=0) 0

274 0.901 194. 11696 Pesticide3 Tsoprocarb CIIHISNOZ 2-Tsopropylphenyl methylcarbamate DM+H] + 194. 117 CLIH15N02 Cunenes QBSIMKTUCUGGNG-UHFFFAOYSA-N 0C (=NC) 0C=1C=CC=CC1C (€) C

275 0.901 303. 03775 Thymidine-3', 5" ~cyclic monophosphate sodium salt [M-H]- 303. 03876 CIOH13N207P Pyrimidones QSJFDOVQWZVUQG-UHFFFAOYNA-N CCI=CN(C2CC30P (0) (<0) 00C302) C (<0)NC1=0

276 0.902 382. 16867 Azelastine [+t 382. 16806 C22H24CIN30 Phthalazinones MBUVEWMHONZEQD-UHFFFAOYNA-N CNICCOC (CCT) N2C (C3=CC=00=C3C (CCA=CC=C (C=C4) C1) =N2) =0

277 0.902 627.14978 Bainaside DMt + 627. 15002 2730017 | Flavonoid-3-0-glycosides RDUAJ T JVNHKTQC-UJECXLDGSA-N 0:016(nczocigoi)gég)(c(é?z‘?ﬁ?gsoq(52)(2(2)(‘6(((]??230):c(oc:r1c

278 0.902 255. 09207 Chrysin [M+H] + 255. 09 C15H1004 Flavones RTTXKCRFF JGDFG-UHFFFAOYSA-N 0=C1C=C (0C=2=C (0) C=C (0) C12) C=3C=CC=CC3

279 0.902 300. 10641 Erysovine DM+H] + 300. 10001 CI8H21NO3 Erythrinanes THPMURTXWRKEKD-UHFFFAOYSA-N 0C=1C=C2C (=CC100) CON3CC=CAC=CC (0) CC423

280 0.902 164. 07068 Phenylalanine (Not validated) [M-H] 164. 0708 COHLINO2 Amino acids COLNVLDHVKNLRT-UHFFFAOYNA-N 0=C(0)C(N)CCT =1

281 0.903 151. 19165 372 I’L"i'r‘fi’ ‘z:i;izk1?;‘“;;’?”“;7:)1;()27‘(';‘)":”é};“,t:i::;:”:ilo 12.16- [M+H]+ 154. 186 2512407 f;?f’]‘f“‘fn"'o"::' DQNTDSLDXGTEPL-UHFFFAOYSA-N 0=C1C2=C(0) C=3C=CC wczc((:f(z,?fg?fszw (0)=CC=C5C140)CC=C

282 0.903 271. 09088 Alloimperatorin DM+H] + 271.09 C16H1404 8-hydroxypsoralens KDXVVZMYSLV JMA-UHFFFAOYSA-N 0=C100=2C (0) =C30! €(C20=C1) CC=C (0)C

283 0.903 415. 16873 Diltiazem HCl (Tiazac) DM+H]+ 415. 16901 C22H27CIN204S Benzothiazepines HDRXZJPWHTXQRT-BHDTVMLSSA-N €L 0=COCICCONe=2c-00 IEEENOC

284 0.903 131. 03433 ETHYLMALONIC ACID M- 131,034 0511804 Branched fatty acids UKFXDFUAPNAMPJ-UHFFFAOYSA-N 0-C(0)C(C(=0)0) CC

285 0.903 100. 21652 Mepacrine [MeH] + 100. 21503 C23H30C1N30 Acridines GPKJTRJOBQGKQK-UHFFFAOYNA-N CON(CC) C0CC (C) N=C1C2=C (NC3=C1C=C (0€) C=C3) C=C (C1) C=C2

286 0.903 243.06123 Uridine (Not validated) D~ 243.0616 COHI2N206 Nucleosides DRTQHJPYNGBUCF-UHFFFAOYNA-N 0=C1C=CN (€ (=0)N1) €20C (C0) C (0) €2 (0)

287 0.904 400. 18069 colchicine D]+ 400. 17999 C22H25N06 Tropones TAKHMKGGTNLKSZ- INTZCTEOSA-N 0-C1C=C2C (=CC=C10€) C3=C (0C) € (0C) =C (0C) C=C3CCCRNC (<0) €

288 0.904 316. 18454 Nonivamide [+t 316. 17999 C17H27NO3 Methoxyphenols RGOVYLWUIBMPGK-UHFFFAOYSA-N 0=C (NCC1=CC=C (0) € (0C) =C1) CCCC0CCC

980 0,906 343. 15097 [2’["1’"“"'Wl’z’(2’"‘””‘3'1";“3‘1‘“;‘[’)’}":f"::}]‘::’1]“““’"’2’”]'"“hyl - [M+H]+ 343. 15158 C18H2105 Phenol esters OLARKEMZPWGF JU-UHFFFAOYSA-N 0=C(0C €2(002) C0C(=0)C(C)C)C) C(0)C

290 0.906 237.06332 | 4, 8-dihydroxy-7- (hydroxymethyl)-6-methoxy-3, 4-dihydro-2H-naphthalen-1-one [M-H]- 237. 064 CI2H1405 Tetralins NXSUTALRPVXVTA-UHFFFAOYSA-N 0=C102=C (0) € (=€ (0C) C=C2C (0)CC1) €O

291 0.906 274.09143 cordycepin DM+H] + 274.09106 CIOH13N503 e V:“’I" ]):S(fn ide OFEZSBVBBKLLBJ-BAJZRUMYSA-N 0CC10C (N2C=NC=3C (=NC=NC32) N) C (0) C1

292 0.906 227.11038 N-Methyleytisine [M+H] 227,11 CI2HI6N20 | Cytisine and derivatives CULUKMPMGVXCET-VHSXEESVSA-N 0=C1C=CC=C2NICC3ON (C) CC2C3

293 0.907 136. 07518 2-Phenylacetanide D]+ 136. 07568 C8HINO Phenylacetamides L.SBDFXRDZJMBSC-UHFFFAOYSA-N N=C (0) CC=10=00=CC1

294 0.907 284, 09805 Guanosine [M+H]+ 284. 09894 CIOH13N505 Purine nucleosides NYHBQUYGNKTUTF-UUOKFMHZSA-N cdlestllesn] cle=a) (lo=u) (“)20““"3“2[“1'”"(’m““mmm)o

295 0.907 220. 0806 0-SUCCINYL-L-HOMOSERTNE DM+H]+ 220.08 C8HI3NO6 L-alpha-amino acids GNTSQJGXJTDKDJ-YFKPBYRVSA-N 0-C (0) CCC (=0) 0CCC (N) € (=0) 0

296 0.907 389. 20026 quassin [M+H] 389. 20001 22112806 Quassinoids 10SXSVZRTUNBHC-DJFCUZTKSA-N C=CL0CZCCCC=C 00 C ) CXSEEC'K(:O) coo=@encz

297 0.908 302. 08572 (E)~4- (4-methoxybenzyl idene) ~3-pheny i soxazol -5 (4H) ~one [MeH] + 302. 07999 CI7H13N03 Anisoles HGTTHY JCDPYWBJ-RVDMUPTBSA-N 0=C10N=C (C=20=CC=CC2) C1= €(00) C=C3

298 0.908 164. 07002 Ethionine D]+ 164. 07397 C6HIINO2S L-alpha-amino acids GGLZPLEKBSSKCX-YFKPBYRVSA-N €CSCCLC=H] () C(0)=0

299 0.908 224.112 N-2-Fluorenylacetamide DM+H]+ 224.10699 CI5H13NO Fluorenes CZTHNRVJTSTCEX-UHFFFAOYSA-N 0C (=NC1=0C=C2C=3C=CC=CC3CC2=C1) C




Tryptamines and

300 908 161. 10692 Tryptamine D]+ 161. 10699 C10H12N2 i APJYDQYYACXCRM-UHFFFAOYSA-N NCCCI=CNC=20=CC=CC21
, (25, 3K, 4aS, 12bR) -2, 3, 4a, 8- totrahydroxy 12b- (5 hydroxy 6 methyloxan 2- — ) - } 0-CIC-2C-CC3(0) CC(0) (©)C(0) C(=0) €3 (0CA0C (C) € (0) CCT) C2C
: 9 5. ’ H] 525. 5 Anthra  glycosides SKZNKYSWHCSICZ-G SSA-]
301 09 525.1203 T O TR TN ORI [M+H] 25. 11572 25126010 | Anthraguinone glycosides CKZNKYSWWCSTCZ-GTJTABFSSA-N COCsececus ‘
302 909 421.17996 15-Acetoxyeremantholide B DM+H] + 421.17999 2212808 Furofurans UNFGCPCUYMXWDG-00QPEQBESA-N 0-Cloce1=ce20c 0 ”(Oméféj OO CAOCI=CC4-0)
303 909 409. 10858 5, T-dihydroxy=2-(1-hydroxy-3-methoxyphenyl) -6~ (3-methyTbut-2-eny1)-2,3- [M+H] + 1409. 1048 21112206 6-prenylated flavanones GWVGVAPNTKLROZ-UHFFFAOYSA-N 0=C1C2=C(0)C (=C(0) C=C200 (C3-
dihvdrochronen-4-on ) C
304 909 133. 01364 D-(+)-Malic acid [M-H]- 133.01425 CAH605 Beta hdy:‘““‘yl ‘f":ds and BJEPYKJPYRNKOW-UNTATZPHSA-N 0[C=H] (CC(0)=0)C (0)=0
305 909 305. 06287 Flavanol base + 50 DM-H]- 305. 06491 CI5H1407 Flavanol 0-glycosides XMOCLSLCDHWDHP-UHFFFAOYNA-N 0C3=CC (0)=C2C (0C (C1=CC (0) =C (0) € (0) =C1) € (0) €2) =C3
306 .91 291. 08328 Epicatechin DM+H] + 291. 08401 C15H1406 Catechins PFTAWBLQPZVEMU-UKRRQHHQSA-N 0C=1C=C (0) €2=C (0C (C3=CC=C (0) € (0) =C3) € (0) €2) C1
307 .91 327. 11667 Eucalyptin [M+H] 327.116 C19H1805 ”?}‘:“f"ﬂ'yj‘;ted NHMMAMTRMITGRD-UHFFFAOYSA-N 0=C1C=C (0C2=C1C (0) =C (€ (0) =C20) €) C=3C=CC (0C) =CC3
308 .91 137. 04549 Hypoxanthine D]+ 137. 04579 C5HANAO Hypoxanthines FDGQSTZJBF JUBT-UHFFFAOYSA-N c1ne2e ([nH] 1) nene20
309 .91 328. 13754 N-Fructosyl phenylalanine DM+H] + 328. 13879 CISH2INOT | N-Fructosyl amino acids FAVRCTXPTVJ TPN-UHFFFAOYNA-N 0-C(0) C(NCCL (0) (0C.(C0) € (0) €1 (0))) CC2=CC=CC=C2
310 911 173. 05659 I-naphthalenecarboxal dehyde, 2-hydroxy DM+H] + 173. 05971 C11H802 “3“?:5‘:5 “2“ NTCONERMXRTPTR-UHFFFAOYSA-N C1=CC=C2C (=C1) C=CC (=€20=0) 0
311 911 11500303 Maleic acid (i) 115. 00368 4101 Dicarboxylic acids and VZCY00QTPOCHFL-UPHRSUR JSA-N 0C(=0)\C=C/C(0)=0
312 911 245.185 N-L-Leucyl-L-Teucine [MeH] + 245. 18597 C12H24N203 Peptides LCPYQJTKPJDLLB-UHFFFAOYSA-N 0=C (0) C(NC (20) C (V) CC (€) ) CC (€)
, (3, 5, 14 trihydroxy 13- methyl 17~ (5-0x0 2, 5 dihydrofuran 3 Cardenolides and - 0-CI0CC (=C1) C2CCC3 (0) CACCCH (0) CC (0) CCC5 (COTN] (=0) [0~
: 912 452. ’ ]+ 152.2 3113: (GIKCDFDPJ- SA-
3 ! 192. 22025 Dhexadecahvdro-1i-cvclopentalalohenanthren-10-vI)nethyl nitrate D] 152,22 C23H3N0S derivatives HOEPYGIKCDFDP J UHFFFAOYSA 1)C4CCC23C
314 912 132. 10138 Isoleucine DM+H]+ 132.1019 C6HIINO2 15;1:;1\:[? “:d AGPKZVBTJJNPAG-UHFFFAOYNA-N €ee(©) cC(0)=0
; o aon - ) N Tappaconi tine type S, - 0=C (0C1 20N (CC) CBCACCICS (€ (00) 0C2) C5C06C (00) 04 (0) C5 (0)
5 ; 5 . 585 214N i
315 912 585. 30957 lappaconitine [+ 585. 31 C32H44N208 diteroeneid alkalod NWBHCXBPKTTZNG-GSAAXPBRSA-N I O
316 912 163. 02548 Lunazine [M-H]- 163. 02615 C6HANA02 P‘(;‘P :]‘“‘"[“f_:”“i UYEUUXMDVNYCAM-UHFFFAOYSA-N 0C=1N=C (0) C2=NC=CN=C2N1
317 912 154. 04941 Mesalazine DM+H] + 154. 04987 CTHTNO3 Aminobenzoic acids KBOPZPXVLCULAV-UHFFFAOYSA-N CI=CC(=C(C=CIN) € (=0) 0) 0
318 912 303. 08398 N-Acetylaspartylglutamic acid [M-H]- 303. 08337 CLIH16N208 Dipeptides OPVPGKGADVGKTG-UHFFFAOYNA-N 0-C(0) CCC (N=C (0) € (N=C (0) ) CC(=0) 0) C (=000
319 913 220. 11786 Pantothenic acid [+ 220. 11795 COHLTNO5 Secondary alcohols GHOKWGTUZJEAQD-UHFFFAOYSA-N €C(C) (C0) € (C(=NCCC (=0) 0)0) 0
320 913 153. 07565 Ribitol DM+t + 153. 07574 C5H1205 Sugar alcohols HEBKCHPVOTAQTA-ZXFHETKHNA-N 0cLe=H] (0) [e=H] (0) [C=H] (0) CO
321 914 370. 20917 allocryptopine DM+H] + 370. 21036 C21H23N05 Protopine alkaloids HYBRYAPKQCZTAE-UHFFFAOYSA-N 0-C1C2=CC=30C0C3C=C2CON (€) CC4=C (00) € (00) =CC=CACT
322 915 159. 02898 2-OXOADIPATE DM-H]- 159. 02901 C6H805 “ed]:: dczzi']‘ :i?:cﬂ_“ds FGSBNBBHOZHUBO-UHFFFAOYSA-N 0-C(0)C(=0)CCCC(=0) 0
323 916 495. 10931 Flavonol base + 40, 1Me0, 0-Hex [+ 495. 11292 22122013 Flavonol 0-glycosides AFCDXKGLUDDXCK-UHFFFAOYNA-N o= :(;.(?ﬁfﬁ(ﬁ”ﬂi’,ﬁﬂi‘f?&f oeeooe
324 916 301.10318 Haematoxylin [M-H]- 301. 10031 C16H1406 I-benzopyrans WZUVPPKBVHMQCE-UHFFFAOYSA-N 0C1=00=C2C (00C3 (0) CCA=CC (0)=C (0)
325 916 335. 05991 Pachyrrhizin DM-H]- 335. 05612 C19H1206 Tsoflav-3-enones PENSQRVNZZWNGY-UHFFFAOYSA-N 0=C1002=0C=300=CC3C=C20=C1C=4C=C50C0C5=CCA0C
326 918 204. 08644 7-Methylsulfenylheptyl isothiocyanate DM+H] + 204. 08752 COHLTNS2 (’“'“’S;"‘t’itjjtri‘"kd"“'“ LDIRGNDMTOGVRB-UHFFFAOYSA-N CSCCCOCCON=C=$
327 918 103. 03886 ACETOACETATE [M+H]+ 103. 04 411603 Short=chain keto acids WDJHALXBUFZDSR-UHFFFAOYSA-N 0-C(0)CC(=0)C
and derjvatives
328 918 117. 05432 Ketoisovaleric acid [MeH] + 117. 05462 C5H803 short-chain keto acids QUKABHOOEWYVLT-UHFFFAOYSA-N 0=C(0)C(=0)C(C)C
and derivative
329 918 273. 03693 Phenylbenzimidazole sulfonic acid DM-H]- 273.03394 CI3H10N2038 Phenylbenzimidazoles UVCJGUGAGLDPAA-UHFFFAOYSA-N C1=CC=C (C=C1) C2=NC=3C=CC (=CC3N2) S (0) (<0)=0
, o T — N } — P o 0-C1C2-C (0) C=C (C=C2C3-CAC=50-C (C=C (0) C5C (=0) C6-C (0) C-C
330 918 523.10327 Protopseudohypericin DM+H] + 523. 09998 C30H1809 Perylenequinones QFAP JWSQKUFHAP-UHFFFAOYSA-N (1000 OO () 01070 -CE 0L
331 921 425. 10352 [-*hydt‘owﬂfmeU\YH*(ano‘zuz:[f{)‘f;ﬂ‘]UQ‘:WTT“"”W)“Y"““"”’Z’y” @-2- [M+H]+ 425. 10196 C21H2207 Psoralens VJVXQSFKTVUEFY-XGICHPGQSA-N 0=C10C2=C (0CC (0C (=0) € (=CC) €) € (0) (€) €) C=30C=CC3C=C2C=C1
; 7  (azepan-1-ium 1 1) =3 (4=chlor e oxoAH- o N ) I ) U o G=CIC (=C0C=2C1=C0=C ([0~
332 922 106. 10947 8- (azepan—1-iun-1 y\_meth)l.) 3-(4 ch\mup)\iny]) 4-ox0-4H-chromen-T-olate D]+ 106. 10999 C22H22C1NO3 Isoflavonss LUXRPLCOGZNQEC-UHFFFAOYSA-N 1) LN A Gt (L)
333 922 285. 10693 8-hydroxy~5, 8a-dinethyl-3-mothylideno-3a, 4, 4a, 8,9, 9a- D]+ 285. 10971 CI5H1804 Eudesnanolides, XAFJTTZCMNHLRS-UHFFFAOYSA-N 0-C10C2CC3 (C) € (0) € (=0) C=C (C) €3CC2C1=C
hexahvdrobenzol 111 Tbenzofuran-2, T-dione 4 Lides. and
—————haxahudroben, . % d] — udesiy i _—
o o7 53 09910 T2, 35, 45, 5K, 65) -6~ 3, 4-dihydroxybenzoy ) oxy-3, 4, 5-trihydroxyoxan 2 o 59 1027 020012 p-Hydroxybenzoic acid NONUULOVPFER OO TTERSA N 0-CTOCCI0C {000} C2-CC-C Y C ) C2) COY C0ICT0)CA-CC-C
Ilnethvl 3, 4-dibvdroxvhenzoate allvl ostors ©CO=c3
335 924 369. 18414 Gibberellin A4GA7 M+t 369. 18405 1912205 (’li;f'mf:z]l:"‘d{r SEEGHKWOBVVBTQ-UK JRIFTCSA-N 0-C(0)CLC2C3 (0C (=0) €2 (C) € (0) C=C3) CACCC5C (=€) CC14CH
336 927 103. 00303 MALONATE [M-H]- 103. 003 31101 D‘“’“’(}L‘Yﬁi\“ﬂ“’:ds and OFOBLEOULBTSOW-UHFFFAOYSA-N 0=C(0) CC(=0)0
337 . 929 222. 01904 5-Aninonaphthalene-2-sulfonic acid DM-H]- 222. 02304 CIOH9NO3S | 2-naphthalene sulfonates UWPJYQYRSWYTGZ-UHFFFAOYSA-N C1=CC2=CC (=CC=C2C (<C1)N) S (0) (=0)=0
338 933 209. 02934 GALACTARATE DM-H]- 209.03 C6H1008 (’“d”:f\“:if “i‘d DSLZVSRJTYRBFB-UHFFFAOYSA-N 0-C(0)C(0)C(0)C(0)C(0)C(=0)0
339 934 400. 14264 H[‘;’"‘e”wa‘(’:;": thyE:Of’?”f:ht‘;‘ﬁﬂ”‘:“m'OX'MH’ g 400. 13907 C21H1807 Psoralens CISFAPDYRQPRCZ-UHFFFAOYSA-N 0=C1002=C (0CC30C3 (C) CCA0C (=0) € (=C4) €) C=50C=C] 1
) " I mothyl 8, 11, 15, 20, 22-pentahydroxy 24 methyl 13, 18, 27 trioxo 6 N . ) ‘ — - . 2004 (C (=0 00) C1=C (0) CCCA0) CCHB0=CC3
340 935 573.1394 et is. 102 05,95 0% 2. 03,99 4. 29 025, 9% eems s D]+ 573.13916 31124011 Xanthones KIWTVJVARRPBPR-UHFFFAOYSA-N )0y o CCTA)
341 935 351. 08566 Pinastric acid [M-H]- 351. 086 C20H1606 Anisoles KXQKSBAGVQUASN-FBVGVBCBSA-N 0-C10C (€ (0) =C1C=2C=CC (00) =CC2) =C (C (<0) 00) C=3C=CC=CC3
342 936 202. 06985 2-((2H-pyrazolo[3, 4-d]pyrimidin-4-yl) amino) ethanol [M+H]+ 202. 07001 CTHONGO Pyrazolol3, 4 LCOTUPXTQXPTPA-UHFFFAOYSA-N OCCNCI=NC=NC2-NNC=C21

dlpvrimidines




6-0-methylated

343 0.936 109. 07272 4,5, T-trihydroxy-3, 6-dimethoxyflavone Do)+ 109. 07047 1711407 e DDNPCXHBFY JXBJ-UHFFFAOYSA-N 0=C1C(00) =C (062=CC (0) =C (00) € (0) =C12) C=3C=CC (0) =CC3
344 0.939 149. 06329 p-Counaraldehyde DM+H] + 149, 05971 C9H802 Cinnamaldehydes CIXMVKYNVIGBS-OWOJBTEDSA-N 0C1=CC=C (\C=C\C=0) C=C1
. (35, 58, 89) 2 [ (benzoyloxy) methyl] 8 methyl 3 (L (23, 3K, 45, 55, 60) 3, 4, 5 N - 0-C (0CCI2C3004 (C) CC (03) (C2CCAT0C50C (CO) C (D) C (0) C0) S (=
315 . N ’ 4 45. 31128013¢ cosides XQFB-HJOPEMAASA-
345 0.94 545. 13092 PR AT S D]+ 545. 13232 231280138 Tcrpcn‘c glyvaosldcs TRBLIRNSGBXQFB-HJOPEMAASA-N 0 00 CobC-CCCE
346 0.94 351. 06812 bergenin [M+H] + 351. 07001 C14H1609 (""L];EV:S‘{ and VWJXCIXBAKGUKZ-HJ JNZUOJSA-N 0=C10C2C (0) € (0) € (0C2C3=C (0) € (0C) =C (0) C=C13) CO
- P 3 (3, 4-dime thoxyphenyl) -5 hydroxy 10~ (3-oxo 3, 5, 6, 1 N . . T - o o G=C10C2=CC (0) =C3C (<0) C (~C0C3-C2C (CA=CC =CBCBN (Ca=
347 0.941 574. 15588 J T e S [MeH] + 574. 15002 C32H25N08 Pyranoisof lavonoids PDSXCCOQUZAXNS-UHFFFAOYSA-N o) LYt 00 (0
. X Thydroxy-2- (4-hydroxy 8, 5-dinethoxyphenyl) 5L (2, 3R, 45, 55, oR) e N - - - 0-CIC-C (0C2-CC (0) =CC (0C30C (€0) C (0)C (0) C30) —C12) C-4C-C (
34 94 ERE 4 515. 31124 avonoid 0-glycosides SOTPIEFVBPBU-LDBVRRDLSA-
348 0.941 515. 13336 S (S T DM+H] + 15. 13647 23124012 Flavonoid O-glycosides FLSOTPTEFVBPBU-LDBVRRDLSA-N W00 ceL
349 0.942 412, 09091 32 3-dihydrobenzo[b]L1, 41dioxin-6-y1)-8-{(dinethylaninojmethyl) -7 D]+ 412.09 C20H20CINO5 Isoflavones ZWPRTFVITMMGQP-UHFFFAOYSA-N €1 0=C1C (=C0C=2C1=CC=C (0) C20N (€) €) C=3C=CC=40CCOCAC3
fvdroxy-4li-chronen-4-one hvdrochloride
350 0.942 349. 09314 methyl 2-(fa, 6, 10a-trihydroxy Tnethyl =5, 10-dioxo-3, 4-dihydro-1ii- [M-H] 349. 0929 C17H1808 Naphthopyranones HILBWEPXZDMOAE-UHFFFAOYSA-N 0=C(0C) CC10C (C) €2 (0) € (=0) C=3C=CC=C (0) C3C (=0) €2 (0) C1
benzolglisochromen-3-vl)acetate
351 0.943 307. 07803 (4F, 6) -2~ (hydroxymethy1) -3~ (3-methoxy-3-oxopropyl) deca4, 6-dienoic acid Do)+ 307. 07788 C15H2405 | Mediumchain fatty acids PVHUKALHRBPQNM-BS SA-N 0=C(0)C(CO) €(=0)0C
352 0.943 331, 06177 3-(1, 2-dihydroxypropyl) -1, 6, 8-trihydroxyanthracene-9, 10-dione DM+H] + 331. 06299 CITH1407 Hydroxyanthraquinones BMKQPAJRQUUYGC-UHFFFAOYSA-N 0=C1C=20=C (0) C=C (0) C2C (=0) C3=C (0) C=C (C=C13) C (0)C (0)C
353 0.943 347.073 asterric acid D)~ 347. 07321 C17H1608 Diphenylethers XOKVHENTYHPEHN-UHFFFAOYSA-N 0-C (0) C1=C (0) C=C (€=C100=2C (0C) =CC (0) =CC2C (<0) 00) €
354 0.943 149. 0098 Tartaric acid M1 149. 00916 41606 S“ii]:::‘jg and FEWJPZ IEWOKRBE-UHFFFAOYNA-N 0-C(0)C(0)C(0)C(=0)0
355 0.944 205. 09776 Tryptophan D]+ 205. 0975 C11128202 | Tndole and derivatives QIVBCDI JTAJPQS-UHFFFAOYNA-N 0=C (0) C (N) CC2=0NC= =12
. 2R 8- L (2K, 35) 5, 7-dihydroxy 2- (4 hydroxyphenyl) 4 ox0-2, 3 Billavonoids and R 0-C1C2-C (0) C-C (0) C (-C20C (C3-CC~C (0) C-C3) C1) CAC (=0) C-5C
3¢ 945 3.12916 ’ H]+ 543. 12854 3 XETKUWMKSYET T-XRHWURSXSA-]
356 0.9% 5131299 | invdrochronen-3-v11-5, 7-dibvdroxy=2- (4-hvdroxvohenyl) =2 3-dihvdrochronen= ] 13. 12851 (3022010 polvflavonoids METKUWNKSYEL T XRHVURSKSAN (0)=CC (0)=CCF0C4CE-CC=C (0) C=C6
357 0.946 189.15919 | Pesticide9 Propamocarb COH20N202 Propyl [3-(dimethylamino)propyl]carbamate [M+H] + 189. 159 C9H20N202 Carbanate esters WZZLDXDUQPOXNY-UHFFFAOYSA-N 0C (2NCCON(€) €) 0CCC
358 0.947 234. 09686 1-isothiocyanato-8-methanesul finyloctane [M+H]+ 234. 099 CLOH19NOS2 m”‘"’”]‘n'"lzti]‘:”"‘kd““"‘ BCRXKWOQVFKZAG-UHFFFAOYNA-N 0=5 (C) CCCCCOCON=C=S
359 0.947 88. 03909 Vinyl Carbamate D]+ 88.03931 C3HENO2 Carbamate esters LVLANTHJGRZTPY-UHFFFAOYSA-N N=C (0)0C=C
360 0.949 385. 12595 (25, 3R, 43, 55, 6R) =3, 4, 5=crihydroxy6-(hydroxymethyl) oxan-2-yL] (2E, ) =8~ D]+ 385. 12592 C16H2608 Terpene glycosides QZT0POTUZGGXKT-KOYXEPTDSA-N 0-C(0C10C(€0) € (0) € (0) C10) C(=CCCC (=CCO) ) C
bvdroxy-2, 6-dinethylocta-2, 6-dienoate
361 0.95 220. 08052 I-Tsothiocyanato-7- (methylsul finyl)-heptane DM+H] + 220. 08243 COHLTNOS2 Sulfoxides OGYHCBGORZNBPH-UHFFFAOYNA-N €S (=0) CCOCCOON=C=S
362 0.95 377. 08466 Achydroxy=5-[(25, “i‘lg ’ i”{’[:)) :‘3' }tvn:};\nd:;ﬁ;:% hi;l:‘:’x‘m”hy])“X“nizi [M-H] 377. 0878 18111809 Phenolic glycosides SGQJDTLFQCDZGS-UQEKQUNTSA-N 0=C10CC2=CC=3C=CC=C (0CAOC (CO) € (0) € (0) C40) C3C (0) =C12
363 0.95 353. 08609 4-methylumbelliferyl glucuronide [M+H]+ 353. 0867 C16H1609 Coumarin glycosides ARQXEQLMMNGFDU- JHZZJYKESA-N CCI:CC(:O)OCZZCICZCC;?I[(E;("‘ESOS):E(]V<[C:H] [QIGHIOICS
364 0.955 381. 08005 2-Gentiobiose D]+ 381. 07938 C12H22011 0-glycosyl compounds DLRVVLDZNNYCBX-CQUIWQHSSA-N 0CC10C(0CC20C (0) € (0)€ (0)€20) € (0) € (0) €10
365 0.955 100. 07543 N-Methyl-2-pyrrolidone DM+H] + 100. 07569 CHINO N-alkylpyrrolidines SECXTSVLQFMRJM-UHFFFAOYSA-N CNLOCCC1=0
366 0.956 128. 07033 Isoguvacine [+ 128. 0706 C6HINO2 Hydropyridines KRVDMABBKYMBHG-UHFFFAOYSA-N 0C (=0) C1=CCNCCL
367 0. 956 130. 01941 L-5-Oxoproline [M+H]+ 130. 01987 C5HTNO3 Alpha amino "‘f":‘i“ and ODHCTXKNWHHX JC-VKHMYHEASA-N 0C (=0) [C=H]1CCC (0)=N1
368 0.958 103. 00397 Malonic acid [M-H]- 103. 00368 31404 dm”u"‘:d* and OFOBLEOULBTSOW-UHFFFAOYSA-N
369 0.958 10515991 | N ethyI N @ Gyridin2yDethyD) 22,3, 5 trinethyl-T-oxo-Ti-furol3, 2 DiH]+ 405. 16 C24H24N204 Psoralens CHZCSOQKQNCACE-UHFFFAOYSA-N freroe=e e
glchronen-6-v1)acetanide _
370 0.959 355. 08621 7,9-dimethoxy-6- (4-methoxyphenyl) - [1, 3]dioxolo[4, 5-g] chromen-8-one [M-H] 355. 08234 C19H1607 “’?;‘:“f"ﬂ'y:“d LWUQVHKGYXRUPD-UHFFFAOYSA-N 0=C1C(0€) =C (0C=20=C30C0C3=C (0C) C21) C=4C=CC (0C) =CC4
= () 10000 IC=Cac (O = =
371 0.959 132.16943 Beta-Peltatin DMt + 132. 16528 2212208 Lignan lactones HLBPOYVRLSXW]J-PDSMFRHLSA-N 0=C100C20C3-C(0) C-40C0C4C :ls,C(C" CC00 =00 € (00)=C5)
372 0.959 383. 07373 irigenin [MsNal+ 383. 07001 CI8H1608 mtﬁ fi‘ff;m”lr‘;”“ TUGHPJ JTQNLKCL-UHFFFAOYSA-N 0=C1C (=C0C2=CC (0) =C (0C) € (0) =C12) C=3C=C (0) € (0C) =C (0C) C3
373 0.961 235. 04451 1B hydroxy-2-(2 h}d”"‘”"‘mﬁ“ j\;ﬂ”ﬂ 2 3-dihydro-1-benzofuran=s D)~ 235. 03888 C13H1604 Acetophenones XFIALOBGPJCAMB-UHFFFAOYSA-N 0-C(C1=CC=C20C (C(0) C2=C1) € (0) () 0)C
374 0.961 102. 05458 I-Aminocyclopropane-1-carboxylic acid [+ 102. 05495 CaHTNO2 Alpha amino acids PAJPWUMXBYXFCZ-UHFFFAOYSA-N NCL(CC) € (0)=0
375 0. 961 116. 03393 Maleamic acid [M+H]+ 116. 03422 CAH5NO3 S“‘”“}"_‘”}E’l" fatty FSQQTNAZHBE JLS-UHFFFAOYSA-N 0=C(0) C=CC (=N) 0
N
376 0.961 199. 063 Nonuron DM+H] + 199. 06326 CHIICINZO N-phenylureas BMLIZLVNXTYGCK-UHFFFAOYSA-N CN(C) C(=0)NCI=CC=C (C1) C=C1
377 0.962 217. 04756 2-Benzyl-4-chlorophenol [u-H]- 217. 04257 CI3H11C10 Diphenylnethanes NCKMMS TFQUPKCK-UHFFFAOYSA-N C1=00=C (C=C1) 0C2=CC (=CC=C20) C1
) - o 5,6 dihydroxy 9, 12, 13 trimethyl 14 (2 methylpropyl) o e By - P 0=C10023C (0)=NC (CC
378 0.962 A18. 15298 oL Gl G T AL 1ol L0t Vi 5 16 16Ut oxacve Lodadece (3. 221 isoindole [M+H] 418. 1524 C24H35N05 lsmnd.oles. MPMJLHQXZNLSCP-UHFFFAOYSA-N
379 0.964 209. 02921 D-SACCHARIC ACTD Di-H1- 209.03 C6H1008 ”::‘f“"‘i“ _:’“d DSLZVSRJTYRBFB-LLETAETESA-N 0=C(0)C(0)C(0)C(0)C(0)C(=0)0
380 0.966 353. 0741 6:3+60 fatty acyl hexoside -]~ 353. 07169 C12H18012 Fatty acyl hexosides DVMKRMXSGLOX JZ-UHFFFAOYNA-N 0=C20C (€ (0)=C2(0C10C (C0) € (0) € (0) €1 (0))) C(0) C(0)0
381 0.967 343. 14117 Abietin D]+ 343. 14001 C16H2208 Phenolic glycosides SFLMUHDGSQZDOW-FAOXUTSGSA-N 0CC=CCL=CC=C (0C20C (€0) € (0) €.(0) €20) € (00) =C1
N , . - - — - 0=C(0C1C2C (=0)C(0) C(C5=C0C=C5) C () CC3)
382 0.967 511.10333 Fissinolide i) 51109772 2913608 Limonoids VOTCKRENSMJTGD-PSWUJVJRSA-N (o) (L O CL (OIOC
383 0.967 117. 07365 Glycine-Betaine Do)+ 117. 07843 C5HIINOZ Alpha amino acids KWIUHFFTVRNATP-UHFFFAOYSA-N CINH (©) (©)CC([0-1)=0
. T(2S, 3R, 4R, 5k, 6) 2- 12 (3, 4 dihydroxyphenyD) -5, 7-dihydroxy 1 oxochromen 3 . - - ; - -C(0CIC(0)C(0) C(OCTOC-2C (=0) C=3C (0) ~CC (0) ~CC30C2C-4C-
38 .9 . ’ -H]- 599. 4 avonoid-3-0-glycosides ~YI0JSCHVSA-
384 0.968 599. 11938 T [M-H] 11926 281124015 [ Flavonoid-3-0-glycosides KTTNFTOZYNBKEY-YTOJSCHVSA-N C(0)—C () CA)0) CmCC () Q) Q) 5
385 0.968 321, 12735 Pangamic Acid Sodium DM+H] + 321. 12683 CIOHI8WNa08 | Alpha amino acid esters MKVDFFROCUECAJ-CKDSBIORSA-M [Na+]. 0=C([0-1)C(0)C(0) C(0) C(0) COC (<0) N (C) C




386 0.968 258.1091 sn-Glycero-3-phosphochol ine M+ 258. 10956 C8H21N06P | Glycerophosphocholines SUHOQUVVVLNYQR-MRVPVSSYSA-0 CIN4T (©) () CCOP (0) (=0) 0CLC=H] (0) CO

387 0.969 388. 14377 methyl 3’“’hydr"“"hc“ylr)‘;f;Eyff’[‘zjfgx"l)'l‘ji‘sD"‘“h“H”““h””ﬁ’ D]+ 388. 13907 C20H1807 Fatty acid esters DYMYDSWET TXYNX-UHFFFAOYSA-N 0-C10C (€ (=0) 0C) (C (C=2C=CC (0) =CC2) =C10C) CC3=CC=C (0) C=C3

388 0.97 80. 04919 Pyridine [M+H] + 80.04948 C5HEN P;’;?\‘:Tf “2“ JUIWROOTHBZHMG-UHFFFAOYSA-N C1=CC-NC=C1

389 0.971 212. 05444 Imidacloprid-urea [M+H] 4 212. 05852 C9HLOCINGO 2-halopyridines ADNTYURAFSWNSU-UHFFFAOYSA-N 0CI=NCCNLCCI=CN=C (C1) C=CL

390 0.974 367. 06216 Dracorhodin perchlorate [M+H]+ 367. 06 CL7H15C107 5’?;"}“:'::%3“"1 KRTYZFUODYMZPG-UHFFFAOYSA-N Lo [?511[2:?] f(m;)(ég?(f%z)[?’

e e [P

392 0.976 282. 08313 Guanosine (Not validated) D]~ 282. 0834 CIOH13N505 Nucleosides NYHBQUYGNKTUTF-UHFFFAOYNA-N 0=C3NC (=NC1=C3 (N=CNIC20C (€0) € (0) €2 (0)))N

393 0.977 300. 0481 2-Chloroadenosine M- 300. 05051 C10H12C1N504 Purine nucleosides BIXYYZ1TJ IXVFW-UHFFFAOYNA-N C1C=IN=C (N) C=2N=CN (C2N1) C30C (€0) € (0) €30

394 0.977 214. 03406 3-Chlorotyrosine [M-H]- 214, 02765 COHI0CINO | Tyrosine and derivatives ACWBBAGYTKWBCD-UHFFFAOYNA-N 0=C (0) C (N) CC1=CC=C (0) € (C1) =C1

395 0.977 218.10289 Pesticided_Pynetrozine_CLOHLINGO_(E) ~4, 5-Dihydro™6 methy1-4-1 (3~ D]+ 218.103 CLOHIINGO 1,2, 4-triazines QHMTXANCGGJZRY-WUXMJOGZSA-N 0C1=NN=C (C) CNIN=CC=20=NC=CC2
pyridinvimethvlene)aminol=1, 2. 4-triazin=3 @H) —one

396 0.977 292. 07083 PFS\-anmonio D]~ 292.07101 | [C8H16F3N2045]+ PFSA ODUUUNLAMNNKMD-UHFFFAOYSA-0 0-C(0)C[N+] (C) (C) CCONS (=0) (=0) C(F) (F)F

397 0.98 332. 15433 Deoxysappanone B 7,3 -Dimethyl Ether [M+H] 332. 14923 C18H1805 Homoi sof lavanones OFAYBXSZGCUARK-UHFFFAOYSA-N 0=C102=CC=C (0C) C=C20CC1CC3=CC=C (0)€ (00) =C3

398 0.981 343.12183 2-alpha-Mannobiose Do)+ 343. 12347 C12H22011 0-glycosyl compounds HIWPGOMGAMINRG-UHFFFAOYNA-N 00C10C (0) € (00200 (C0) € (0) € (0) €20) € (0) €10

399 0.986 395. 05588 bisdethiobis (methylthio)gliotoxin [M+H]+ 395. 0564 C15H20N20452 ‘“phad‘:’fi’\‘f"j“iqs and OVBAGMZLGLXSBN-UOVKNHTHSA-N 0=CIN(C) C(SC) (€ (=0) N2C3C (=CC=CC30) CC125C) €O

400 0.986 325. 11331 Disaccharide (Hex-Hex) D]+ 325. 11371 C12H22011 Sugars PVXPPJTGRGXGCY-UHFFFAOYNA-N 0CC20C (0CC10C (0) (CO)C(0)C1 (0))C(0)C (0) €2 (0)

401 0.986 505. 17514 Raffinose [+ 505. 1763 C18H32016 Oligosaccharides MUPFEKGTMRGPLJ-UHFFFAOYNA-N 0eC10Cocc20c(0cs (oc (o) C(?l(s”) RECHOERECHG

102 0.988 277. 17801 NPIEC (TENTATIVE) [M-H]- 277. 18091 C17H2603 Phc”{;rg]“ff{?f; acid NISAHDHKGPNBEM-UHFFFAOYSA-N C =€ (C=C1) 0CC (=0) 0

403 0.989 249. 03647 Diphenyl phosphate [M-H]- 249. 03223 CIZH1104P Aryl phosphodiesters ASMAGLCHMVWBQR-UHFFFAOYSA-N C1=CC=C (C=C1) 0P (0) (=0) 0C2=CC=CC=C2

404 0.99 227. 07306 4-methoxy-9H-xanthen-9-one DM+H] + 227.071 C14H1003 Xanthones SYEHHMRXODULBY-UHFFFAOYSA-N 0-C1=20=CC=CC200=3C (00) <CC=CC13

405 0.99 319. 04898 Flavanone base + 60 [ 319. 0459 C15H1208 Flavanone 0-glycosides KJXSTXMJHKAJOD-UHFFFAOYNA-N 0=C203=C (0) C=C (0) C=C3 (0C (C1=CC (0)=C (0) € (0) =C1) €2 (0))

106 0.991 148. 02434 3-Hydroxyaspartic acid [M-H]- 148.02515 CAHTNOS AS”ZZ ‘L:‘“‘?“: and YYLQUHNPNCGK JQ-UHFFFAOYNA-N 0=C(0)C(0)C(N)C(=0)0

407 0.991 263.01627 4:2 Fluorotelomer alcohol DM-H]- 263.01239 C6H5F90 PFSA JCMNMOBHVPONLD-UHFFFAOYSA-N FC(F) (F)C(F) (F)C(F) (F)C(F) (F)CCO

108 0.991 305. 13574 5 9-dihydroxy 7 <hyd"°x’:"e:?y;> ﬁ;ffi"ff?ﬁf fj: 6,8 8, 9-hexahydro~i D]+ 305. 13593 C15H2205 Terpene lactones DBK TEMOKQWYZOA-UHFFFAOYSA-N 0-C10CC2-C1CC (0) (C)C3CC (C) (C0)CC3C20

409 0.992 177. 09456 Canavanine [+ 177. 09821 C5H12N403 L-alpha-amino acids FSBIGDSBMBYOPN-VKHMYHEASA-N 0=C (0) C(N) CCONC (=) N

110 0.991 306. 1171 Zmethy 71053 45,55, GR:?;'11[?7;35*1:\“)'767mymmo[hmm"’z’ D]+ 306. 11835 C12H1608 0-glycosyl compounds YGSTRXHFAUFUEJ-GPTADVHKSA-N 0=C1C=C0C (=C10C20C (€0) € (0) € (0)€20)C

a1 0.994 275. 01581 6-PHOSPHOGLUCONIC ACTD [M-H]- 275,017 C6H13010P “":{’yi?iﬁ:ﬁ‘”dc BIRSGZKFKXLSJQ-UHFFFAOYSA-N 0-C(0)C(0)C(0)C(0)C(0) COP (=0) (0)0

412 0.994 199. 96814 Cysteine S-sulfate [M-H]- 199. 96928 C3HTNO5S2 S-sulfo-L-cysteines NOKPBJYHPHHWAN-REOHCLBHSA-N NLC=H] (€SS (0) (0)=0)C(0) =0

413 0.995 323. 0274 URIDINE-5-MONOPHOSPHATE M1 323. 02802 COHLIN209P H:ﬁ:}"‘:“;"?dp DJJCXFV JDGTHRX-UHFFFAOYSA-N 0=CIC=CN (C (=0)N1) €20C (COP (=0) (0) 0)€ (0) €20

114 0. 996 333. 05783 (25,35)73,5, H“"yd’"X’l';ffl’;':t}‘)"'rll’j’n(i}’:’““"'dr”””h”"1)’2’3’ [M-H]- 333. 06158 C16H1108 Epigallocatechins NZRLODDQFPZTPM-CVEARBPZSA-N 0=C1C2=C (0) C (=C (0) C=C20C (C3=CC (0) =C (0) C (0)=C3) C10) C

415 0.996 553. 11426 Biflavonoid-flavone base + 30 and flavanone base + 20 + 1Me0 [M-H]- 553. 11218 C31H22010 Biflavonoids XMFILYNCNQOLOA-CYLJNTGPNA-N O’CIC’L’(OCCZ)’CCZICL’(%)gfg(??;ézccf{)’CG(:’CCCC:’C((SO()OC)ECCQOL”*"C’C(0

416 0.997 167. 99599 Cysteic Acid [M-H]- 167. 99722 C3HTNO5S Alpha amino acids XVOYSCVBGLVSOL-UHFFFAOYNA-N 0-C(0)C(N)CS (0) (=000

a7 0.997 413. 10254 Deacetylasperulosidic acid [M+H] 413. 10001 C16H22011 Iridoid O-glycosides ZVXWEPTVHBN JOU-YYFGDFGFSA-N 0=C (0) C1=C0C (0C20€ (C0) € (0) € (0) C20) C3C (=CC (0)C13) €O

18 0.997 317. 0563 Myricetin [M-H]- 317. 05789 C15H1008 Flavonols TKNDFBPHZN JCSN-UHFFFAOYSA-N 0=C1C/(0) =C (0C=2C=C (0) C=C (0) C12) C=3C=C (0) C (0)=C (0) C3

419 0.998 171. 00551 Glycerophosphate (2) D~ 171. 00639 C3H9I06P Glycerophosphates AWUCVROLDVIAJX-GSVOUGTGSA-N 0CLC=H] (0)COP (0) (0)=0

420 0.999 233. 0287 (2R) -5-methoxy-2-methyl-2, 3, 8, 9-tetrahydrofuro[2, 3-h] chromen-4-one [M-H]- 233. 02577 CI3H1404 Chromones BCRRDBKZXSRMHL-SSDOTTSWSA-N 0-C102=C (0C) C=C30CCC3=C20C (€) C1

421 0.999 192. 08609 Shikimic Acid M+t 192 08664 CTH1005 Sh’k;"':_:v‘:‘;i‘d” and JXOHGGNKMLTUBP-HSUXUTPPSA-N 0-C(0)CL=CC(0)C(0)C(0) C1

122 1.002 259. 02078 D-Mannose-6-phosphate [M-H]- 259. 02243 C6H1309P Hexose phosphates NBSCHQHZLS JFNQ-QTVINVPRSA-N 0C10[C=H] (COP (0) (0)=0) [c=H] (0) [c=H] (0) [C=H]10

123 1..002 585. 14142 Neomangiferin [M#H]+ 585. 14001 25128016 Xanthones VUWOVGXVRYBSGI-IRXABLMPSA-N O’CICHC(OCSOS)(S%%(%%E%%??(;éo()ofégzoc’l’“(0>’m(

424 1.003 274. 0907 Pentose + Proline D]+ 274. 0932 CLIHI5NOT Amino acids VMOJEEZNLOLYBG-UHFFFAOYNA-N 0-C(0) CIN(C(=0) CC1)CC2 (0) (0C(C0) C(0) €2 (0))

125 1.003 273. 02631 Simonyellin [M-H] C14H1006 TS(;“:;"’::]"? and GJSCVPZGPZIBMU-UHFFFAOYSA-N 0=C10C=C2C (00) =€ (0) € (=0) €3 C(0)C

426 1.005 183. 08548 D-Sorbitol D]+ 183. 08632 6111406 Sugar alcohols FBPFZTCFMRRESA-FBXFSONDNA-N 0cLe=H] (0) [e=H] (0) [e=H] (0) [c=H] (0)CO

427 1.006 393. 07874 Hexsose + C5H1003, Iphosphate DM-H]- 393. 07819 C11H23013P Organic acids HJZBATMJDQCPCL-UHFFFAOYNA-N €(CI1C(C(C(C(01)0C (COP(=0) (0) 0)C(C(C0)0)0)0)0)0)0

428 1.006 279. 04669 Piscidic Acid D]+ 279. 04749 C11H1207 Phenylpropanoic acids TUODPMGCCSJRH-UHFFFAOYSA-N 0-C(0)C(0)€(0) (€(=0)0) CC1=CC=C (0) C=CL




129 1.007 241,01073 33FTA [~ 241.0105 C6HSFT02 | Mediun-chain fatty acids ISFKSWNQWIRDNC-UHFFFAOYSA-N 0C (=0) CCC (F) () C(F) (F) C(F) () F

430 1.007 261. 03696 D-Sorbitol 6-phosphate DM-H1- 261. 03809 C6H1509P “"::i“;;:j‘r ide GACTWZZMVMUKNG-SLPGGIOYSA-N 0C[C=H] (0) [C=H] (0) [C=H] (0) [C=H] (0)COP (0) (0)=0

431 1.007 373, 17044 Phillygenin DiH]+ 373.17001 C21H2406 Furanoid 1ignans CPJRKWDCUOOTEN-Y JPXFSGGSA-N 0C1=CC=C (C=C100) C20CC3C (0CC23) C4=CC=C (00) € (0C) =C4

132 1.008 33712189 Pesticidef Fem::‘)f’az‘J]t‘;lzliHlli(:]E;L t‘(41;(;"1’]1:2:‘;)“91"‘"?K’Z""‘“"y]’2’(IH’ M+t 337. 121 CIOHI7CINA dj:‘r""ﬁ;‘;‘)}q’:" ) RQDJADAKIFFEKQ-UHFFFAOYSA-N NHCC (C=LC=CC=CC1) (CN2N=CN=C2) CCC3=CC=C (C1) C=C3

133 1.009 603. 15314 LR, 2:"}5”55{)\:2 fﬁ{fz’ffjfth:i")ft’d‘r’jf[(qEn);s:v(]'ﬁl]‘ytd}"f’]”"r}‘)‘f‘,y}()ff”p’z’ D]+ 603. 14728 301128012 Flavonoid O-glycosides MXLIDYXKRCYRPL-SVQBVATGSA-N o=cloccioc <0C2(;C:(:(?)<rcl(;n>c « . (;]()Or):c(::a)c(o) =c20)¢

434 1.009 123. 05582 2-Acetylpyrazine D]+ 123.0553 C6HEN20 Aryl alkyl ketones DBZAKQWX ICEWNW-UHFFFAOYSA-N €C(=0)clencenl

435 1.009 229. 01082 D-RIBOSE 5-PHOSPHATE D)~ 229,011 C5H1108P Pentose phosphates PPQRONHOSHZGFQ-UHFFFAOYSA-N 0-CC(0) € (0)C(0) COP (=0) (0)0

436 1.009 237.01511 Methazolamide D]+ 237.013 C5H8N40352 | Thiadiazole sulfonamides FLOSMHQXBMRNHR-UHFFFAOYSA-N 0=C(N=CISC (2N10)$ (=0) (=0)N) €

437 1011 207. 01566 2-Naphthalene sulfonic acid Di-H- 207. 01215 101803 | 2-naphthalene sulfonates KVBGVZZK JNLNJU-UHFFFAOYSA-N c =0 (C=CC2=C1)$ (0) (0)=0

438 Lot 241. 03622 4,6, 8-trihydroxy-T-methoxy-3-methy1-3, 4-dihydroi sochromen-1-one D]+ 241.03632 C11H1206 HVdri’:i‘f’:i‘i]t acid ZLLQQKITWRWKTD-UHFFFAOYSA-N 0-C10C(€) € (0)C2=CC (0) =C (00) € (0) =C12

439 1011 218. 06564 0-Succinylhomoserine Di-HI- 218. 06702 CSHI3N06 L-alpha-amino acids GNISQJGXJ IDKDJ-UHFFFAOYNA-N 0-C(0) CCC (=0) 0CCC (V) € (=0)0

1440 Lot 275. 04526 Ursinoic Acid i) 275. 04794 CI5H1605 2’??"’2?213{" XUXBOSSCHLZGTA-UHFFFAOYSA-N 0-C(0) CC (=0) C1=CC=C (0C) C=2C=CC (0C21) ()€

441 1,014 765. 20166 (95 38 14 E;zg\')gs;[ Eﬁ:"i g: 55')767 (;1‘dl’:f”’[iﬁ:"{i’(:’i‘y“'f17'”]11)’?0 Lo [M+H]+ 765. 20203 C32H38019 | Flavonoid-7-0-glycosides LKVIDBLGZHMPCY-HLAATANNSA-N OZCIC(:&22:;C?gﬁ(g?ffoﬁcg)f(g)i(?;)isfg(cj(:);;gc: e

1442 1014 329. 00366 Furosemide D~ 329.00046 | CI2H11CIN205S | Aminobenzenesul fonamides ZZURCTLCJUNOSV-UHFFFAOYSA-N €=10=C (CNC2=CC (=C (C=C2C (=0) 0) S (N) (=0)=0) C1) OC1

1443 1.016 173. 02065 sn-Glycerol 3-phosphate DiH]+ 17302095 C3H906P Glycerophosphates AWUCVROLDVIAJX-GSVOUGTGSA-N 0C[C=H] (0)COP (0) (0)=0

444 1018 236. 11203 N-(9-oxodecyl) acetanide [+ 236. 11226 CI2H23N02 Acetanides JRJBNKJICGFLDP-UHFFFAOYSA-N 0-C(C) CCCCCCCON=C (0)C

145 1018 257. 00549 PFCA-H [~ 257. 0054 C6H5FT03 PFSA NYXWTWRATMQVGT-UHFFFAOYSA-N 0=C.(0) COCC (F) (F)C(F) (F)C(F) (F)F

446 1.019 94.98025 Methanesul fonate D]~ 94. 98083 CHA03S Organosul fonic acids AFVFQIVMOAPDHO-UHFFFAOYSA-N €5(0) (0)=0

147 1.02 10716507 | AR RIS, ?';l z)f((; (mimmztf\vi;]‘zetiﬁuj;—;ﬁid‘l(:nﬂ zegfﬁjihm”en 6 D]+ 107. 16599 C211H2608 Phenolic glycosides WYILKFILAZPSRT-MEAUJJKLSA-N 0C1=C (0C20C (C0) € (0) € (0) €20) C=3C=CC=CCIC=0C (C) (C)CCC14

1448 1.02 183. 00534 2, 4-Dini trophenol D) 183. 00475 C611AN205 Dinitrophenols UFBJCMHMOXMLKC-UHFFFAOYSA-N C1=CC (=C (C=CIN(=0)=0) N (=0) =0) 0

149 1.02 218, 03207 Ornidazole [~ 218. 0338 CTHL0CIN303 Nitroimidazoles IPWKTXLWTCNBKN-UHFFFAOYNA-N 0=N(=0) C1=CN=C (N1CC (0) CC1) €

150 1021 32900134 iodinated analogue of makaluvone D]+ 329 [CLIHIOIN202]+ Pdvfr‘:‘ll"”% ‘3':‘11‘7 NMSZMSNHNYDJLD-UHFFFAOYSA-0 0-C1C (=0) C2=C3C (ON2C) CC[NH2+] C3=C1T

451 1.021 140. 99435 Phosphonoacetic acid DiH]+ 140. 99474 C2#505p | Organic phosphonic acids XUYJLGHKOGNDPB-UHFFFAOYSA-N 0-C(0)CP (0) (0)0

152 1.023 239, 03094 Sphondin [+ 239. 03046 C120804 Angular furanocoumarins DLCINIBLOSKIQH-UHFFFAOYSA-N 0-C10C=2€ (C=C1) =CC (0C) =C30C=CC32

153 1.027 338, 98691 “FRUCTOSE 1, 6-BIPHOSPHATE” [~ 338, 98801 C6H14012P2 Hexose phosphates XPYBS IWDXQFNVMH-UYFOZJQFSA-N 0=C(COP (=0) (0)0) € (0) € (0) € (0) COP(=0) (0)0

454 1.031 27705878 3-(5, 7-dinethoxy-4-oxochromen-2-y1) propanoic acid Di-HI- 277. 0603 CL4H1406 Chromones AKJTPZYHXYQVJ T-UHFFFAOYSA-N 0=C(0) CCC=1002=CC (00) =CC (0€) =C2C (=0) C1

155 1.033 319, 04214 Disulfiram D]+ 319. 01099 CLOH20N2$4 Thiuran disulfides AUZONCFQVSFAP-UHFFFAOYSA-N S=C(SSC(=$)N(CC) CON(CO)CC

156 1.033 233, 04124 Quebrachi tol D]+ 233. 04219 CTH1406 Cyclohexanols DSCFFEYYQKSRSY-UHFFFAOYSA-N 0C1C(0) C(0)C(0C) € (0)C10

457 1.035 608. 08636 Uridine-5-diphosphoacetylgalactosamine [M+H]+ 608. 08887 C17H27N3017P2 Pm"‘i‘“:f i‘;‘"l‘""“‘" LFTYTUAZOPRVMI-UHFFFAOYNA-N O=CIN=C(0) C:CNICZOS)(E'ONI’:(;?()))(((‘)))?FO(): (9) 0(0) 0c3oceococe

458 1.036 535. 03558 UDP-xylose [M-H]- 535. 03717 CI4H22N2016P2 N ‘E :Z \],mw‘d«]»n?m DQQDLYVHOTZLOR-OCTMBMBZSA-N olctt ([OC)’;{C]:(H(%OPO()O(; éf;WO(P}(CO:)H(TF(;:)N[ICC’EC]CZ?&[fh’gljzg» el

159 1.039 166. 97424 PHOSPHO (ENOL) PYRUVIC ACTD Di-HI- 166. 97501 C3H506P Phosphate esters DTBNBXWJWCNCIK-UHFFFAOYSA-N 0-C(0)C (0P (=0) (0) 0)=C

160 1.04 463, 04724 4-Hydroxyglucobrassicin D) 146304868 | C16H20N201082 | Alkylglucosinolates CSWYCLLHRFFFLG-UHFFFAOYNA-N 0-5(-0) (D) ON=C(SC10C(C0) C(S,)g((» C10) CC2-CNC=3C-CC-CO)

161 1.045 585.13806 | [, 7;R[ ?;&R)fff?:i‘t 5(;'“T;’[’;’:S;ﬁ;"“]‘n'f17"?"’,':2?;‘1]n‘“]’{(“?‘;[j";niqi D]+ 585. 1369 27130012 Is“il"’(f”"‘f:l“' o RIXHOTPNPVCEHZ-WIYOTHCASA-N OZCIC(:COCZZCCmcgfc(,()cgEf?%ﬂfggﬁ?i12)6:46:“<OC5

162 1.045 203. 14989 Asymmetric dimethylarginine D]+ 203. 15025 C8HISNA02 [ Arginine and derivatives YDGMGEXADBMOMJ-LURJTHIESA-N CN(O)C(=N)NCCCIC=HT (€ (=0) O)N

163 1.045 112, 96481 Perfluorooctanoic acid Di-H- 112, 96643 C8HF1502 ‘ar';e"fll“;‘r‘ilikdy{m i SNGREZUHAYWORS-UHFFFAOYSA-N ceeeeeee® ®n on g;)m BB ®H OB O (

164 1.046 176. 01884 1-Isothiocyanato-4- (methylsulfinyl) -butane [M-H] 176. 02094 CBH1INOS2 m”“’”L"‘;thi]tmakd”w" SUVMJBTUFCVSAD-UHFFFAOYNA-N € (=0) CCCON=C=S

o o sz ot0m |2 B Iy arosyphenyT) =5, S-aihydroxy=T-methosy =~ (25, 3R, 1%, 5K, 653, 1, 5~ [ o oin1e o202 | Flavomoid3.0-glycosides P TUBUBYQIVEP T QJCRACTOSA O=CICT0C20C O T C{0) 20 =COCE=C B C 00 CC @ CIHT
tribvdroxy-6yethvloxan-2-vlloxvehronen—4-one =AC=CC=C(Q)C4

166 1.047 259. 02002 Carbnazepine D]+ 259. 0192 CI5HI2N20 Dibenzazepines FFGPTBGBLSHEPO-UHFFFAOYSA-N N=C (0) N1 C=20=C0=CC20=C0=30=CC=CC31

167 1048 266. 9931 Dichlorophen Di-H]- 266. 9985 CI3H10C1202 Diphenylmethanes NDNWOSOZYLHTCG-UHFFFAOYSA-N C=10=C (€ (CC2=CC (=CC=C20) C1) =CC1C1) 0

168 1.05 149. 02304 Phthalic anhydride [+ 149. 02332 C81403 Phthalic anhydrides LGRFSURHDFAF J T-UHFFFAOYSA-N 0=C10C(=0) 12

169 1.05 189. 1597 Propamocarb D]+ 189. 15976 C9H20N202 Carbanate esters WZZLDXDUQPOXNH-UHFFFAOYSA-N €CCOC (0)=NCCON () €

170 1.05 325. 04221 Uridine 5 -monophosphate D+ 325. 04315 COH13N209P R ‘E ‘V,i‘]}"‘w‘di“fd‘ DJJCXFVJDGTHFX-UHFFFAOYNA-N 0=CIN=C(0) C=CN1C20C (COP (=0) (0)0) €.(0) €20

471 1.052 146. 11703 Acetyleholine D]+ 146. 117 CTHIGNO2 Acyl cholines OTPILFWXSYKGL-UHFFFAOYSA-N €C(=0) 0CCIN+] (©) (O)C




Lignans, neolignans and

—C(C1=CC=C E =C(C (=0) C2=CC~ =2
472 053 357. 02502 (E)-1, 4-bis (4-hydroxy-3-methoxypheny1) -2, 3-dimethylbut-2-ene-1, 4-dione Do)+ 357. 02454 2012006 T e ZTNYRNGTBAGY 17-VAWYXSNFSA-N O=C(CI=CC=COCO=CD C(,(C( O CACCOIC00 =)0
N .
473 053 225. 01572 Xanthotoxol DM+H] + 225.01601 C11H604 8-hydroxypsoralens JWVYQQGERKEAHN-UHFFFAOYSA-N 0=C1002=C (0) C=30C=CC3C=C2C=C1
7 074 398, 07431 Dysidin D]+ 398. 069 cionzzciavos | S”bs‘,‘]“i‘l;ei(:“f;‘f”xyllc PXUALOWHEHOKSO-S0X0QJGTSA-N 0-C(C=C(00) CC(C) € (C1) (C1) CHNIC(=0) C=C(0C) C1C(O)C
475 083 405. 00891 Uridine 5 ~diphosphate D 405, 00946 COH14N2012P2 vanmul\n? YCCTYIAWTASOJH-XVFCHESISA-N 0[C=H] 1[C=H] (COP (0) (:o)pP(o) (f)):o)o[(,:H] ([C=H]10)N1C=C
ribonuclooside CO=NCI=0
476 086 307. 04114 Techtochrysin (M1 + 307. 04001 C16H1204 7’?;"}“:'::%3“‘“ TRZVHDLBAYNPCT-UHFFFAOYSA-N 0=C1C=C (0C=2C=C (0C) C=C (0) C12) C= c3
. p N Pyrimidine nucleotide 3 - OC[C=] 10TC-] (0P (0) (-0)OP (0) (-0) 0C[C-HJ 20[C=H1] ([C-1] (
.08 5. 04 UDP-D-glucose 1~ 565. 04773 5H24 < WRP- JZMIEXBBSA- ! ! . !
477 086 565. 04608 DP-D-glucose [M-H] 65. 0477 C15H24N2017P2 s HSCJRCZFDFQWRP-JZMTEXBBSA-N 0 [CoH120) N2C-CC () -NC-0) Lot (0) [Cott) (00 [C-1 10
1478 088 265. 13943 9-hydroxyparthenolide [M+H]+ 265. 14001 C15H2004 "e”“;“i:i;dei and RZUCCKARTVHQBI-CVZYAWEWSA-N 0-C102C30C3 (€) CCC=C (€) € (0) CC2C1=C
479 088 213. 02667 Juarezic Acid [M+H]+ 213.03123 C11H1002 Styrenes FE1QOMCHGDNVHN- KBXRYBNXSA-N 0=C(0) C=CC
180 .092 185. 03188 Glutamine (L) [MsH] + 185. 0323 C5H10N203 L-alpha-amino acids ZDXPYRJPNDTRX-VKHMYHEASA-N 0=C(0)C (N C
481 094 113, 05945 1, 4-Cyclohexanedione DM+H] + 113, 0597 61802 Cyclic ketones DCZFGQYXRKMVFG-UHFFFAOYSA-N 0=C1CCC (=0) CC1
N . - — I Pyrimidine nucleotide ; N CC0) =NLC=H] 1[C=H] (0P (0) (=0 0P (0) (=0) 0C[C-J 20[C-1] ([C
. 098 ] 5 dinhosoho N-ac - ) : ; AZOPRYMI-CFRASDGPSA-
482 095 606. 07379 Uridine 5’ -diphospho-N-acetylglucosamine [M-H] 606. 07428 CITH27N3017P2 B LFTYTUAZOPRMMI -CFRASDGPSA-N ] () Lo 12020 CC () NCR-0 0Lt ] () Lo (@) LCoHLL
183 096 608. 0863 Uridine-5-diphosphoacetylglucosamine [M+H] + 608. 08887 C17H27N3017P2 Pm“‘”“": :r“(]e”“de LFTYTUAZOPRMMI-UHFFFAOYNA-N O=CIN-C(0)C=C CZO(())(E’,OP(Lf?()))(g)gif)’géo)0(‘3 C(coycoc
P o —dihydroxy—2- (1-hydroxyethy a Xymethyl]-4— Glutamine a =C 2CC (=0)NC1=CC=C =C1C0C (= ) C
1 B 15 00127 Zamino=5-[2- (2. 3-4ihydrosy—2-(-hydroxyothy D butanoyTToxsmethy -1 o~ 30013 P Glutamine and e T — OO T CCC FONCI=CCC ) LI (DT T 00
hvdroxvanilinol “5-oxonentanoic acid derivative C
185 Bl 127. 03925 Dihydro-4, 4-dimethy1-2, 3-furandione DM-H]- 127. 04007 61803 Gamma butyrolactones HRTOQFBQOF TFEE-UHFFFAOYSA-N 0=C10CC(C1=0) (€)C
186 101 132. 02939 D-ASPARTATE DM-H]- 132.03 CAHTNOA Asp‘;r;?ia‘:‘;mf"d CKLIMWTZIZZHCS-UHFFFAOYSA-N 0-C(0)CC(N)C(=0)0
187 102 356. 08932 Balsalazide [u-11) 356. 08881 CL7HI5N306 fleta ;‘"Lfi"f“‘]:y”‘s and KONZVQIABTUMFX-UHFFFAOYSA-N 0-C(0) C1=CC (-NNC2=CC=C (C=C2) € (=0) NCCC (=0) 0) C=CC1=0
— Py e Fve— oy T = R =T T T o
158 05 22, 1097 @2~ (Z-methoxybenzyTidene) -9~ (oyridin-3-yD) -8, 9-dihydro-2i-Turo[Z, 3 o . 10001 oINS rone flavonoids P THRGSTAZROAD JATQZAGSSA O=CI0C2=CC=CaC (=0) C0C3-C2C (C=1C-NC-CCA) C) =CC-50-CC=C
flchronene 3, 7-dione CH0C
489 .105 164. 09171 N, N-dimethy1-7H-purin-6-amine DM+H] + 164. 09 CTHING 6-alkylaminopurines BYTAOQUSVZHOJM-UHFFFAOYSA-N NI=CN=C (C=2NC=NCI2)N (€) C
490 .106 189. 1602 “NEPSTLON, NEPSTLON, NEPSTLON-TRIMETHYLLYS INE” D]+ 189. 16 C9H20N202 Alpha amino acids MXNRLFUSFKVQSK-UHFFFAOYSA-N 0-C([0-])C(N) CCCCIN#] (0) (0)C
491 .106 29111734 120168 [M+H]+ 291. 12201 C16H1805 Diphenylethers WIOKWE JDRXNVSH-UHFFFAOYSA-N 0C=1C=C (0C) C=C (C10C=2C=C (C=C (0C) €20) €)C
. - o oo- | dimethyl 3,3 —(2, 5-dihydroxy-3, 6-dioxocyclohexa1, &-dienc-1, &-diyD) bis (3- N " R - — . o G=C (00) COCI=CC=C (C=C100) C (C=2C (=0 C (0) =C (€ (=0) C20) C (C3
192 106 723.19165 e (o ey e Ly nt ) D]+ 723.19 C34H36016 Dalbergiones CTHGTKFGHBFZGP-UHFFFAOYSA-N O 00) 0 L) LN (OO
§ . Straight chain fatty . . . -
493 .108 146. 11807 DEOXYCARNITINE [M+H] + 146. 12 CTHIENO2 e JHPNVNTEXXLNTR-UHFFFAOYSA-N 0=C([0-]) CCCIN+] (€) () C
494 .108 382. 08154 Metsul furon-methyl DM+H] + 382. 08157 CL4H15N5068 Benzoic acid esters RSMUVYRMZCOLBH-UHFFFAOYSA-N €0C (=0) C1=CC=CC=C1S (=0) (=0) N=C (0) N=CINC (0C) =NC (C) =N1
1495 .108 139. 05795 Salicylic Acid [M+H] 139. 05215 26114409 | Medium-chain fatty acids MINDHVHHQZYEEK-HBBNESRFSA-N eCeco ,(,oc(:o)(,:c(r,)t;(,)mcc(r,t Aezc@eoocLe
196 .109 161. 09158 Ma-Ala [MeH] + 161. 09207 C6H12N203 Dipeptides DEF JQIDDEAULHB-UHFFFAOYNA-N 0=C(0)C(N=C (0) C(N) €)Y €
497 1 33710931 & ~hydroxy-2', 4,6’ ~trimethoxychalcone [M+H] + 337.10999 CI8H1805 Cinnanylphenols FQZORWOCAANBNC-RVKNXTFCSA-N 0=C (C=CC1=CC=C (0C) C=C1) C=2€ (0C) =CC (0) =CC20C
198 111 266. 08737 ADENOSTNE DM-H]- 266. 08899 CIOH13N504 Purine nucleosides OTRDTQYFTABQOQ-UHFFFAOYSA-N 0CC10C (N2C=NC=3C (=NC=NC32) N) C (0) C10
499 B 624. 13531 Quercetin-3, 4’ ~0-di-beta-glucopyranoside [M-2H]2 624. 13318 27130017 | Flavonoid-3-0-glycosides RPVIQWDF JPYNJM-DEFKTLOSSA-N ?L i‘l'(’('nl?[,(;:”“()?( ,(0[;:»)1] 40[;;}!]‘528)‘
o0 e 16, 20062 T-oxo-8-propy1-1, 2,3, I-tetrahydrocyclopentalc]chromen-T-y1 2-(1- o =16, 20001 CBINOGS Phenylalanine and BPRLDRRUG JaL K UHFFFAOYSAY 0=CL0C=2CC (OC (<0 (S (=0) (=0) CB=CC-CTC=C3)0) CC=1C=0C=
nethvlohenvlsul fonanido) -3-phenvlpropanoat derivative COANC( )C0C
501 113 246. 09019 Salsolidine DM+H] + 246. 0891 CIZHITNOZ | Tetrahydroisoquinolines HMY JLVDKPJHJCF-UHFFFAOYSA-N 0(C=10=C2C (=CC10C) € (NCC2) €) ¢
502 115 149. 00819 ” (R, R) ~TARTARIC ACID” DM-H]- 149. 009 C4H606 5”3“;3:1?5 i"d FEWJPZTEWOKRBE-UHFFFAOYSA-N 0-C(0)C(0)C(0)C(=0)0
503 116 267.10773 1~ (3-carboxypropyl) -3, 7-dimethylxanthine [M+H] 267. 1088 CLIH14N404 Xanthines WKASGTGXOGALBG-UHFFFAOYSA-N CNIC=NC2=C1C (N(CCCC (20) 0) € (N20) =0) =0
504 17 294. 08142 1-eyclopropyl-6, 7-dif 1“"“”1’q:"i”‘y]‘i“’f’i’“d“‘h"”"1’““”370““'”1”“"3’ [M-H]- 294, 07999 CLAHIIF2NOA Q““‘”l“‘: ]”(;”'b”‘“lw WQJZXSSAMGZVTM-UHFFFAOYSA-N 0=C (0) C1=CN (C2=C (00) € (F) =C (F) C=C2C1=0) C3
Jic ac .
505 17 191. 10196 DL-alpha, epsilon-Dianinopimelic acid DM+H] + 191. 10263 CTHLAN204 Alpha amino acids GMKMEZVLHJARHF-UHFFFAOYNA-N NC(€CCC (N € (0)=0) € (0) =0
Ty P e — -
506 17 543. 13031 Nometasone furoate D]+ 543. 13098 commsocizop | Cluce/mineralocorticoids WOFMFGQZHJDGCX-RRDYVFDESA-N O=CIC-CE2 CECDEOCSCCC O C(OCC0) C=500-CCH) (0 eCt
_ i __ progestogins and 04O CCOC3CNC
507 118 293. 07399 Pesticided Acetamiprid CIOHIICING_ (1E)-N-L(6-chloropyridin-3-yDmethyl]= [M+H] + 223. 07401 CIOH11CINA 2-halopyridines WCXDHEDTOYPNIE-RIYZ THGNSA-N NECN=C (N(C) CC1=CN=C (C1) C=C1) C
N —cvano-N-ethvlethaniyidanide
508 119 273. 08069 6 7-bis (hydroxymethyl) 4, 9a~dimethyl-2,7, 8, 9-tetrahydro-1H- [M+H]+ 273. 08112 C15H2203 Cyclohexenones DPBOXKYWJVXMAW-UHFFFAOYSA-N 0=C1C (=C2C=C (C0) € (C0) CCC2 (C) CC1) C
benzo[7lannulen-3-one i i
509 119 90. 05459 beta-Alanine D]+ 90. 05495 C3HTNO2 Beta K;’L"fl“\"u“f‘bd* and UCMTRNVETXFBKS-UHFFFAOYSA-N 0-C(0)CCN
510 119 145. 06117 L-GLUTAMINE D]~ 145. 061 C5H10N203 Alpha amino acids ZDXPYRJPNDTMRY-UHFFFAOYSA-N 0-C(0)C(N)CCC (=N
511 12 165. 04128 3-Methylxanthine [M-H] 165. 04179 C6HENA02 Xanthines GMSNTKWWOQHZGE-UHFFFAOYSA-N CNIC2=C (N=CN2) € (0) =NC1=0
512 121 137. 02353 4-HYDROXYBENZOATE [M-H]- 137.024 CTHE03 H”d’::‘y"“i:“”: acid FJKROLUGYX JWQN-UHFFFAOYSA-N 0=C(0)C1 2(0) C=C1
513 122 209. 0675 1,3, 7-Trimethyluric acid DM-H]- 209. 06801 C8H10N403 Xanthines BYXCFUMGEBZDDT-UHFFFAOYSA-N 0=C102=C (N=C (0) N2C) N (C (<0)NIC) C
514 122 382. 1347 2-[[1- (4-nitrobenzoyl) pyrrolidine-2-carbonyl]aminolbenzoic acid [M-H]- 382. 13391 CI9HITN306 Acylaninobenzoic acid IXQCQOLLSMIABK-UHFFFAOYSA-N o-ce=t CIN-COCNCEO G-CC-CECHNED-0)C

and derjvatives

CCZ




1, 1" —azanediylbis (3-methyl-2H-naphtho[1, 2, 3-de]quinoline-2, 7 (3H) ~dione)

515 123 s CAOH33NG WATGFCJFBXWBL U /SA-
515 123 504. 18906 P DMt + 504.19 CAOH33N3010 Anthracenes VWATGRCJFBXWBL-UHFFFAOYSA-N AN
516 123 251. 05205 Perseitol DM+H] + 251. 0528 CTH1607 Sugar alcohols OXQKEKGBFMQTML-UHFFFAOYSA-N 0CC (0)C(0)€(0)C(0)C(0) CO
517 124 483.10959 Parishin £ D]+ 483.10999 C19H24013 Phenolic glycosides XATUTKHLNZBMEG-UHFFFAOYSA-N 0-COCO €0 OM(ZO)Q(;LC%C?L:L (occcococoe
518 125 367. 13229 GE, 12£)=3, 12-dinethyl-8-methylidene-6, 18- ~ [M+H]+ 367. 13062 20112404 Diterpene lactones KTYZKXFERQUCPX-SPUCVATDSA-N 0=C10C2C=C10CC=C (C) CCC3C (=C) € (=0) 0C3C=C (C) €2
dioxatricvclol14,2,.1,02,2] 12.16(19) ~triene-7,17-dione
519 125 305. 08261 5, 7-dimethoxy-2-phenyl-4H-chromen—4-one [M+H]+ 305. 07999 CL7H1104 7’?;"}“:'::%3“"1 JRFZSUMZAUHNSL-UHFFFAOYSA-N 0=C1C=C (0C2=CC (0C) =CC (0C) =C12) C=3C=CC=CC3
520 125 257. 08453 Flavan-3-ols + 30 DM+H] + 257.082 CI15H1405 Flavanol 0-glycosides RSYUFYQTACJFML-DDOUFSBINA-N 0C1=CC=C (C=C1) C30C=2C=C (0) C=C (0) C=2CC3 (0)
521 125 321. 05811 fuzhuanin A DM+H]+ 321. 05899 C15H1208 I-benzopyrans QCFAYXTTEXFSLB-QMTHXVAHSA-N 0-C (0) C=10C (=0) C=C (C1) C20C=3C=C (0) C=C (0) C3CC20
522 125 616.20166 JACAGLABROSIDE B Dw2i] 2+ 616. 20245 30130013 Saccharol ipids ATFVEVGRVAMEBM-GSQTHVKLSA-N ZO[(,’[ (3((;02?:))1((2(
523 127 146. 09229 4-Guanidinobutanoic acid D1+ 146. 09239 C5HLIN302 G“""""(s:f;‘ff’ aeids and TUHVEAJXIMEOSA-UHFFFAOYSA-N NN
524 127 221, 04111 4-hydroxy-3, 5-dimethoxybenzoic acid [M+Na]+ 221. 03999 C9H1005 (’aiix”u N IMSVCTHVENCHDZ-UHFFFAOYSA-N 0-C(0) C1=CC (00) =C (0)C (00) =C1
525 128 445.1189 baicalin DM-H]- 145, 12244 C21H18011 Favonoid 7-0 IKITZLYTTSPENT-ZFORQUDYSA-N o-cOcrococ ceoe
glucuronides Q0CcOo
526 128 112. 05007 Cytosine [M+H] 112. 05054 CAHBN30 Pyrimidones OPTASPLRGRRNAP-UHFFFAOYSA-N clenc ([nH]e1=N) 0
] . o oor T I o ) N - R - e e 0CTC=H]10TC=H] (OF (0) (=0) 0P (0) (=0) OC [C=HJ20[C=H] ([C=H] (
527 128 604. 06958 Guanosine 5’ ~diphosphate-D-mannose [M-H] 604. 06989 C16H25N5016P2 | Purine nucleotide sugars MVMSCBBUTHUTG J-GDJBGNAASA-N 0 Tt 2NN )N 30) L] (0) Lol (0) Lot 1
528 128 193. 07103 Methyl-beta-galactopyranoside DM-H]- 193. 07176 CTH1406 0-glycosyl compounds HOVAGTYPODGY JG-UHFFFAOYNA-N 0CC10C(00)€(0)C(0)C10
_ (25, 35) 3 hydroxy 2 () 2 ((S) 2 (2 hydroxy 4 oxoquinazolin 3 (4l y1) 3 A - - " 0-C (0) C (N (=0) C (NC (=0) C (N1C (=0) C=2C-CC-CCZN-C10) CC3-CN
: : 5291 ’ +H]+ : s SANLSAZTC- VA
529 13 522. 20026 L L3 D) oo da) o o et e i [M+H] 522. 20001 C26H27N507 Oligopeptides JZZ0GGANLSAZTC- TMSTLTBVSA-N AR O CC
530 131 380. 09595 Atalaphylline [M+H]+ 380. 09744 C23H25N04 Acridones GLXYKTASI IUSRC-UHFFFAOYSA-N 0=C1C=20=CC=C (0) C2NC3=CIC 2‘4,(c(0)7(,3cc7r,<(,)(,)cr,7( ©
304 5= X y N = = 20
531 132 162.17926 Morphine 3 Glucuronide [MeH]+ 1462. 17587 C23H27N09 Norphinans WAEXKFONHRHFBZ-UHFFFAOYNA-N CNICCC23CA0Cs C(OCGOC(CES)()if(g}iGO)C<O) O)C=CC(ecicze=C
532 132 151. 06015 Xylitol [M-H]- 151. 0612 C5H1205 Sugar alcohols HEBKCHPVOTAQTA-UHFFFAOYNA-N 0CC (0)C(0)C(0)CO
533 133 253. 0808 Osthenol D]+ 253.08 C14H1403 7-hydroxycoumarins RAKJVIPCCGXHHS-UHFFFAOYSA-N 0-C1002=C (€=C1) C=CC (0) =C20C=C (C) €
534 133 219. 02779 THEOBROWINE [M+H]+ 219. 02788 CTHNA02 Xanthines VAPQBXQYLJRXSA-UHFFFAOYSA-N 0=CIN=C (0) C2=C (N=CN2C) N1C
535 133 203. 05363 Theophylline Do)+ 203.05 CTHNA02 Xanthines ZFXYFBGTUFBOJW-UHFFFAOYSA-N 0=C1C=2NC=NCZN (C(Z0)N1O) €
536 133 149. 04483 Xylose DM-H]- 149. 04555 C5H1005 Pentoses PYMYPHUHKUWMLA-VPENTNKCSA-N 0-CC(0)C(0)C(0) CO
- o 00, L1655 2,6 dihydroxy 3 mesityl 5 (1,;,4:1? ;)efr;::ydrmsoqmnolm TyDpyrimidin o 00, 11999 CoZIN305 | Totrahydrotsoquinol inos R ——— 0-CIC(=C(O)N-C(0) NIC= :L(,B(:LLZ()L)(,)u\/LL(,:.1L:(L:(,(,.1
538 135 221. 06551 Ethyl-beta-glucuronide [M-H] 221. 06668 C8H1407 0-glucuronides W JBVMJWSPZNJH-UHFFFAOYNA-N 0=C(0)C10C(0CC) € (0) C(0) C10
539 136 274.1871 4-hydroxy-2-octylauinoline 1-oxide:Series 4 HAQ C8 [MeH] + 274. 18201 C17H23N02 ﬂ'th]y‘t;‘:‘;]’fn; URKYWOFQJOMY TL-UHFFFAOYSA-N 0=N=10=20=CC=CC2C (0) =CC1C00CC0CC
/1
540 .136 193. 02975 Citric acid D]+ 193.03 C6H807 Tr”arzxﬁfile_ds and KRKNYBCHXYNGOX-UHFFFAOYSA-N 0-C(0)CC(0) (C(=0)0) CC(=0)0
541 136 310. 11194 N-Acetylneuraminic acid DM+H] + 310.11325 CLIHI9N09 N-acylneuraminic acids SQVRNK JHWKZAKO-PFQGKNLYSA-N CC(-N[C=HJTLC=H] (C[C=] (c)g:)té))%))g)>ou:u,m:lu {Tc=1] (0
, T6 13, 4 dihydroxy 2, 5 bis (hydroxymethyl) oxolan 2 y1Joxy 3, 4,5 - Coumaric acids and P — 0=C (0CCTOC (0CZ (0C (C0) C (0) C20) C0) C (0] C (0) C10) C=0C3=00=C
542 137 L 200 | el (1 (h e b e L ot 2 caatc [M+H]+ 541. 14386 130014 P XMBZZLUTFFOAHR-HVKANZROSA-N 000
543 137 305. 13281 Octyl gallate Do)+ 305.13 C15H2205 Galloyl esters NRPKURNSADTHLJ-UHFFFAOYSA-N 0=C (00CCOOCCC) C1=CC (0) =C (0) € (0) =C1
) VR T I Anthocyanidin- P COCI=CC (-CC (0C) ~C10) CI=C (0C-HJ 201C-H] (CO) [C-H] (0) [C-H
544 138 509. 12595 Malvidin-3-0-beta-D-galactoside [M-H] 509. 12952 23125012 R PXUQTDZNOHRWLT-XSEKTTEYSA-0 1000 LC-1190) 0o (e (0) =0T 011
545 138 361. 04913 Vulpinic Acid DM+H] + 361. 04727 CI9H1405 Butenolides OMZRMXULWNMRAE-BVRADRMJSA-N 0-C10C (€ (0) =C1C=2=CC=0C2) =C (C (=0) 00) C=3C=CC=CC3
546 139 348. 06934 ADENOSINE 5’ -MONOPHOSPHATE [M+H]+ 348. 07001 clomnsorp | Purine ”}”’“”?::S’de UDMBCSSLTHHNCD-UHFFFAOYSA-N 0=P (0) (0) 0CC10C (N2C=NC=3C (=-NC=NC32) N) € (0) C10
547 139 181. 07068 Manni tol [M-H]- 181. 07176 6111406 Sugar alcohols FBPFZTCFMRRESA-UHFFFAOYNA-N 00C(0)C(0)€(0)C(0)CO
548 14 235.12791 Asarylaldehyde DM+H] + 235. 12737 C10H1204 Benzoyl derivatives TAJBQAYHSQTQRE-UHFFFAOYSA-N 0=CC1=CC(0€) =C (0C) C=C10C
549 14 22202815 quinnerac DiH) + 22203163 CLIHSCINOZ Q”]“"l"‘f_ f;,rb”y“c ALZOLUNSQWINIR-UHFFFAOYSA-N CC1=CC=2C=CC (=C (C2N=C1) € (=0) 0) C1
550 141 193. 07028 Quinic acid [+t 193. 07001 CTH1206 QuI;!;i::“]df and AANZDTNXLSGCEK-TUNDHVGDSA-N 0=C(0)CL(0)CC(0)C(0)C(0)Cl
551 142 307. 07846 (-)Gallocatechin (GC) D]+ 307. 082 C15H1407 Epigallocatechins XNOCLSLCDHWDHP-DOMZBBRYSA-N =€ (0) €2=C (0C (C3=CC (0) =C (0) € (0) =C3) € (0) €2) C1
552 142 151. 03467 2-Mercaptobenzimidazole DM+H] + 151. 03244 CTHENZS Benzimidazoles YHMYGUUTMTVXNH-UHFFFAOYSA-N C1=CC=C2C (CDN=C (N2)'$
— - —— —e -
553 143 41108875 (3" (4 hydroxy -3 methoxybenzoyl) 2, 5 dinethyloxiran 2-y1}- (1 hydroxy -3 DiH]+ 411.08405 C20H2007 Dibenzylbutane lignans ZDIWTWORZULMCQ-UHFFFAOYSA-N O-C{E=CCCOTCOO=CD (02 (CEO G-Ce-CO (00 -C3)
pethoxvphenvl)pethanone 0c
o1 s 16, 15000 2-((I3-ally1-5-oxo-8H-benzolc] indolo(3, 2, 15 JTT1, ST naphthyridin-12- o 16, 11999 oI TndoTonaphthyridine PO ——— N
/1) oxv) N-cvclonropvlacetanide alkaloid
555 144 277.0318 3, 5-dihydroxy-7-methoxy-6-methyl-1-oxo-3H-2-benzofuran-4-carboxylic acid [M+H]+ 277. 03186 Cl1H1007 ‘\‘H’h;}e‘ﬁ{:[?‘:d and MUGQOWYFWURKCM-UHFFFAOYSA-N £(=0)0C (0)C12)C
556 145 79. 02095 Dimethyl sulfoxide DM+H] + 79.02121 C2H60S Sulfoxides TAZDPXTOMUYVGZ-UHFFFAOYSA-N 0=5(0)C
557 145 118. 05053 Homoserine DM-H]- 118. 05096 CAHONO3 L-alpha-amino acids URAUYVFTDYCKQA-UHFFFAOYNA-N 0-C(0)C(N)CCO




d and

558 145 275.12375 L-Saccharopine [M-H]- 275. 12485 C11H20N206 ZDGJAHTZVHVLOT-YUMGZZPRSA-N NLC=H] (CCCONLC=H] (CCC(0)=0) € (0)=0) € (0) =0

559 147 317. 11499 Heptelidic acid chlorohydrin 130129 DM+H] + 317. 11499 CI5H21C105 Terpene lactones BJGUEPXNQKBVBW-RTWAVKEYSA-N 0=C (0) C1=CC2C (€ (=0) 0C1) € (0) (CCT) CCC2C () C

560 152 191. 01877 ISOCITRIC ACID DM-H]- 191.019 C6H807 '[“‘imrz‘)ﬁi;ijacids and ODBLHEXUDAPZAU-UHFFFAOYSA-N 0-C(0)CC(C(=0)0)C(0)C(=0)0

561 152 208. 1178 Miglitol [M+H] 208. 11795 C8HLTNO5 Piperidines IBAQFPQHR JAVAY-UHFFFAOYNA-N 0CCNLCC(0)€(0)C(0)C1C0

562 (153 179. 05449 Gluconolactone [MeH] + 179. 05501 6111006 Gluconolactones PHOQVHQS TUBAQK-UHFFFAOYNA-N 0=C10C(CO)C(0)C(0) €10

563 156 163. 05965 1, 6-Anhydro-beta-D-glucose DM+H] + 163. 0601 C6H1005 Oxepanes TWNTBLMWSKTRAT-VFUOTHLCSA-N 0[C=H]1[C=H]2C0[C=H] (02) [C=H] (0) [C=H]10

564 156 435. 08917 Irisxanthone DM-H]- 135. 09329 €20H20011 Xanthones MIQVPZUZBBTLNO-HSLVGEKZSA-N O-CIE2=CC-COC00 :Cm) o oggi)o:c Co=creanccoco

565 157 233.04103 2-pyridin-3-yl-thiazol idine-4-carboxylic acid [M+H] 233. 03999 C9HLON202S L-alpha-amino acids FSNGLHIMGHNTNF - JGVFFNPUSA-N 0=C (0) CINC (SC1) C=2C=NC=CC2

566 .158 180. 08737 Galactosamine DMt + 180. 08665 C6H13NO5 Hexoses MSWZFWKMSRAUBD-UHFFFAOYNA-N 0CC10C(0)C (¥) C(0) €10

567 .158 97. 02883 Propionic acid DM+H] + 97.03 C3H602 Carboxylic acids XBDQKXXY IPTUBT-UHFFFAOYSA-N 0=C(0)CC

568 159 184. 05969 4-PYRIDOXATE D]+ 184. 06 CBHONOA Pyridinecarboxylic acids HXACOUQTXZGNBF-UHFFFAOYSA-N 0-C(0)C1=C (0) C(-NC=C1C0) €

560 .161 298. 15143 (3a5, 82R) 1, 3a, §-trimethyl-1, 2""3’[:""1f‘qu;’zeX‘]hyd"”wm’]"[2’ 3-bJindol-5-y1 [M+H] + 298. 14999 C15H21N302 Pyrroloindoles P1JVEDBKTWXHHD-HIFRSBDPSA-N 0=C (0C1=CC=C2C (=C1) €3 (C) CON (C) C3N2C) NC

570 . 161 123. 08878 5~hydroxy-6, 8"“'"“”’“”’7’[(25’?R’ 45,55, GR)’B”{( rihydroxy-6- [M+H]+ 423. 08978 C17H20011 Coumarin glycosides KDWWYRPEBULRGU-K1ZNGXMFSA-N 0=C10C=2C (0C) =C (0C30C (C0) C (0) € (0) €30) € (0C) =C (0) C2C=C1
hvdroxvmethv) oxan-2-vlloxvehromen2-on

571 162 166. 01382 “PYRTDINE-2, 3-DICARBOXYLATE” DM-H]- 166. 01401 CTHSNO4 Pyridinecarboxylic acids GJAWHXHKYYXBSV-UHFFFAOYSA-N 0=C (0) C1=NC=CC=C1C (=0) 0

572 .163 256. 08228 Caramboxin DM+H]+ 256. 082 CLIH13N06 Phegyi?i:‘:j“ef"d DYJIDGJHOLTGBO-ZETCQYMHSA-N 0-C (0) C1=C (0) C=C (0C) C=C1CC (N) € (=0) 0

573 164 241. 04602 7,8-dimethylalloxazine (lumichrome) [M-H] 241. 04625 CI2H10N402 Flavins ZJTJUVLJVLLGSP-UHFFFAOYSA-N 0C=IN=C (0) C=2N=C3C=C (C (=CC3=NC2N1)€) C

574 169 170. 10217 ADONITOL [MeH] + 170. 10229 C5H1205 Sugar alcohols HEBKCHPVOTAQTA-UHFFFAOYSA-N 00C(0)C(0)€(0)CO

575 . 169 414. 1597 narcotine [M+H]+ 414.16 C22H23N07 Phthalide isoquinolines AKNNEGZIBPJZJG-MSOLQXFVSA-N O’Cw(y(CHC’(V(OC)C<0(V)’“22C3“’1’C<OO“’5OCOC5“’C4CCM

576 17 319. 08817 ®-3-[2-1(25, 3k, 45, 51?Gl{v)uhi'n'f'fD‘r“f‘i“fr:”; N ‘(‘l“jzd“‘)“y"‘e‘hy””x“" z D+ + 319. 08939 CI5H1808 Phenolic glycosides GVRTYTUNJGULCZ-ZMKUSUEASA-N 0-C (0) C=CC=1C=CC=CCI0C20C (€0) € (0)C (0)C20

577 171 350. 0845 2- (2, 6-dihydroxy-4-methoxycarbonyIbenzoy1) ~3-hydroxybenzoic acid [M+H] 350. 08704 C16H1208 Benzophenones QPQRGIHX JVTGCH-UHFFFAOYSA-N 0=C (0) C=1C=CC=C (0) C1€ (=0) €2=C (0) C=C (C=C20) € (=0) OC

578 171 330. 0582 3,5 —Cyclic AWP [M+H]+ 330. 05978 C10H12N506P 31’5;];’1213(1‘:”“”6 TVOMOUWHDPKRLL-KQYNXXCUSA-N VCI:C?N:CN(K:H]BO[C:H:“OEN(?) (=) 0LC=HI[CHI30) C2=NC

579 71 200. 11229 Pyrimethanil D]+ 200. 11823 CIZH13N3 fniline ,i‘[:“dw f””ff‘““m ZLIBICFPKPWG1Z-UHFFFAOYSA-N €C1=CC (€) =NC (NC2=CC=CC=C2) N1

580 176 409. 17883 Beclomethasone D]+ 409. 17801 C22H29C105 21-hydroxysteroids NBVK JKDGKREAPL-WOOYFSPYSA-N o-Cre-cez e eeesceace (Ci%“) (Ceoccecoese

581 178 129. 01866 4-Amino-2-chloropyridine [M+H] + 129. 02141 C5H5CINZ A'"’“:““W"d:]“f” and BLBDTBCGPHPL JK-UHFFFAOYSA-N NC1=CC(C1) =NC=C1

582 178 251. 03645 Bisphenol S [M+H]+ 251. 03726 C12H1004S Bc“iz:"l:“::ig‘fr"'l VPWNQTHUCYMVMZ-UHFFFAOYSA-N £010) S (C2=CC=C (C=C2) 0) (=0)=0

583 179 242. 06512 1-(2- (1H-indol-3-y1) ethyl) thiourea DM+H] + 242.07001 CLIHI3N3S 3-alkylindoles HRBGONPRSGPFMT-UHFFFAOYSA-N S=C (N) NCCC1=CNC=20=CC=CC21

584 18 243. 09708 beta-lapachone DM+H] + 243. 097 C15H1403 Naphthopyranones QZPQTZZNNJUOLS-UHFFFAOYSA-N 0-C1C(=0) C2=C (0 (€) (€) C2) C=30=CC=CC13

585 182 248. 11403 I-Tsothiocyanato-9- (methylsulfinyl) -nonane [M+H] 248. 11374 CLIH2INOS2 Sulfoxides MQFLXLMNOHHPTC-UHFFFAOYNA-N €8 (20) CCOCCOOCON=C=S

586 183 300. 12726 Lotaustralin DMl + 300. 12491 C1IH19N06 Cyanogenic glycosides WENBWVMTOYUPHH-GXUZYPEDSA-N NCC (0C10C (C0) € (0) € (0) C10) (€) CC

587 .185 275. 09473 (2R) -8-ethyl~7-hydroxy-5-methoxy-2-methy1-2, 3-dihydrochromen—4-one DM+H] + 275. 09579 CI3H1604 Chromones BPTMOTWHAHUBPJ-SSDOTTSWSA-N 0-C1C=20(0C) =CC (0) =C (C20C (€) C1) CC

588 185 73.02811 PROPENOTC ACTD D]+ 73.0284 C3H402 Acrylic acids NTXOWTLDQLNWCH-UHFFFAOYSA-N 0C(=0)C=C

589 187 213. 05269 2, 4-Dihydroxybenzophenone [M-H] 213. 05573 C13H1003 Benzophenones ZXDDPOHVAMNLBH-UHFFFAOYSA-N C1=CC=C (C=C1) € (C=20=CC (=€20) 0) =0

590 19 318.12933 | ethyl 3-(2, 4-dihydroxy-6-methylpyridin-3-y1)-3-(3-hydroxyphenyl) propanoate [MeH] + 318.13 CI7H19N05 Pyridinones YK JXWY JDQVADMO-UHFFFAOYSA-N 0=C (00C) CC (C=1C=CC=C (0) C1) C2=C (0) N=C (C=C20) C

591 .191 244. 12846 Agomelatine DM+H] + 244. 133 CI5H17NOZ dl‘:ﬁﬁfﬁ;i ¥ JYPHIXNFHFHND-UHFFFAOYSA-N 0=C (NCCC1=CC=CC2=CC=C (0C) C=C21) C

592 .191 320. 14288 Norfloxacin (Norxacin) D]+ 320. 14099 CI6H18FN303 Q”i“"“""e‘ ;;_rb”y“c 0GJPXUAPXNRGGI-UHFFFAOYSA-N 0-C(0) C1=CN(C2=CC (<C (F) C=C2C1=0) N3CCNCC3) CC

593 .191 172. 09665 terrein [+t 172. 09682 8111003 1,2-diols MHOOPNKRBMHHECHZIBQTDNSA-N 0=C1C=C(C=C0)C(0)C10

594 192 231. 02568 3-[ (1-Carboxyvinyl) oxylbenzoic acid [M+H]+ 231. 02638 C10H805 Phc”{;ﬁ“fs{?i acid HGVAHY JMDVROLE-UHFFFAOYSA-N 0=C (0) € (0C1=CC=CC (=C1) C (=0) 0) =C

595 192 175. 04327 4-Methylumbel i ferone DM-H]- 175. 04201 C10H803 7-hydroxycounarins HSHNTTRMYYLLCV-UHFFFAOYSA-N 0=C100=20=C (0) C=CC2C (=C1)C

596 192 217. 11894 5-isopropenyl-2-methyl-2-cyclohexen-1-yl acetate DM+H] + 217.12 C12H1802 Menthane monoterpenoids VTHRBOFHFYZBRJ-VXGBXAGGSA-N 0-COC1C (=CCCC(=0)C) CDE)C

597 193 333. 04517 Methoxyhaemoventos ine [M-H] 333. 04999 C16H1408 Isochromanequinones WPHTVUBMBWBSCK-SPHRHWQCSA-N 0=C100(€) € (00) C2=C (0) C=3C (=0) € (0C) =CC (=0) €3 (0) =C 12

598 194 283.09113 2-(5-Formy1-3, 4-dihydro-2, 2-dimethyl-2H-pyran-6-y1) -Benzoic acid Do)+ 283.091 C15H1403 Naphthopyranones QZPQTZZNNJUOLS-UHFFFAOYSA-N 0=C1C(=0) C2=C (00 (€) () 0C2) € JE

599 194 150. 05768 Methionine [M+H]+ 150. 058 C5H1IN02S \‘[i;:‘;f\f‘jt“f :‘“d FFEARJCKVFRZRR-UHFFFAOYSA-N 0-C(0)C(N)CCSC

600 195 273.07199 5-Hydroxymethyluridine [M-H]- 273. 07281 CIOH14N207 | Pyrimidine nucleosides VQATINQKTRZI1Q-UHFFFAOYNA-N 0=CIN=C (0) € (=CN1C20C (C0) € (0) €20) CO




Lycorine-type

601 195 312. 11981 Dihydrolycorine D]+ 312,12 C16H19N04 : ) VJTLFEGOWCINTK-MGRBZGTLSA-N 0C1CC2CON3CCA=CC=5000C5C=CAC (C10) €32
aparvllidaceae alkaloids
602 .196 174, 04013 N-ACETYL-L-ASPARTIC ACTD [M-H]- 174. 03999 C6HINOS “piiitui]i o OTCCTMVXFLJLIA-BYPYZUCNSA-N 0-C(0) CC(NC(=0)€) C(=0) 0
603 196 172. 05978 Patulin D]+ 172. 06042 CTH604 Pyrans ZRWPUFFYAOWMNM-UHFFFAOYSA-N 0-C1002=0C0C (0) C2=C1
sticided Vetalaxyl CIGNZINOT N-(Z, 6 Dime N (methoxyacetyl)
604 197 302. 13315 Pesticided Metalaxyl CISH2INO4_N-(2, 6-Dimethylphenyl) -N-(nethoxyacetyl) (M4 302. 13599 C15H21N04 Alpha amino acid esters ZQEIXNT JLIKNTD-UHFFFAOYSA-N 0=C(0C) € (N(C (=0) COC) C=1C (=CC=CC1C) ) C
Dl-alapine methv] ester
605 198 230. 0654 TES [MeH] + 230. 06929 CEH1ENO6S Organosulfonic acids JOCBASBOOFNAJA-UHFFFAOYSA-N 0=5 (=0) (0) CONC(CO) (C0) CO
606 199 226. 07025 Ih-indole-3-butanoic acid DM+H] + 226. 08 CIZH13N02 3-alkylindoles JTEDVYBZBROSJT-UHFFFAOYSA-N 0=C (0) CCOCT=CNC=20=CC=CC21
607 199 196. 05981 N-Acetyl Mesalazine D]+ 196. 06044 CoHONO4 Acyi:';"z(;i?"zﬂica_“d GEFDRROBUCULOD-UHFFFAOYSA-N CC(NC=1C=CC(=C (C1) € (20)0)0)0
608 199 153. 04022 Xanthine [M+H]+ 153. 0407 C5HANA02 Xanthines LREVIYWOQMYALY-UHFFFAOYSA-N clneZe ([nlf] 1) ne (ne20) 0
609 201 139. 0499 UROCANATE [M+H]+ 139.05 C6HEN202 Inidazolyl carboxylic LOTYMIARKYCTBY-UHFFFAOYSA-N 0=C(0)C N1
acids and derivative
610 202 297. 08325 2',4', 6 ~Trihydroxydihydrochalcone DM+H] + 297. 08313 C15H1404 dth dirHy’E:vlﬂurim“ QUQGMMRHTWTOGH-UHFFFAOYSA-N 0-C(C=1C(0) =CC (0) =CC10) CCC=20=CC=CC2
611 .202 230. 09502 Ergothioneine DM+H] + 230. 09578 COH15N302S “ésx\d::‘? “2“ SSISHTJTAXXQAX-UHFFFAOYNA-N 0-C(0) C(CCI=CN=C ([S-1)N1) [N+] (©) () C
612 .203 145. 01317 2-Oxoglutarate [M-H] 145. 01425 C5H605 (""'"‘"'ﬁ?[:t‘]fy”‘s and KPGXRSRHYNQIFN-UHFFFAOYSA-N 0C (=0) CCC (=0) € (0) =0
613 204 219. 13463 Serylleucine D]+ 219. 1316 C9H18N204 Dipeptides NFDYGNFET JVSE-UHFFFAOYNA-N 0=C (0) C(NC (20) C (N) €0) CC(€) €
614 206 294. 11911 N-Acetylnuramic Acid DM+H] + 294. 11835 CL1HI9NOS Acylaminosugars MNLRQHMNZ TLYPY-VDMHTWEWSA-N 0-C(0) C(0C1C(0) € (0C (0) CIN=C (0)€) CO) €
615 206 113.03416 Uracil D]+ 113. 03455 CAHAN202 Pyrimidones TSAKRJDGNUQOTC-UHFFFAOYSA-N 0C1=NC=CC (0) N1
616 208 123. 04363 4-Hydroxybenzal dehyde [+ 123. 04405 CTH602 Hydroxybenzaldehydes RGHHSNMVTDNUBI -UHFFFAOYSA-N 0=CC1=CC=C (0)C=C1
617 2209 231. 09647 3, 4-dihydro-2, 2-dimethyl-pyrano[3, 2-c] [2]benzopyran-6 (2H) one [M+H]+ 231. 097 Cl4H1403 IS“{;:‘:’"?"[““Z and NHUYGTCSYVBPOA-UHFFFAOYSA-N 0=C1002=C (0C(C) (C) CC2) ¢ 13
618 209 324. 13004 BETA-Febri fugine D]+ 324.13 CI6H19N303 Quinazolines FWVHIDSCPKXVDB-GJZGRUSLSA-N 0-C1C=20=CC=CC2N=CNICC (=0) CCNCCCC30
619 209 326. 13281 Hyoscine [M+H]+ 326. 13 CI7H21NO4 feta hd‘dr‘]“\‘:t ],““fs and STECJAGHUSJQJN-SDODBCEQSA-N
620 .209 351 17471 Posaconazole [M+H]+ 351,173 C3THAZF2NS04 Phenylpiperazines RAGOYPUPXAKGKH-XAKZXMRKSA-N
621 209 243. 06142 Uridine [~ 243. 06226 C9H12N206 Pyrimidine nucleosides DRTQHJPYNGBUCF-XVFCMESTSA-N 0cLe=H]10Lc=H] ([C=H] (0) [C=H] 10) N1C=CC (0) =NC1=0
N T(R, 3R, 45, 5K, 6R) 612 (3, 4 dihydroxyphenyD) ethoxy] 3, b dihydroxy 4- : Coumaric acids and 0-C{OCC10C (0CCC2-CC-C (0)C (0)=C2) € (0) C(OC30C () C (0) € (0)

2 . 3. ’ -H]- 3. : ! ~KAUJWNRDSA-

i - 62320072 | [(3R 4R 5R 6)-3. 4. 5-trihvdroxv-6-nethvloxan-2-vllosvoxan-2-vlluethvl ()= il 623, 19812 (2936015 derivatives FAHEHXNENCPCL KAUJWNRDSA C30)C10) C=COA=CC=C I C Q) =C4
i " 5 - 07 2 :
623 .21 o73. 10886 | © Prdroxy-1I- (ydroxymethyD 1,5, ilif:]:‘i‘h}““”Cmb‘ 2102 2Jundec-2 D]+ 273, 10822 C15H2203 Tertiary alcohols LUADJ TBUFOTMNV-UHFFFAOYSA-N 0-C1CC2 (C3=CCC (€) C3CCL (0) €2 (C) CO)C
624 21 472. 1543 Folinic acid [M-H] 472. 15863 C20H23N707 Tetrahydrofolic acids VVIAGPKUTFNRDU-UHFFFAOYNA-N OZ(M(’ZZ(‘(O):NC(:N)M’Z\(’;Zl:h((z’o 0 ~CC=CCEONCCE0)
625 21 392. 16776 nortrachelogenin [M+H]+ 392. 17038 €20H2207 D “’U“”%:f“:‘yi”lac“"“' Z1ITBJWXLODLDRH-UHFFFAOYSA-N 0=C10CC (t °=C (0) € (0C) =C2) C1 (0) CC:3 0)C(00)=C3
z
626 .211 346. 05222 Guanosine cyclic monophosphate [M+H]+ 346. 05469 CIOH12N507P 3 ’5n;i’{i1ﬁd‘j‘f““° Z00GRGPOEVQADX-UUOKFMHZSA-N 0=P1 (0) 0CC20C (N3C=NC=4C (0) =NC (=N)NC43) C (0) €201
627 .212 383. 08286 Hispidulin acetate D)~ 383, 07724 22111809 6 ?WTQ‘:}f;ted HIOZFEXHRPPNDN-UHFFFAOYSA-N coct=coc(©)=0) TOC(©)-0) CI-CC-C (0T (€
28 s 196, 20001 S, TS, 5R, 65)-2-L(3, 1, b-Lrihydrosyoxan-2-y1) oxynethy 1-6-(3, 1,5~ s 96 20218 2oL phemolfc slycosides IO BYLYVIAU QUPLIYBISA N TCTC0C (0CC20C (0C=: CO0C3)C{0)C0)CZ0)C (0
irimethoxvphenoxv) oxane=3.4.5-triol
629 213 225.12236 Atenolol-desisopropyl Do)+ 225. 12337 C1116N203 Phenylacetamides UWMXY JVTKRSOPY-UHFFFAOYNA-N NCC (0) COCT=CC=C (CC (0) =N) C=C1
630 .213 171, 11238 Levetiracetan D]+ 171. 11281 C8H14N202 ‘“phad‘:’f}’\‘f"j“lqs and HPHUVLMMYZTTSG-UHFFFAOYNA-N 0=CIN(CCCD)C(C(=N) 0)CC
631 214 270. 09552 Linamarin D]+ 270. 09253 CLOHI7NOG Cyanogenic glycosides QLTCHMYAE JEXBT-ZEBDFXRSSA-N NCC (0C10C (C0) € (0) € (0) €10) (€)C
632 215 406. 16959 geniposide [+ 106. 17078 C17H24010 Iridoid 0-glycosides IBFYXTRXDNAPMM-BYVTMAQQCSA-N 0=C (00) C1=C0C (0C20C (€0) € (0) € (0) C20) C3C (=CCC13) CO
o s 1017 methyl 10-acety Loxy 1,5, 9-(rihydroxy 1, fa-dimethy 7 propan 2 y1- o . 16708 07 Diterpenoids [ O=C0CIC0)C2=CC (=CC ) =C2C3 O CO) CCC (€ (=0)00) (O CI3)
3.4.9. 10, 10a-hexahvdrophenanthrene 1 -carboxviat C@QOC
634 216 289. 10376 (E)-5- (4-me thoxy-5-methyl~6-oxopyran-2-y1) ~3-methylhex-4-enoic acid DM+H] + 289. 10464 Cl4H1805 | Medium-chain fatty acids MPAYQRIVOSEDQH-WEVVVXLNSA-N 0=C10C (=CC (00) =C1C) € (=CC (C) CC (<0) 0) €
635 217 253. 04019 ()-2-(hydroxymethyl) -3-13 i‘%ﬁz’}“ﬁez‘]? f‘j‘;“’pa" Z-yleyolohex-2-en-1 [M-H]- 253. 0407 C14H2204 Menthane monoterpenoids SLVSUVFUFJKMCV-WUXMJOGZSA-N 0-C (0) C(=CC1C=C(C0) CCC1C (C)C) CO
636 217 25711221 5" ~0-Methyl thymidine [M+H] 257. 11319 CLIH16N205 4 OPy::“r‘):“:sz e KTCKNHCDUKONFQ-UHFFFAOYNA-N 0=CIN=C(0) € (=CN1€20C (COC) € (0)€2) €
637 217 138. 01888 6-Hydroxynicotinic acid [M-H]- 138. 01967 C6HBENO3 Pyridinecarboxylic acids BLHCMGRVFXRYRN-UHFFFAOYSA-N 0C (=0) C1=CN=C (0) C=C1
638 217 150, 05527 Acetominophen DM-H]- 150. 05605 C8HINO2 P hydroxy 2= RZVAJINKPMOR JF-UHFFFAOYSA-N 0C1=C0=C (N=C (0) €) C=C1
unsubstituted benzenoids
639 218 182. 99229 Carbanimidothioic acid D]~ 182. 99001 C3HEN20352 Organosul fonic acids LTHNZZOUNJCHES-UHFFFAOYSA-N 05 (=0) (0)CCSC (2NN
640 218 121. 06429 Tyramine [+ 121. 0645 CSHIINO Amino acids DZGNFCG)ZK JUFP-UHFFFAOYSA-N =C1) CON
641 22 275.17053 [(18, 28, 5R) ~2-hydroxy-2-methyl-5-prop-1-en-2-yleyclohexyl] benzoate D]+ 275. 16415 C17H2203 | Avomatic monoterpenoids KGTUUJMNKKRNKR-VYDX JSESSA-N 0=C(0C1CC (€ (=€) €) CCC1 (0) €) €=
642 .22 288, 202 Z-heptylquinoline-3, 11‘“*”““’“"“5‘75 quinolone signal:PQS:Series 3 HAQ DM+H] + 288. 19699 C16H21NOZ Hydroxyquinolones CETUTHOQDSVZJQ-UHFFFAOYSA-N 0=C1C(0) =C (NC=20=CC=CC12) CCCCCCC
. - - Beta hydroxy acids and - - Tor

A onols ) " 30Br) ydroxy XYEK-TWJYCNPASA-M
643 22 462. 12256 Scopolamine butylbromide DM+H] + 162.12 C21H30BrNO4 HOZ0ZZFCZRXYEK-TWJYCNPASA-M | - C(0OLCCICA00AE (L) [N 19 (C) COCC) CACAC-COCED) O

derivatives




644 22 269. 15915 sophocarpine Do)+ 269. 16 CI5H22N20 Vatrine alkaloids AAGFPTSOPGCENQ-KYEXWDHISA-N 0=C1C=C0C2N1CC300ENACCOC2CA3

645 221 213, 12245 Prolylproline D]+ 213. 12489 CLOH16N203 Dipeptides RNCOTTLHD JWHRS-UHFFFAOYNA-N 0=C(0) C2N (€ (=0) CINCCC1) CCC2

616 223 344, 03741 “GUANOSINE 3", 5" ~CYCLIC MONOPHOSPHATE” DM-H]- 344. 04001 CLOHI2N507P 5 Syn”ifili: dp\:rine Z00GRGPOEVQQDX-UUOKFMHZSA-N 0=CIN=C (N) NC2=CIN=CN2C30CACOP (=0) (0) 0C4C30

647 .223 247. 05748 Haematommic Acid, Ethyl Ester [M+H] 247. 05769 C11H1205 W’Hy'd;1r¥f’9§7:i17_ acid HUXJGSHUVDWZAM-UHFFFAOYSA-N 0-CCL=C (0) C=C (€ (C (=0) 0CC) =C10) C

618 225 163. 06049 2-DEOXY-D-GLUCOSE [~ 163. 061 C6H1205 Fatty alcohols VRYALKFFQXWPTH-UHFFFAOYSA-N 0=CCC(0)€(0)C(0)CO

649 .225 391 17041 Pseudolaric Acid C D]+ 391. 17001 C21112607 Diterpene lactones RBXVTEUAOTY INE-GPGKBOPESA-N 0-C(0) C(=CC=CC1 (0C (=0) C23CC=C (€ (=0) 0C) CCC3 (0) C1CC2) €) C

650 1226 a1s. 17503 | L3 A-dihydroxy S'Sdf;’“:rthfll:f?: ihfr“;i’r;Bndﬂ‘ydr“w Tmethyl8, Sa D]+ 375. 1778 C1912806 Azaphi lones IMOXNUGOJSHBRR-VOTSOKGHSA-N 0-C1C=C2C=C (0CC2C (0)C1 (0) ) C=CC (0) (€) C0) € (C)CC

651 .226 241. 1554 Alpha Cyperone [M+Na]+ 241. 14999 151220 F‘Ud:"':"i’l ii:‘;":ejmd"‘; KUFXJZXMVHNCEH-DOMZBBRYSA-N 20C(C (=€) €) 0CC2 (€) CC1) €

652 228 308. 09705 N-ACETYLNEURAMINATE [~ 308. 09799 CLIHIONG9 | N-acylneuraminic acids SQVRNKJHVKZAKO-UHFFFAOYSA-N 0=C(0)C1(0) 0C (C(0)€ (0)COYC (NC(=0) ) € (0) €1

653 229 160. 06078 ALPHA-AMINOADIPATE D~ 160. 061 C6H1INO L-alpha-amino acids OYIFNHCXNCRBAI-BYPYZUCNSA-N 0-C(0) CCCC (N) € (=0)0

654 1229 178. 04991 HIPPURATE D)~ 178.05 C9HINO3 Hippuric acids QUAPMBKCNZACKA-UHFFFAOYSA-N 0-C(0) CNC (=0) C=1C=CC=CC1

655 .23 280, 10553 1-Methyladenosine D) 280. 10513 CLIHIEN504 Purine nucleosides GFYLSDSUCHVORB-UHFFFAOYNA-N N=CIC=2N=CN (C2N=CN1C) C30C (C0) € (0) €30

656 .23 306. 08517 PFSM-anmonio N_CMAmP FT_FOSA [~ 306. 08667 | [COHIBF3N204S]+ PFSA UBADCRSVADBWHM-UHFFFAOYSA-0 0=C(0) CCIN+] (0) (€) CCCNS (=0) (=0)C (F) (F)F

657 231 116. 03471 N-ACETYLGLYCINE D~ 116. 035 C1H7N03 | N-acyl-alpha amino acids OKJTRPAQVSHGFK-UHFFFAOYSA-N 0-C(0)CNC(=0)C

658 232 208, 11313 7-Vethyl guanosine DiH]+ 298. 11404 CLIHI6N505 Purine nucleosides OGHAROSJZRTIOK-UHFFFAOYNA-0 N=CIN=C (0) C2=C (N1) N (C=[N+] 20) C30C (€0) € (0) €30

659 232 68. 05067 Pyrrol [+ 68. 04948 CAlN Heteroaromatic compounds KAESV JOAVNADME-UHFFFAOYSA-N C=1C=CNCL

660 235 32104709 THYMIDINE 5" ~MONOPHOSPHATE [~ 321.04901 CIOH15N208P def'”'fvi‘_"l“‘n‘:‘j:f']ffme GYOZYWVXFNDGLU-UHFFFAOYSA-N 0=CINC (=0) N (C=C1C) C20C (COP (=0) (0)0)€ (0) €2

661 .237 273. 06055 PCS‘jCjdCS*N“b“r"“*mH16C12\’2°J;°\3‘ vl’:b””l’\" - rdichlorophenyD) - Di-H- 273. 05701 CI2HI6C12N20 N-phenylureas CCGPUGMWYLICGL-UHFFFAOYSA-N CIC1=0C=C (N=C (0) N (€) CCCO) C=CICT

662 238 363. 06802 Esculin D]+ 363. 07001 C15H1609 Coumarin glycosides XHCADAYNFTFUHF-TVKJYDDYSA-N 0-C10C=2C=C (0) € (0C30C (C0) € (0) € (0) €30) =CC2C=C1

663 1239 212, 09132 isoferulic acid D]+ 212.09174 CLOH1004 Hydroxycinnanic acids QURCVMIEKCOAJU-HVKANZROSA-N 0-C(0) C=CC1=CC=C (00) € (0) =C1

661 24 512, 14038 ,2)°2 (2 ((2~(3, 4-dinsthoxybenzylidene) 3-oxo-2, 5-dihydrobenzofuran-6- D]+ 542. 14001 C281125N09 [ Tyrosine and derivatives ZOLBYQPEZBEHMV-CLVGQATSSA-N 0=C(O)CiNC oy cuct =003=0C=C00C0
v1)oxv) acetanido) -3 (4-hvdroxvohenvl)oropanaic acid 0=C3CC

665 .24 300. 1174 Octopamine, N-p-coumaroyl- D+ 300. 12 CLTHITNO4 Styrenes VATOSFCFMOPAHX-XCVCLIGOSA-N 0=C (C=CC1=CC=C (0) C=CLNCC (0) C2=CC=C (0) C=C2

666 242 233, 14844 Threonylleucine (isomer of 925, 926) D]+ 233. 1485 CL0H20N204 Dipeptides BQBCTBCLABKYHW-UHFFFAOYNA-N 0-C(0) CINC(=0)C () C(0) ) CC(O)C

667 243 108. 04404 2-Aminophenol [M+H] + 108. 04549 CBHTNO Aniline :{:’i"l :‘;‘mt”ted CDAWCLOXVUBKRW-UHFFFAOYSA-N 0C=1C=CC=CCIN

668 243 263. 0542 maclurin D]+ 263. 06 CI3H1006 Benzophenones XNWPXDGRBJ TES-UHFFFAOYSA-N 0=C(C1=CC=C (0) € (0) =C1) €=2C (0) =CC (0) =CC20

669 244 297. 10928 4-hydroxy-8-methoxy-5-methyl-3-(3-methylbut-2-enyl) chromen—2-one D+ 297. 10971 Cl6HI804 4-hydroxycoumarins YPKUMLKVEXFYOT-UHFFFAOYSA-N 0=C10C2=C (0C) C=CC (=C2C (0) =C1CC=C(C) ©) €

670 244 201. 08812 Methyleugenol DiH]+ 201.09 CL1H1402 Dimethoxybenzenes ZYEMGPIYFTJGTP-UHFFFAOYSA-N 0(C1=00=C (C=C100) CC=0) €

671 245 133. 04996 DEOXYRIBOSE D] 133.05 C5111004 Beta-hydroxy aldehydes ASJSAQIRZKANQN-UHFFFAOYSA-N 0-0CC(0)C(0) CO

672 .25 17102905 3-DEHYDROSHIK IMATE [~ 17102901 CTHS05 Cyclohexenones SLWWJZMPHJ JOPH-PHDTDXHHSA-N 0=C(0) C1=CC(=0)C ()€ (0) C1

673 .25 155. 0811 Cyclomprolylglycine D]+ 155. 0815 CTHLON202 Amino acids ONOHLURDBZHNGG-UHFFFAOYNA-N 0=CICNC (=0) C2CCCN12

674 .25 215. 10204 LEVODOPA D]+ 215. 10263 COHLINOA [ Tyrosine and derivatives WIDRDGBEARUYNC-LURJ TMIESA-N 0-C(0) C(N) CC1=CC=C (0) € (0) =C1

675 25 154, 04971 N-(2, 5-dioxocyclopentyl) acetamide D] 154. 049 CTHONO3 Beta-diketones QUZXVDVBZHYCGL-UHFFFAOYSA-N 0=C100C (=0) CIN=C(0) €

676 252 283. 13013 QS’8R>’8"‘yd“’xy’2’[(IS)’I’hydr“‘“m:”’u’2’ 3,4,6,7, 8-hexahydrochromen-5- [M+H]+ 283. 13016 C16H2604 Benzopyrans INHVGPTPHZ JQOP~ZNMIVQPWSA-N 2(0)cCl

677 257 271, 01425 alternariol monomethyl ether D~ 271. 04236 C15111205 Cﬁ:z‘f"'ﬁ ‘L‘“d LCSDQENUYFTXMT-UHFFFAOYSA-N 0-C10C2=CC (0) =CC (=C2C3=CC (00) =CC (0) =C13)C

678 257 111, 09671 Artemitin D]+ 411, 10001 20112008 T ?WTQ‘:}f;ted RIGYMJVFEINCKD-UHFFFAOYSA-N O=CIE00=Cc(0c C«’C)C(Ugc(“) C12)E=8Cec00=C 00

679 (257 388, 12189 fraxin D]+ 388, 12381 CL6H18010 Coumarin glycosides CRSFLLTWRCYNNX-QBNNUVSCSA-N 0-C10C=2€ (0C30C (C0) € (0) € (0) €30) =C (0) € (0C) =CC2C=C1

680 258 229. 03406 Asulan [~ 229. 02885 C8HI0N204S | Aninobenzenesul fonamides VGPYEHKOTGNJKV-UHFFFAOYSA-N €0C(0)=NS (20) (=0) C1=CC=C (N) C=C1

681 264 423, 19849 N-Fructosyl isoleucylglutamate D]+ 123.1994 CITH3ON2010 | N-Fructosyl peptides OJDUYMYADCKNAN-UHFFFAOYNA-N 0=C () CCCRNC 0 CNCCLLD) ((;C()C(())C(O)Cl(0>)>C((V)CC)C<’0

682 265 274, 05573 Flufenacet ESA D]~ 274. 05548 CLIHI4FNO4S Anilides SZCMHDLOUVZYST-UHFFFAOYSA-N CCON(C(=0)CS (0) (0) =0) C1=CC=C (F) C=C1

683 266 229, 08144 Dihydroresveratrol D) 229. 08702 C14111103 Stilbene glycosides HITJFUSPLYBJPE-UHFFFAOYSA-N €(0)=CC(0)=C2

681 268 103. 1062 2’[‘;?’322"":11;:"]'““":: j"]’%‘ii”liz{gfifhaﬁtif :ﬁnf’?)‘;i: ?;l‘“lz‘y:l“j::f’ D~ 103. 10376 C17H24011 Terpene glycosides MQLSOVRLZHTATK-WNCYHATQSA-N 0-C(0) CC1C (=C0C (0C20C (CO) € (0) € (0) €20) C1C=C) € (=0) 0C

685 .21 453, 13568 bungeiside C D]+ 453, 13672 C19H26011 Phenolic glycosides YQOKGDRMVQLANR-BMVMOQKNSA-N 0-C (C1=CC=C (0C20C (COC30CC (0) € (0) €30) € (0) € (0)€C20) C=C1) C

686 211 303. 0462 Flavanone base + 50 D)~ 303. 0498 C15H1207 Flavanone 0-glycosides CXQWRCVTCMQVAX-UHFFFAOYNA-N 0-C2C3=C (0) C=C (0) C=C3 (0C (C=1C=CC (0) =C(0) C=1) €2 (0))




L (IR, 58, 6S) ~5-acetyloxy-3- (h)(hox)mbth\l) 2-oxo—6-propan-2-ylcyclohex—3-

687 272 347. 14658 oy [MeH] + 347. 14648 C17H2406 Menthane monoterpenoids NUENJLVLKHHY JS-KOPT JTNESA-N 0=C(0C1C (=0) € (=0C (0C (20) €) C1C (€) €) C0) € (=CC) €
D)2 —2-enoa
IR 3%, 15,55, SR, 9%, 105, 115) ~9~(acetyloxy) 8- hydroxy 3, 8 dimethyl 12~ Germacranolides and - 0-C(0CIC(0C (=0) 0 C (0) (C(~0) C20CZC () CC30C (-0) C (-C) C31)
s 7 445.14 o 445, 146 VKOYZAMSBL-PXFMFDQNSA-
688 i 115, 11679 pethylidene-7. 13-dioxo-5, 14-dioxatricvelo[9.3,0. 02 ?]tetradecan-10-v] 2~ il 15, 11688 (212609 derivatives BRERVKOYZAMSBL PXFUFDANSA QcEoC
689 275 85. 02887 1, 4-Butynediol [M-H]- 85.0295 C4H602 Primary alcohols DLDJFQGPPSQZKT-UHFFFAOYSA-N 0CCHCCO
690 275 446. 14536 Rutilantinone [M+H]+ 446. 14456 C22H2009 Tetracenequinones RWCVSDKDFSVZNF-KRYGIPSASA-N cacee (O)(Z(’E.:J;)( COCCOCO
691 276 102. 05531 A-AMINOBUTANOATE [M-H]- 102. 056 C4HINOZ G“"'"“’d':’:f“’“ “v’"_:d’“ and BTCSSZJGUNDROE-UHFFFAOYSA-N 0=C(0) CCON
692 278 239. 14006 Atractylon DM+H]+ 239. 14 C15H200 Eremophilane, 8, 9- TYPSVDGTQAOBAD-DZGCQCFKSA-N 01C=C (C2=C1CC3 (C) COCC (=C) €3C2) C
secoerenophilane and
693 .279 310. 14813 (OR) 4, 4-dinethyl -3-L(25, 3R, 48, 55, 6R) 3, 4, 5~ trihydroxy6 [M+H]+ 310. 14963 Ciompoos | Fatty acyl slycosides of BFCZPWYLRHFBNO-DTJAAUDXSA-N 0-C10CC (€) (€)€10€20C (CO) € (0) € (0) €20
(hvdroxvmethvl) oxan-2-viloxvoxolan-2-one wono- and disaccharides
694 283 129. 01839 Mesaconic acid [M-H) 129.01933 511604 “ethyH‘;‘:;}‘ed fatty HNEGQTOMVPPMNR-NSCUHMNNSA-N C\C(=C/C(0)=0) C(0)=0
—C10=. = "5C (=0) C=3C (=CC=C , 3
695 283 145. 20892 Mitoxantrone Hydrochloride D]+ 145. 20801 C22H30C12N106 Anthraquinones ZAHQPTJLOCNVPG-UHFFFAOYSA-N C1.CL. 0=CIC=2¢(0)=CC C(OL&%ET?: C=3C (=CC=C (NCONCC0) C13
696 286 461. 04672 Kaempferol 3-glucuronide [M-H]- 461, 04681 C21H18012 Flavonoid 3-0- FNTJVYCENVUBOL-ZUGPOPFOSA-N 0=C(0) C10(00=2C (=0) C=5C (0) =CC(0) =CC30C20=4G=0C () =04
glucuronides COC@CI0
697 .291 297. 08127 7,4 ~Dimethoxy-3-hydroxyflavone [M-H]- 297. 07684 CI7H1405 Flavonols TFHXSHSQHPVVSF-UHFFFAOYSA-N €OC1=CC=C (C=C1) C1=C (0) € (=0) C2=CC=C (0C) C=C201
698 .291 301. 1058 tricetin M- 301. 1048 15H1007 Flavones ARSRJFRKVXALTF-UHFFFAOYSA-N 0=C1C=C(0C=2C=C (0) C=C (0) C12) C=3C=C (0) C (0) =C (0) €3
699 293 279. 15839 Dibutyl phthalate [MeH] + 279. 15909 C16H2204 Benzoic acid esters DOTRQSBPF JWKBE-UHFFFAOYSA-N €00C0C (C1=CC=CC=C1C (20) 0CCCC) =0
700 .31 377. 19247 (®©)=3~(racetyloxy 2, 3 dihydroxy-2, 5, 5, 8a~tetranethyl 3, 4, 42,6, 7.8~ DM+H] + 377. 19345 C1913006 Dicarboxylic acids and OZESVNBZAEFCX-BAYQJAHWSA-N 0-C(0) C=CC1C(0) (€) € (0) € (0C (=0) ) €2 (C) (€) Ceee1e
hexahvdro-1H-paphthalen-1-v1) prop-2-enoic acid derivatives
701 .31 318. 11993 Tsitsikanmamine B D]+ 318.12 [C19H16N302] + de’ir;’ul:nt:'l’jif_ AHSWTDR JRRNLLR-UHFFFAOYSA-0 0-C1C=2NC=C (C=3C=CC (0) =CC3) C204=[NH+] CCC5=CN (C1=C54) C
702 .31 217. 15541 Valylvaline [M+H] 217. 1554 C10H20N203 Dipeptides KRNYOVHEKOBTEF-UHFFFAOYNA-N 0=C(0)C(NC(=0) C(N) C(©) ) (C)
703 315 384. 18521 Dihydrozeatin-9-beta-D-glucoside DM+t + 384. 18777 C16H25N506 Glycosylamines DRPMMLWYLAPTPK-UFZVAZPKSA-N ceo CCVCI:C?N:CN([C;?,](‘?? ([C ::\1;1:(:10 A O e O fc=
704 317 147. 02901 Citramalic acid DM-H]- 147. 02989 C5H805 Hydroxy fatty acids XFTRTWQBTOMVPK-RXMQYKEDSA-N Ce=1 (0) (CC(0)=0)C(0)=0
705 318 374, 15747 8-methoxy7-[ () -3-methyl-4- (4-methyl -5-oxo-2ll-furan-2-y1)but-2 [M+H]+ 374. 15979 €20H2006 Counarins and QUKDLMFYX T THBM-XYOKQWHBSA-N 0=C10C=2C (0C) =C (0CC=C (C) CC30C (=0) € (=C3) €) C=CC20=C1
enoxvlchronen-2- derivatives
706 321 391. 28287 Bis(2-ethylhexyl) phthalate [M+H] 391. 284 2413804 Benzoic acid esters BJQHLKABX J TVAM-UHFFFAOYSA-N 0=C (00C (CC) C0CC) C=1C=CC=CC1C (=0) 0CC (CC) CCCC
707 325 117. 01865 SUCCINIC ACID [M-H]- 117.01933 CAH604 D‘“’“’(}:‘ﬁi\“{ ‘f"f:ds and KDYFGRWQOYBRFD-UHFFFAOYSA-N 0C (=0) CCC (0) =0
708 325 421. 07367 Trehalose-6-Phosphate DM-H]- 421. 07526 C12H23014P | Disaccharide phosphates LABSPYBHVPDTEL-UHFFFAOYNA-N 0P (0) (0)0CC10C (0C20C (CO) € (0) € (0) €20) € (0) €(0) €10
709 326 356.18954 | N-isopentyl-2-(3, 4, 9-trimethyl-7-oxo-TH-furo[2, 3-f]chromen-8-y1) acetamide DM+H] + 356. 19 C21H25N04 | Angular furanocoumarins NXTXJPLNNMLKRR-UHFFFAOYSA-N 0-C1002=CC (C3C (0C=C3C) =C2C (=C1CC () NCCC (0) €) O) ¢
710 327 157. 05011 2- (hydroxymethyl) -5-methoxy-4H-pyran-4-one [M+H] + 157. 05 CTHRO4 Pi‘;?“’:: Y‘]“d RLWWKLWEBQOOAB-UHFFFAOYSA-N 0=C1C=C (0C=C10C) CO
711 327 275. 16135 3 8-dihydroxy-3, 8-dinethyl-5-propan-2-ylidene-1, 2, 3a. 4,7, 8a- [MH]+ 275. 16174 C15H2403 Guaianes TXTKNNOOLCGADE-UHFFFAOYSA-N 0=C1C(=C(C)C) CC2C (CCC2 (0)0) C(0) (C)C1
hexahvdroazulen-6-one
712 327 347.19406 Catechin Tetramethylether DM+H] + 347. 19571 C19H2206 Catechins GKPNPQODFXNCGO-TFX JQAMLSA-N 0C1CC=2C (0€) =CC (0) =CC20C1C3=CC=C (00) € (00) =C3
713 328 433.10739 Flavanone base + 30, 0-Hex D)~ 433.10739 21H22010 Flavanone O-glycosides DLIKSSGEMUFQOK-UHFFFAOYNA-N O-C3CA=COC=C (0“0“(“32(7?%3“w))tz‘m““
714 328 175. 06015 Isopropylmalic acid [M-H] 175. 05991 CTH1205 Organic acids BITYXLXUCSKTJS-UHFFFAOYNA-N 0-C(0)CC(0) (C(=0)0)C(C)C
P e T Y PSP S —C(CI=CC (00 =C (00) o0t 5T
715 .333 367. 17056 Dehydrocorydalin [M+H]+ 367. 17001 C22H2ANO1+ P“‘“‘_}:I“;“:‘f“_l:ilke‘h’“i“ RFKQJTRWODZPHF-UHFFFAOYSA-N 0(C=1C=00=2C (<CIN+]3=C(C1 CC(,(OO €(00) c=caces) cac) croe
{ derivativ
716 335 384.2215 18-Aninoabieta-8, 11, 13-Triene Sulfate DM+H] + 384. 22031 C20H33N04S Diterpenoids FDYFHDKFDSGDKV-UHFFFAOYSA-N 05 (=0) (0) 0. NCC1 (€) CCCC2 (C3=CC=C (C=C3CCC21) € (€) C) €
B o . — . N I Bipyrimidines and - ~ . CC{C) (©) C1=C0-C (C=C1) S (NC2=C (C (-NC (C3-NC=CC=N3) -N2) 0CC
717 1342 550. 17108 v Bosentan [M-H] 550. 17657 C27H29N506S ol soperipidines GJPTCIJJRGTNOD-UHFFFAOYSA-N DOCCC-CC-CH00 (D0
718 343 353. 17148 (4.7, 7-trinethyl=3-bicyclo(2. 2. 1lheptanyl) (E)=3- (1-hydroxy=3- [M#H] + 353. 17233 2012604 Coumaric acids and PKATECBWQZFYRP-SOFGYWHQSA-N 0-C(0C1CC2CCCL (€) €2 (€) €) C=CC3=CC=C (0) € (0C) =C3
methoxvphenv]) prop-2-epoat derivativ
719 343 149. 06042 3, 4-Dihydrocoumarin [MeH] + 149. 05971 C9H802 3, 4-dihydrocounarins VMUXSMXTQBNVGZ-UHFFFAOYSA-N 0=C1 201
720 343 306. 09854 maesopsin DM+H] + 306. 0972 C15H1206 Auronols LOFYFDPXOR] JEE-UHFFFAOYSA-N 0=C16=2C (0) =CC (0) =CC20C1 (0) CC3=CC=C (0) C=C3
721 343 243. 13449 PyroglutanylIsoleucine (isomer of 1005) [M+H] + 243.1344 CLIHI8N204 Dipeptides MKCVLTRITQNGQT-UHFFFAOYNA-N 0-C(0) C(NC (=0) CINC (=0) CC1) € (€) CC
722 344 297. 04752 KUHLMANNIN M- 297. 04343 C17H1405 Neoflavones ABUBCBFUQXTEAU-UHFFFAOYSA-N 0=C100=2C (00) =C (0€) € (0) =CC2C (=C1) C=3C=CC=CC3
723 346 86.09614 2-Methylpyrrolidine Do)+ 86.09643 CSHLIN Pyrrolidines RGHPCLZJAFCT IK-UHFFFAOYSA-N CC1CCONT
724 347 154. 01508 Citrazine acid DM-H]- 154. 0146 C6HENO4 Pyridinecarboxylic acids CSGQIHQYWJLPKY-UHFFFAOYSA-N 0=C (0) C=1C=C (0)N=C (0) C1
725 348 410. 25287 N2~ (({S, 9aR) “octahydro-Ti-quinol fzin-1-yl)methyl) -3-oxo-1,2,3, 1 [M+H]+ 410. 254 C23H31N502 Quinolizines NVXMWPEY IMTPPT-QFBILLFUSA-N 0=C (NC=1C=CC2=C (N=C3N2CC (=0) N (C3) CCACCCNSCCOCC54) C1) CC
tetrahvdrobenzol4, 51inidazo[1. 2-alpvrazin-8-v1) propionanid
3-methyl -8, 10, 20, 22 tetraoxa 3-
. - e 100 . . § , ) N
726 354 BRNIAT | 0015 7 0,029 07,9 0% P eteaseeal () 5 11 12 18, M- 352. 11905 C20H19N05 Benzodioxoles HXCUEYBVCY JPX-UHFFFAOYSA-N
727 .356 103. 10989 3-(3, 4-dihydro-2t-benzo(b) L1, 4] dioxepin—7-y1)~2, 8-dimethyl~4-oxo~4H- [M+H]+ 403. 10999 €22H2006 Isoflavones CQJGDYZEMIGJCJ-UHFFFAOYSA-N
hromen-7-v] acetate -
728 356 132, 10141 D-Alloisoleucine D]+ 132. 1019 C6HIINO2 Ii;’:fi”\f::f :‘“d AGPKZVBTJJNPAG-CRCLS JGQSA-N cClC=H] (0) [C=H] () C(0) =0
729 361 212.10281 2,3-Dideoxycytidine DM+H] + 212.10297 COHI3N303 Pyrinidine 2, WREGKURFCTUGRC-UHFFFAOYNA-N N=CIN=C ()N (C=C1) €20C (C0) CC2

dideoxvribonucleosides




2-[5-[2-[2-[5-(2-hydroxypropyl) oxolan-2-y1 JpropanoyloxylpropylJoxolan-2-

Dicarboxylic acids and

730 1.361 425.1936 S D]+ 125.1936 2013407 : VIHRKOVEWCG JQP-UHFFFAOYSA-N 0=C(0) C(C)C10C(CC1) CC (0C (20) C (€) €20C (€C2) €C (0) €) €
w1 loropanoic acid derivative
. 6 formyl-10- (hydroxymethyl) -5-methoxy-3 methylidene 2 oxo— . Germacranol ides and -
: ¥ 415, " ’ H]+ 3 WES = SA] =CC1=0CCC (2CC20C (20) € (=€) €2C (0 (= 0)€100) 0
731 1.361 415. 17322 o131 il AL 50 S8 11 Liatt-cvclodegall] o vl 2-goch bt anoate [M+H] A15. 1727 C21H2807 e e LOFBWESEBFUNJU-FRYCFAQMSA-N 0=CC1=CCOC (=CC20C (<0) C (=€) €2C (0C (=0) € (€) CC) C100) €O
732 1.361 204. 12425 Tsopentenyladenine DM+H] + 204. 12437 CIOH13N5 6-alkylaminopurines HYVABZ TGRDEKCD-UHFFFAOYSA-N N=1C=NC=2CINC=NCZNCC=C (C) €
733 1.363 331.06491 Gallic acid hexoside D] 331. 06491 C13H16010 Phenolic glycosides GDVRUDXLQBY IKP-UHFFFAOYNA-N 0=C(0C10C (€0)C(0)€ (0)C1(0)) €2=CC (0) =C (0) € (0)=C2
734 1.363 261.1459 Glutanylleucine DMt + 261. 1459 C11H20N205 Dipeptides MYFMARDICOWMQP-UHFFFAOYNA-N 0=C (0) € (N) CCC (F0)NC (€ (=0) 0)€C (€) €
735 1.364 282. 14529 Pendimethal in DM+H] + 282. 14484 CI3H19N304 Dinitroanilines CHIFOSRWCNZCFN-UHFFFAOYSA-N €CC (CO)NCI=C (C=C (€) € (€) =CIN (=0) <0) N (=0) =0
736 1.369 247. 0385 Fludioxonil D)~ 247. 03246 CI2H6F2N202 Benzodioxoles MUJOTMFVNTBMKC-UHFFFAOYSA-N FCI (F) 0C2=CC=CC (=C201) C1=CNC=CICHN
737 1.371 296. 1579 Nuciferine [M+H] 296. 16 C19H21N02 Aporphines ORJVQPTHKOARKV-O0AHLLOKOSA-N =CACC3N (0) CC2) €
738 10 423.19608 5-[(2)-12-(3, 5-dihydroxypheny1) dodec-8-enyl]benzene-1, 3-diol DMt + 423. 19321 2413204 Resorcinols JDIDEXHTJXTVES-HYXAFXHYSA-N C(0) C=C(0) 2
- — - Galanthamine type - ) _ s
739 1.375 366. 07083 GALANTHAMINE HYDROBROMIDE DM-H]- 366. 07101 cimizBeNo | O T QORVDGQLPPAFRS-UHFFFAOYSA-N 2304=C(0C2C1) € (0C) =CC=CACN (C) CC3
; - SV e e e = M Torol2.: E S 1) C-C200=3¢ (=00=CA0C (=0) (T (C=500=CC8
0 ars 9. 05210 @ -uethyl (O (Turan-2-v)-3,7-dioxo-3, 7.8, 9-tetrahydro 20 [urol2, 3 o 9. 07999 p—— arone flavonoids P — 0-C(00) C1=Ci CIC-C20C=AC (-CC-CH0C (=07 CC (C-500-CCs
£lchronen-2-vlidene)nethvl) benzoat i 204320
741 1.378 235. 14507 Coumaroyl putrescin [M+H] + 9235. 1447 C13H18N202 (’0”:"1‘ vq‘;“]\"d and CJHDBEPXEKGBDW-UHFFFAOYSA-N 0=C (C=CC1=CC=C (0) C=C1) NCCCCN
742 1.378 343. 19937 Pesticided Iprovalicarb Isomer 1% CISH2EN203 Isopropyl 125)=3-methyl-1- [M+H]+ 343. 19901 C18H28N203 Toluenes NWURYYSKZY TQAE-WMCAAGNKSA-N 0C (=NC(C (0)=NC (C1=CC=C (C=C1) ) €) C(C) €) 0C(C) C
{[1-(-methviphenvl) ethvllaninol 1 -oxo2-butanvilcarbanat
743 1.382 102. 02722 Biuret [M-H]- 102. 0309 C2H5N302 Isoureas OHJMTUPTZMNBFR-UHFFFAOYSA-N N=C(O)NC(=N)0
744 1.388 131. 07187 2-Hydroxy-4-methylpentanoic acid [M-H]- 131. 07137 0611203 Hydroxy fatty acids LVRFTAZAXQPQHT -UHFFFAOYNA-N 0-C(0)C(0)CC(C)C
745 1.388 330. 11115 Nizatidine M- 330. 10638 C12H21N50252 2"1":';‘:“5?(“‘“1 SGXXNSQUWDMGGP-UHFFFAOYSA-N 0=N(=0) C=C (NC) NCCSCC=IN=C (SC1) N (C) €
746 10 154. 0139 4-Nitrocatechol [~ 154. 01459 C6HBNOA Nitrophenols XINPNXSTSMKQEX-UHFFFAOYSA-N 0=N(=0) C1=CC=C (0) € (0) =C1
747 1.393 182. 04498 4-Pyridoxic acid DM-H]- 182. 04588 CBHINOA Pyridinecarboxylic acids HXACOUQTXZGNBF-UHFFFAOYSA-N 0=C (0) C1=C (0) C (=2NC=C1C0) C
718 1.396 387, 14172 L@aR, 45, 6k, 11aR) -6, 9-dihydroxy-6, 10-dinethyl -3-methylidene 2, T-dioxo D]+ 387. 14142 1912407 Germacranolides and JGWDBQRLOBLTHU-XHOJKXOPSA-N 0-C0C1CC (0) (C(=0) CC (0) € (=CC20C (=0) € (=0) €21) ) €) C (=) C
.4.5,8.9, 11a-hexahvdrocvelodecalblfuran-4-vl] 2-pethviprop-2-enoat derivatives
749 1.396 261. 0957 3-hydroxyflavone [M+H] 261. 09534 C15H1003 Flavonols HVQAJTFOCKOK IN-UHFFFAOYSA-N 0=C1C(0) =C (0C=20=CC=CC21) C=3C=CC=CC3
750 1.396 138. 24002 Dicoumaroyl Spermidine [M+H]+ 438. 23981 C25H31N304 C‘“"('l‘:i :‘“‘:“: and QYBCBMVQSCIMSA-UHFFFAOYSA-N 0=C (C=CC1=CC=C (0) C=C1) NCCONCCCONC (=0) C=CC2=CC=C (0) C=C2
751 1.396 322. 15076 Fanciclovir D]+ 322. 15097 CL4H19N504 P”“{;‘i\f:‘i e GGXKWVWZWML JEH-UHFFFAOYSA-N 0=C (0CC (COC (=0) €) CONTC=NC2=CNC (=N) N=C21) C
752 1.396 308.17105 Zolpiden DM+H] + 308. 17575 CI9H2IN30 Phenylimidazoles ZAFYATHCZYHLPB-UHFFFAOYSA-N 0-C (N (€) €) CC1=C (N=C2C=CC (=CN21) ) C3=CC=C (C=C3) €
753 14 218. 13818 Propionylcarnitine [M+H] 218. 13869 C10H19N04 Acyl carnitines UFAHZ IUFPNSHSL-UHFFFAOYNA-N 0=C([0-1)CC(0C (=0) CC) CIN+] (€) ()€
754 1413 195. 11346 Hydroxypyridin + CSHIONO or 6-Hydroxypseudooxynicotine (not validated) D]+ 195. 11369 CIOH14N202 | Nicotine and derivatives UMLOUOBDBGOHHR-UHFFFAOYSA-N 0=C (C=1C=NC (0) =0C=1) CCONC
755 1.422 392. 11758 - (2-Carboxypropyl) glutathione [M-H]- 392. 11249 C14H23N3088 Peptides JQUABENXVMJ JMH-UHFFFAOYNA-N 0-C(0) CNC (=0) € (NC (=0) CCC (N) € (=0) 0) CSCC (€ (=0)0) €
756 1.428 254. 11336 Triamterene DM+H] + 254, 11501 CIZHLINT Ptderr]jd\fa"tejs “:d FNYLWPVRPXGT TP-UHFFFAOYSA-N N1=C (N=C (N) C2=NC (=C (N=C12) N) C3=CC=CC=C3) N
757 1.432 146. 11812 (3R, 45) ~3-Amino-4-methylhexanoic acid [M+H] + 146. 11755 CTHL5NO2 Beta ;‘"Lfi"f“‘]fy”‘s and JHEDYGILOIBOTL-NTSWFWBYSA-N ccle=H] (©) [c=H] (N) CC(0) =0
758 1.432 362. 11255 Bezafibrate D1+ 362. 11536 C19H20CINO4 P C"(;M“““L‘v‘f; acid TTBYAHWJQTYFKB-UHFFFAOYSA-N €C(C) (C(=0) 0) 0C1=CC=C (C=C1) CONC (C2=CC=C (C=C2) C1) =0
759 1.436 371. 08096 Rebamipide DM+H] + 371. 07901 CI9H15CIN204 Hippuric acids ALLWOAVDORUJLA-UHFFFAOYSA-N 0=C1C=C (C=20=CC=CC2N1) CC (NC (<0) C3=CC=C (C1) C=C3) € (=0) 0
760 1.439 203. 13892 Ala-Tle D]+ 203. 13902 COHI8N203 Dipeptides ZS0TCJZJSRANHY-UHFFFAOYNA-N 0-C(0)C(N=C () CV O)C(O)CC
761 1,442 341.10834 Trehalose [M-H] 341. 10895 C12H22011 0-glycosyl compounds HDTRYLNUVZCQOY-UHFFFAOYNA-N 0CC10C(0C20C (€0) € (0)€(0) €20) € (0) € (0) €10
ine 3 — =] N 2C=] =N(? y
762 1. 444 542. 1701 PUROMYCIN HYDROCHLORTDE [M-H]- 542. 16907 C22H31C12N705 Purine 3= N C1.CL OCERCIC(O) COCICOINZC-NC=3C2KCNCAN () Y C (M CC
deoxvribonucleoside 4=0C=C(00) C=C4
763 1.449 105. 07031 “1-2, 3-DTAMINOPROPTONTC ACID” DM+H] + 105. 07 C3H8N202 Alpha amino acids PECYZEOJVXMISF-UHFFFAOYSA-N 0=C(0)C(N)CN
764 1.462 258. 06073 2-Thiocytidine [M-H]- 258. 05539 C9HI3N304S | Pyrimidine nucleosides RHFUOMFWUGNKKO-UHFFFAOYNA-N N=CIN=C($)N(C=C1) €20C (C0) € (0) €20
765 1. 464 263. 052 Sorbitol-6-phosphate [M+H] + 263. 05264 C6H1500P “O:::f;:':‘”de GACTWZZMVMUKNG-UHFFFAOYNA-N 0=P (0) (0)0CC (0) € (0)C(0)C(0)CO
213, 4-di '—2, 2-dimethy 1-8- (3-methy 1but—2-enoxy) -3, 4— chromen— —C10= = =0 = =3 =C 3§
766 1.168 179. 1681 Z 13, d-dihydroxy-2, 2 dinethyl 8- (3 methylbut-2-enoxy) -3, 4-dihydrochroner D]+ 179, 16763 25012808 |3’ -prenylated flavanones LNFRDRVYARCALE-UHFFFAOYSA-N 0=C1C=20(0)=0C{0) =CC20C (3= OCC-C (O O =4 (O (O C 0
6-v11-5 7-dibvdroxv-2, 3-dihvdrochronen—4-on COICI=CIC]
767 1.47 282. 11804 2" ~0-Methyladenos ine DM+H] + 282. 11969 CLIH15N504 Purine nucleosides FPUGCTSOLXNPPC-UHFFFAOYNA-N 0CC10C (N2C=NC=3C (=NC=NC32) N) C (0C) C10
768 1.475 144. 06543 4-Hydroxy-6-Methylpyran-2-One DM+H] + 144. 06552 61603 P;’:‘::’:Tf “2“ NSYSSMYQPLSPOD-UHFFFAOYSA-N 0-C10C (=CC(0)=C1)C
769 1.476 432. 10999 HDMBOA. + 0-Hex [M-H] 432, 11371 CI6H21NO10 Benzoxazinoids UOASSFRPBORTCT-UHFFFAOYNA-N 0=C2N (0C) 20(00) =CC=3 (0C2 (0C10€ (C0) € (0) C (0)CL(0)))
770 1.481 593. 15564 kaempferol 7-neohesperidoside [M-H]- 593. 1579 2730015 | Flavonoid-7-0-glycosides ZEJXENDZTYVXDP-CS JHBTPPSA-N 0=CIC(0)=C(0C2=CCUC3C (L0 COI L) AN I CO) CO)C
40)=CC(0)=C12) C=RC=CC(0)=CC5
771 1.483 361. 15149 Perivine DM+H] + 361. 14999 C20H22N203 Vobasan alkaloids NKTORRNHKYVXSU-XXMLWKDOSA-N 0=C (00) C1C2NCC (=CC) C1CC (=0) C=3NC=4C=CC=CCAC3C2
772 1.484 269. 02911 3-deoxysappanchalcone [M-H]- 269. 02448 C16H1404 Cinnanylphenols PACBGANPYNHGNP-RUDMXATFSA-N 0-C(C=CC1=CC=C (0) C=C1) C2=CC=C (0) C=C20C




0CC40C (0CC30C (0CC20C (0C1(0C (C0) C(0)C1(0)) (€0))C(0)C(0)

773 1.485 711. 21649 Tetrasaccharides (Hex-Hex-Hex-Hex) [~ 24142021 Sugars UGZTYBXSHAGNOE-UHFFFAOYNA-N (0 (O (D)) ) (0

74 1.486 493.21225 plunieride D]+ C21H26012 Iridoid 0-glycosides AOPMSFXOY JXDNJ-TRFSQTFSA-N 0=C(0C) C1=C0c (0200 CO) ch)cc(é?)c“mCS(V“’CC“OU FocE

775 1.494 131. 04543 Asparagine [M-H]- CA4HSN203 Asd““:j“f;[‘f “:d DCXYFEDJOCDNAF-UHFFFAOYNA-N 0-C(0)C(NVCC(=N)0

776 1.499 419, 10541 methyl 2-((-(benzold] ["3]‘{’S’:ﬂfify]t::””’fﬁf"mpy]%H"\'hm“‘e"q’ [H] 419. 10999 2212007 Isoflavones NNOQXTZBOCAPIN-UHFFFAOYSA-N 0=C(00) COC1=CC=20C=C (C (=0) C2C=C1CCC) C=3C=CC=4

7 1.505 205. 03474 Lipoic acid [M-H]- 205. 03624 C8H140252 "“J::“ ““‘,di and AGBQKNBQESQNJD-UHFFFAOYNA-N 0=C (0) CCCCC1SSCCT

778 1.511 325. 11151 Prazepan D]+ 325.11023 CIOHITCIN20 1, 4-benzodiazepines MWQCHHACWWAQLJ-UHFFFAOYSA-N 0=CIN(C=2C=CC (C1)=CC2C (=NC1) C=3C=CC=CC3) CCACCH

779 1.514 503. 16153 Melezitose D)~ 503. 16174 CI8H32016 Oligosaccharides QWIZNVHXZXRPDR-WSCXOGSTSA-N occroc (oczc o etoe2 esoe ;Lc(i)ot OO0 00O

780 1.52 371.10016 Camptothecin [M+H] 371.10019 C20H16N204 Camptothecins VSJKWCGYPAHWDS-FQEVST JZSA-N =0)N3C (=CC2C1 (0) CC) C=4 C=0C5-CCAC3

781 1.521 144, 06584 A-ACETAMIDOBUTANOATE DM-H1- 144. 06599 C6HLINO3 G“""""d“;’:fi”v:[“v’"_id’“ and UZTFMUBKZQVKLK-UHFFFAOYSA-N 0-C (0) CCONC (=0) C

782 1.531 328. 04486 Aristolochic acid C [M+H]+ 328. 04517 CI6HINOT Others NBFGYDJKTHENDP-UHFFFAOYSA-N UCH))“’CCH(OCOZ)CZ’“WC;;SCI’CC’C(O)HZD bv+] (lo=

783 1.531 103. 04038 DL-beta-Hydroxybutyric acid [M-H]- 103. 04007 C4H803 Beta hd‘dr‘]\:”t ],““fs and WHBMMFSBEZVSSR-UHFFFAOYNA-N €C(0)CC(0)=0

784 1.54 330. 13712 Metolachlor ESA D]+ 330. 13696 C15H23N05S Anilides CIGKZVUEZXGYSV-UHFFFAOYNA-N CCCI=CC=CC (C)=CIN(C (€) C0C) € (€S (0) (=0)=0) =0

785 1.542 121. 03838 NIACINAMIDE [~ 121. 01073 C6HBN20 Nicotinamides DFPAKSUCGFBDDF-UHFFFAOYSA-N N=C (0) C=1C=NC=CC1

786 1.552 405. 10547 Shanzhiside methyl ester DM-H]- 405. 10574 CI7H26011 Tridoid O-glycosides KKSYAZCUYVRKML-TRDZEPHTSA-N 0-C(0C) C1=C0C (0C20C (€C0) € (0) €.(0) €20) €3C1C (0) CC3(0)C

787 1.563 179. 12727 Triglyne DM+H] + 179. 12779 C8H1804 Dialkyl ethers VENKTDBQEZZDLK-UHFFFAOYSA-N €0CCOCCOCCOC

788 1.574 111. 04449 SORBATE i) 111,045 0611802 Medium-chain fatty acids WSHCOQWTEOXDQX-MQQKCUAXSA-N 0-C (0) C=CC=CC

789 1.575 199. 02409 ASCORBIC D]+ 199. 0213 C611806 Butenolides CIWBSHSKHKDKBQ-JLAZNSOCSA-N 0=C10C(C(0)=C10)C (0)CO

790 1.577 319. 11197 Rosin D]+ 319. 10999 C15H2006 F‘:Ot[:i dn’dl fil_‘ "Tf':;:_t KHPCPRHQVVSZAH-GUNCLKARSA-N 0CC10C (00C=CC=2C=CC=CC2) € (0) € (0) €10

o1 o 6. 11915 @) n\eth)‘lfir((jz)(‘s hvdrz?ih/jo:\‘e;h?ubeg;fzrl\zi 13170;())430 ltitdihydro 20 o o 12 J— rone flavonoids INTACROCTLLRY TATQZVGSSA Y 0-C00) CCTC2-00C :CZ(J?SC:)LC?((),‘;IEC(;O)C((JC1:L‘31):CCSZCC:C

792 1.504 339.11703 Loureirin B D]+ 339.12 C18H2005 Retro-dihydrochalcones ZPFRAPVRYLGYEC-UHFFFAOYSA-N 0=C (C1=CC=C (0) C=C1) CCC=2C (0€) =CC (0€) =CC20C

793 1.608 144, 06729 4-Acetamidobutyric acid [M-H]- 144, 06662 C6HLINO3 G“""""d“;’:fi”v:[“v’"_id’“ and UZTFMUBKZQVKLK-UHFFFAOYSA-N 0-C(0) CCON=C (0)C

794 1.614 388. 17078 Q;ﬁ*‘f;;ffzfjtSi;fﬁ’lgi]ijll)oijiogbf?"ﬁf‘[;:’fi‘lh‘ﬁi}fg{;‘fcfahﬁ};o"if{"dzaf‘oyft‘_’{oll}" DM+H] + 388. 17001 C20H28C1NO3 Atisane diterpenoids FYJNFPYTJQUYMD-SNDJKJ TZSA-N C1. 0C1CC2 (€) CN3CACCH6CC (=C) C7C (0) C6C3C (C1) (C5C70) €42

795 1.617 387.36145 5A1pha-Cholestanol [M-H]- 387. 36322 C27H480 Ch(’dle:j‘\:zls j"d QYTXCDOBOSTCET-QCYZZNICSA-N 0C1CCC2 (C) € (CCC3CACCE (C(€) CCCC (€) C) C4(€) CCC32) C1

796 1.62 455. 1012 Deoxyuridine [M-H] 455. 10092 C9H12N205 4 O”;::“;:L:Tf: e MXHRCPNR JAMMIM-SHYZEUOFSA-N 0=CIN=C (0) C=CN1C20C (€C0) € (0) €2

797 1.629 21107317 2, 3-Dideoxyuridine [M-H]- 21107243 C9H12N204 u f:" i\f"r‘i‘:’i ]’:u(zl ':y]’de BTOTXLJHDSNXMY-UHFFFAOYNA-N 0=CIN=C (0) C=CN1C20C (€0) CC2

798 1.629 232. 15387 Butyryl carnitine (isomer of 919) DM+H] + 232. 1539 CLIH2INO4 Acyl carnitines QWYFHHGCZUCMBN-UHFFFAOYNA-N 0-C([0-1)CC(0C (=0) CCC) CIN+] (©) (O)C

799 1.634 362. 14963 Indole-3-acetyl-L-tryptophan DM+H] + 362. 14993 C21H19N303 Amino acids FOSPCYZZRVNHJS-UHFFFAOYNA-N 0C (CC1=CNC2=CC=CC=C12) =NC (CC1=CNC2=CC=CC=C12) C (0) =0

800 1.637 433. 11819 Naringenin-7-0-glucoside [M-H] 433. 11401 21122010 Flavanone 0-glycosides DLIKSSGEMUFQOK-UHFFFAOYNA-N “(02)(;£(’)" (R CE

801 1.641 159. 08394 (S)-1-carbanoylpyrrol idine-2-carboxylic acid D]+ 159. 08 C6HION203 | Proline and derivatives RTNFBJXLYMERBB-BYPYZUCNSA-N 0=C () NLCCCCIC (=0) 0

802 1.642 40710977 | LR35, 4R 7572, 4-dioxopyrinidinl y])“d-hydroxy-2-(hydroxymethyl) oxolan- D~ 407. 10959 C18120N209 | Pyrimidine nucleosides LOUBNBRAJPSMEC-GYBI TRLBSA-N 0-C(0C1C (0) € (0C1C0) N2C=CC (0) =NC2=0) C=3C (0C) =CC (0) =CC3C
11 4-bedroxe-2-methoxv-6-nethvlbenzoate

803 1.657 197. 00208 Aconitic Acid DM+H]+ 197. 00566 C6H606 '[“‘imrz‘)ﬁi;ijacids and GTZCVFVGUGFEME-TWQZZHSRSA-N 0-C(0)C=C(C(=0) 0)CC(=0)0

804 1.658 365. 18997 Oridonin D]+ 365. 19 2012806 Kaurane diterpenoids SDHTXBWLVGH JFT-RDQYUEOGSA-N 0=C1C (=€) C200C3C1 (C20) €4 (0) 0CC53C (0) CCC (C) (C) C5C40

805 1.661 325. 10602 7-[ (E)~3-methyl-4- (4-methy1-5-oxo-2H-furan-2-y1) but-2-enoxy] chromen-2-one [M-H]- 325. 10815 C19H1805 C‘(;:“'f"r j"’: _;‘"d CFNMUZCESDMZPQ-KPK JPENVSA-N 2 (0CC=C () =0)C

806 1.662 285. 15472 (2R, 3R, 4, 55, 6R) -2 (2) ~hex-3-enoxy] -6~ (hydroxynethyl) oxane-3, 4, 5-triol D]+ 285. 155 C12H2206 F‘;‘Oifoyi ’:n’dl dgil_‘] "Tf':;k"t 0ZIPFYKATOOVEJ-ODWUMMNUSA-N 0CC10C (0CCC=CCC) € (0)C(0)C10

807 1.668 226. 11771 Kynurenine DM+H] + 226. 11861 CIOH12N203 Alkyl-phenylketones YGPSJZOEDVAXAB-UHFFFAOYSA-N 0-C(0) € (N)CC (=0) C=1C=CC=CCIN

808 1.673 173. 04468 (-)-Shikimic acid M- 173. 04555 CTH1L005 Sh’k;m:‘:v‘::i‘d” and JXOHGGNKMLTUBP-HSUXUTPPSA-N 0[c=H]1CC (=CLC=H] (0) [C=H] 10)C (0)=0

809 1.679 517.17938 [ffh 2; m:i_{{j (’hk:‘rvmd‘ ‘:::5‘2:15;’1:‘@7‘1" ]"1”"1“: }:']1])”’72,1[ (WZR?FR)E E:i?;: b Di-H1- 517. 17932 C22H30014 C““":’:‘ ‘j:,.:c\vifl: and ZPEADZHVGOCGKH-YQTDNFGYSA-N o=clocreloyeloct (OCZOC((E)O(), f(f?; :C(‘(,O) €20)00) CO)C=0

810 1.682 191. 09154 Scopoletin [M-H]- 191. 09163 C10H804 7-hydroxycounarins RODXRVNMMDRF TK-UHFFFAOYSA-N 0-C10C=2C=C (0) € (0C) =CC2C=C1

811 1.687 175. 06206 2-Tsopropylmalic acid [M-H]- 175. 0612 CTHI205 Hydroxy fatty acids BITYXLXUCSKTJS-UHFFFAOYNA-N 0-C0)CC(0) (C(=0)0)C(C)C

812 1.691 227. 15004 NPE_227. 1543 9.6 D]+ 227. 15428 C15H18N2 Aralkylamines GDCVFNAQLOMGMS-UHFFFAOYNA-N CNCCC (C1=CC=CC=C1) €2 N2

813 1.716 191.2319 Glimepiride [MeH] + 191, 23199 C24H34N4055 Benzenesul fonani des WIGIZTANZCJQQY-RUCARUNLSA-N O=CNCICCCIQ CCDINS <:0(), (:3?5)2;0) ((C (C=C2) CONC OIN3C (=0

814 1.733 345. 17596 Rhodotulic acid [M+H]+ 345. 17999 CL4H2IN406 ‘“phad‘:’fi’\‘f"j“iqs and PUNVNTVQJFSBDH-UHFFFAOYSA-N 0=CINC (€ (=0) NCLCCCN (0) € (=0) ) CCCN (0) € (<0) €

815 1.739 377. 05698 2-(3, 5-dihydroxy~1, 4-dioxo~L, 4-dibydronaphthalen-3-y]) =3-methoxy-5 D]+ 377. 06317 C1911407 Phenylnaphthalenes PBKZJ IMGHNPKBJ-UHFFFAOYSA-N 0-C(0) C=1C=C (C=C (0C) C1C=2C (<0) C=3C=CC=C (0) C3C (=0) C20) C

methvlbenzoic acid




[3, 4, 5-trihydroxy-6- (hydroxymethyl) oxan-2-y1] 9-(hydroxymethyl) -

: - N R R o Y NXC TR 1RO ]t (O PO (o »
816 174 350. 0643 D T e A e T s e D]+ 350. 06366 CLAHI7NOT Phenolic glycosides HVSMXONXCJBJ 1F-RKQHYHRCSA-N NECCC1=CC=C (0) C=C10C20C (€0) € (0) € (0) €20
817 1.742 359. 1438 Lychnophol ide D+ 14401 2012206 Terpene lactones QATUNZPYBTHFFR-UVXTKMMUSA-N 0-C(0C10C2 (0C (=CC2=0) € (=CC30C (=0) € (=0) €31) €) ) € (=CC) €
818 1.746 304. 07684 Fenoldopan [u-H]- 304. 07458 CI6H16CINO3 Benzazepines TVURRHSHRRELCG-UHFFFAOYNA-N C16=1C(0) =C (0) C=C2C1CONCC2C3=CC=C (0) C=C3
819 1.754 285. 15445 N-acetyl tryptophan [+ 285. 15442 CI3114N203 | N-acyl-alpha amino acids DZTHIGRZJZPRDV-UHFFFAOYSA-N 0=C(0) C(N=C (0) 0) CC1=0NC=2C=CC=CC21
820 1.757 524. 1969 Perseitol Heptaacetate [MeH]+ 524.19739 21130014 Nonosaccharides UZTTHSGPTUZAET-UHFFFAOYSA-N OZCmccmc(:moc(oci?i?&i?ﬁi?C)C(OC(:O)C)Cmc(ZO)
821 1.757 386. 05215 Pesticide5_Flufenacet CLAHISRN02S_4" “Fluoro-N-isopropyl-2-(5- DM+H] + 386. 05499 C14H13F4N302S Anilides TANUJLZYFUDJ TH-UHFFFAOYSA-N 0=C (N (C1=CC=C (F) C=C1) C(C) €) COC2=NN=C (52) C (F) (F) F
trifluoronethvl -1, 3 4-thiadiazol-2-vloxv) acetanilide
822 1.765 109. 06451 BENZYL ALCOHOL D]+ 109. 07 CTH80 Benzyl alcohols WYDDGKGOMKODPY-UHFFFAOYSA-N 0CC=1C=CC=CCL
823 1.769 390. 17474 syringin D]+ 390. 17584 1712409 Phenolic glycosides QUVXKWHHAMZTBY-GCPOEHJPSA-N 0CC=CC1=CC (00)=C (0C20C (C0) € (0) € (0) €20) € (0C) =CL
15, 58, 60 2 othyD) 6 L (2K, 35, 45, 5K, 65) 3, 4, 5 11 = "T=CC (=0 7
o1 i 73, 1586 | (2% 35, 15, 5K, 1) 2 (hydroxyme thyD) 6 [ L(2R, 35, 45, 58, 65) 3, 1, 5-Lrihydroxy [ 7 11813 02 bhenolie glycosides TSRO COCE LIZURRPYSIN OCT=CC (-CC-CI0C20C (COC30C (CO)C 0)C O CR00C ) C @200
6 (2-hvdroxv—4-pron-2-enviphenoxv) oxan-2-vilnethoxvloxane=3, 4, 5-triol CC
825 1.78 261. 03772 Glucose-1-phosphate D]+ 261. 03699 C6H1309P ["‘:‘:i“:;:(‘“ ide HXXFSFRBOHSIMQ-UHFFFAOYNA-N 0=P (0) (0)0C10C (C0)C(0) C(0) €10
826 1.802 313. 13931 Prulaurasin D]+ 313. 1394 CL4HITNOG Cyanogenic glycosides ZKSZEJFBGODTJW-MXNNCRBYSA-N NHCC (0C10C (C0) € (0) € (0) C10) C=2C=CC=CC2
827 1.804 241. 08217 THYMIDINE [M-H] 241. 082 C10H14N205 Pyrinidine 2 TQFYYKKMVGJFEH-UHFFFAOYSA-N 0=CINC (=0) N (C=C1C) €20C (C0) € (0) €2
deoxvribonucleosides
828 1.816 378. 1304 3, 4-dihydro-papaveraldine D]+ 378. 13 C20H21N05 Benzylisoquinol ines BSYFCWAPBDZVAX-UHFFFAOYSA-N 0=C(C1=NCCC=20=C (0C) € (00) =CC12) C3=CC=C (00) € (00)=C3
829 1.816 283.01263 Clafen (Cyclophosphanide) D]+ 283.01401 CTHIBC12N202P Mrﬁii:‘ "“:'“;t‘“d CMSMOCZETV JLDB-UHFFFAOYSA-N 0=P1(OCCONI)N(CCC1) CCCL
830 1.839 195. 05008 GLUCONIC ACID DM-H]- 195. 05099 C6H1207 ,“‘I‘ei?‘",‘i:dh‘“;c“r ‘h‘i‘]‘“c” RGHNJXZEOKUKBD-UHFFFAOYSA-N 0-C(0)C(0)C(0)C(0)C(0)CO
831 1.846 405. 0477 LB, 102) 10~ (acetyloxymethy]) -6-formyl -3-methyl idene-2-oxo- [M+H]+ 1405. 04797 (22112807 Gernacranolides and ALJXWCROGAMOBL-DQHHJRCBSA-N 0=CC1=CCCC (=CC20C (=0) € (=€) €2C (0 (=0) € (C) CC) C1) COC (=0) €
a.4.5.8,9, 1la-hexahvdrocyclodeca (b furan—4-vi1 2-pethvlbutanoate derivativ
832 1.851 510. 20691 (GRN-((25, 3R 71 ((benzold]LL, 3latotol-5-ylnethyl) antno) -3-methyl-1- D]+ 510. 20999 C2TH3IN305S Tsoindolones YYAHDCGHROJYNX-JEQJESNBSA-N 0=C1C=20=CC=0C2C35C ) (Y CCEONC (C0)NUC4=0C=C50000
oventan-2-v1) -2, 2-dinethvl-5-oxo-2, 3.5, 9b-tetrahvdrothiazolol2, 3- =CDC(QCON]
833 1.852 160. 0249 Chloridazone-methyl-desphenyl D]+ 160. 02722 C5HOCINGO Pyridazinones XNSGONYTNLWRKM-UHFFFAOYSA-N CNIN=CC (N =C(C1) C1=0
) N T (4 methoxyphenyl) 2 oxo 2T chromen 7yl 2 (4 methy phenylsul fonamido) 2 — ' - 0=CL0C=2C=C (0C (=0) C (NS (=0) (=0) C3-=CC=C (C=C3) C) C=4C=CC=C
! . 578. 4 . 25N07S avones v VME-SSEXGKCCSA-
834 1.878 578. 11377 e etate D]+ 578. 12 C31H25N07S Neoflavones POCIVFDFEBOVMF-SSEXGKCCSA-N OO (L) Cme O 00 s
835 1.883 194, 03369 Phenacylanine Hydrochloride D)+ 194, 0343 C8HIOCINO Alkyl-pheny lketones CVXGFPPATUELDV-UHFFFAOYSA-N €1 0=C(C=1C=CC=CC1)CN
—C1C=C (0C2 400 ] 10)C ¥
836 1.884 579. 11682 Apigenin 7-?2-rutinoside Do)+ 579. 12097 C27H30014 | Flavonoid-7-0-glycosides FKIYLTVJPDLUDL-SLNHT JRHSA-N O=CIC=C{0C2=0C{0C30C{00C40C (L) C (M CA) € (0)C(0) €30)
e =CC(0)=C12) C=5C=CC () =CC5
837 1.894 148, 05978 Glutanic acid DM+H] + 148. 06 CHINOA Gl“szz‘}t“u]‘i and WHUUTDBJXJRKMK-VKHMYHEASA-N 0-C(0)CCC(N) C(=0)0
OV - N . ) P OC[C-11] T0TC-11] (0[C-T]2[C-11] (0) [C-1] (0) [C-11] (OC-M]3 [C-
: . 503. 16123 a s -H)- 3. 32 saccharides q KFZSV-DZOUCCHMSA- .
838 1.903 503. 16125 Maltotriose i) 503. 16177 CI8H32016 Oligosaccharides FYGDTMLNYKFZSV-DZOUCCHMSA-N (00 [t (e 0Lt 300 Lt 19600 [t () Lot
839 1.903 197, 11819 Roccellin [u-i1) 497. 12399 2124011 Phenolic glycosides AFCAWRFTSGVRQA-CMWLGVBASA-N G=C(occioc(0c2- (,@c(r),)(a)());,gc(op(,zc) OtcEnacl
810 1.908 357. 10168 Corymbosin [M-H]- 357. 09799 CI9H1807 77??'}“:'::%3““1 FLCVGMVLNHY JAW-UHFFFAOYSA-N C0C1=CC (0) =C2C (=0) C=C (0C2=C1) C1=CC (0C) =C (0C) € (0C) =C1
— . — 0-C{0) C (-CCC120C (C) (C) C3CC (CCAC (=0 C5-C (0) C-6C-CC (0C6C
4 4 25013 38114 yranox: os XFIQFG! - SA-
811 1.91 671. 25378 Tetrahydroganbogic Acid D]+ 671. 25013 38114808 Pyranoxanthones CXFIQFGADOTDPF-XKZIYDEJSA-N RO O (L) () L0 (o)
842 1.916 180. 03391 Carbocysteine D]+ 180. 0325 C5HONO4S | L-cysteine-S-conjugates GBFLZEXEOZUNRN-UHFFFAOYNA-N 0-C(0) CSCC (V) € (=000
o o 50,2007 25, 38, 4R, 5K, 65)-2-[ (2R, 3, 15, 5R, GF) 2 [2- (3, 1-dibydroxypheny D ethoxy]- s 5020738 2om00L2 o alycoss] comounds P ——— =C{C=C10) CCOCZ0C (C0) C{0) C {0C30C () C (0)C (0) (300 CZ
5-dihvdroxv-6- (hvdroxvpethvl) oxan-4-vlloxv-6-yethvloxane 3,4, 5 triol 0
844 1.919 370. 08267 Lansoprazole D]+ 370. 08301 CI6HI4F3N302S | Sulfinylbenzimidazoles MJ THNNLFOKEZEN-UHFFFAOYSA-N 0-5 (C1=NC=2C=CC=CC2N1) CC3=NC=CC (0CC (F) (F) F)=C3C
845 1.921 327.09174 Zapotinin D~ 327.0874 CI8H1606 6?;"““::’}:@ BFXYTQRRGIMMSR-UHFFFAOYSA-N €0C1=CC=C20C (=CC (=0) C2=C10) C1=C (0C) C=CC=C10C
846 1.925 259. 11325 2-methoxy-5-methyl-3- (2-methylbut-3-en-2-y1) chromen-4-one D]+ 259. 11777 C1611803 2-methoxychromones WAPMVTHIMHEOAB-UHFFFAOYSA-N 0-C1C=2C (0C (00) =C1 (C=0) (€) €) =CC=CC2C
847 1.934 344, 13275 N-Fructosyl tyrosine [+ 344, 13321 CISH2INOS | N-Fructosyl amino acids QLJKHQIODQKMNW-UHFFFAOYNA-N 0-C(0) C(NCCL (0) (0C(C0) C(0) €1 (0))) CC2=CC=C (0)C=C2
848 1.937 117. 12265 Kaempferol 3-alpha-L-arabinopyranoside D]~ 11712012 20118010 [ Flavonoid-3-0-glycosides RNVUDWOYYWXBJ -~ TEGSVRCHSA-N OZCIC(OCZOCC(O)C(O)Czo)zggil OOl
819 1.939 142,03839 3~ (rchlorophenyl) =5-hydroxy 10~ (pyridin-3-y1)9, 10-dihydropyranol2, 3= D]+ 1442.04001 C23H14CINO5 Pyranoisof lavonoids VVWFFNXZRDY JPX-UHFFFAOYSA-N 0=C10C2=0C(0) =C3C (=0) C=C0C3=C2C (C=4CNC=C04) C1 C=5C=C
flchronene-4, 8-dione clen=ccs
850 1.944 133.01329 Malic acid DM-H]- 133.01425 C4H605 Beta hd‘dr‘]“\‘:t ],““fs and BJEPYKJPYRNKOW-UHFFFAOYNA-N 0-C(0)CC(0)C(=0)0
- 5,728, 70 Tome iy 1T T (25, 3R, 15 55,60 3 1.5 Thydrony 0= — - - — ©)C2C (0C=CCI120C30C (€) C(0) C (0) C30) 0CA0C (C0) € (0)
5 . 508. 20245 : - s WDMQLCVSWBE A
851 1.947 508. 2023 (drosati Do oot losedes (56 B 1k oG58t Bttt ey D]+ 508. 20245 21130013 Iridoid 0-glycosides NDMGQLCVSWBENIY-QZTRPTDZSA-N e
852 1.947 290. 08679 N-Fructosyl pyroglutamate D]~ 290. 08719 CLIHITNOS | N-Fructosyl amino acids VMOJEEZNLOLYBG-UHFFFAOYNA-N 0-C(0) CIN(C(=0) CC1)€C2 (0) (0C(€C0) € (0) €2 (0))
9 o1 P 5-(1,2,3, 1,5, 6 hoxahyaronyhexoxy) 6 hydroxy-3-nethory-9-methy 1,5 [ PR PR [ R 0-CI0C (-CC-2C-C30C (-0) C (0) CC (0C () C (0 C () C (0) € (0) CO)
dibvdro-3il-ovranol3, 4-h1[1henzoxenine-2, T-dione (3-cO)I)C
- . T (5 (3 (3, 4 dinethoxyphenyl) -4, 8-dioxo-4, 8, 9, 10- tetrahydropyranol2, 3 - — - — 0-C{0) C-1C-CC(=CC 1) C-20C (=CC2) C3C-1C (0C (-0) C3) ~CC-ChC(
) ] oL 3 ydropy N - » roisoflavonoids ANKTH N S
854 1.967 561. 11017 e ) gt hergoic aeid D]+ 561. 10999 3112209 Pyranoisof lavonoids OQANKTWSGPYURN-UHFFFAOYSA-N OO0 bt (00— (020
855 1.973 267. 04596 HOMOCYSTINE D1 267. 047 C8HIEN20452 Alpha amino acids ZIVZLYBCZNWNCE-UHFFFAOYSA-N 0=C(0)C(N) CCSSOCC (N) € (0)0
=C =CC=C =C2C (= D 3= 40C (= 40C. 50C (C
856 1.992 157. 17859 nedernycin D]+ 157, 17401 C24H27N08 | Benzoi sochromanequinones NY JGMJFBEVSQNN-UHFFFAOYSA-N 0=C1C2=0C=C(C0)=C2C o()»(((an (Crl)fi?(( 0) 04030 CE0C (I ¢
&
857 2,001 149, 05925 Cinnanic acid D]+ 149. 06 C9H802 Cinnamic acids WBYWAXJHAXS JNT-VOTSOKGHSA-N 0=C (0) C=CC=10=C0=CC1
858 2.007 349. 15976 Euryconalactone D]+ 319. 16 C191H2406 Steroid lactones OGHYZHNTTINXEO- JGXXKITOSA-N 0-C10C2C (0) C3C (€ (=0) CCAC (=CC (=0) € (0) €43C) ©) (€) C1C2C




0C1=C(0C) € (0C) =CC2=C1€3=C (0C) C (0C) =C (0C) C=C3CC (0) (C) C(

859 2,007 441, 18497 Gomisin H D]+ 441,189 C23H3007 Hydrolyzable tannins NLJJSPKWNBUDNS-DAOPMY JZSA-N Y

860 2,008 164. 07065 Phenylalanine DM-H1- 164. 0717 CHLINO2 Phc:ﬁl‘%"’t‘i“i and COLNVLDHVKNLRT-UHFFFAOYNA-N 0-C (0) € (N) CC=1C=CC=CCL

861 2,011 311, 13065 Desloratadine D]+ 311.13095 CI9HI9CINZ | Benzocycloheptapyridines JAUOTFJMECKRGI-UHFFFAOYSA-N C1=CC=20CC3=CC (=CC=C3C (=CACONCCA) CN=C1) C1

862 2,015 361.97177 I-Pentanesulfonamide, 1,1,2,2,3,3,4,4,5, 5, 5-undecafluoro-N-methyl D) 361.97144 BHAF1INO2S PFSA BKKNDZBSSSAGIB-UHFFFAOYSA-N 0=5(=0) (NC) C(F) (F)C(F) (F)C (F) (F)C(F) (F)C(F) () F

863 2,022 279. 01834 purpurin [M+H]+ 279. 01999 C23H2206 8-prenylated flavanones QLKSLGRVBGVPPG-XODARUQUSA-N OZMOCICZCZSC(OCZOCI(C)OZS)C;C"IC(:O)CCmcmc:%c:m:cc

864 2,027 326. 12341 Acetaminophen glucuronide DH-HI- 326. 12726 CLAHITNOS Phenolic glycosides IPROLSVIVHAQLE-BYNIDDHOSA-N 0-C(0) C10C (0C2=CC=C (N=C (0) €) C=C2) € (0) € (0) €10

865 2,034 392, 17993 #methylN ((“S'f’li‘“:,ff}:f,':}flr"i;[_,?;E{“f’:‘;jzdj" FyDmethyl) -2 Di+H]+ 392. 17999 C21H27N308 Quinolizines CDDYZYIBFIQEGM-ZWKOTPCHSA-N 0-C (NCCICCCN2CCCCC21) C=35C (=NC3C) C=4C=CC=CCA

866 2,059 115. 00298 FUMARATE (1) 115.003 41104 D"‘\"mg’x!jv;::t ;‘fi‘lg and VZCY00QTPOCHFL-UHFFFAOYSA-N

867 2,066 319. 98358 PFSW-carboxylic acid Di-H- 319, 98331 CEHEFTNOAS PFSA QXQNETFHTSUFRH-UHFFFAOYSA-N 0=C(0)ON(C)$ (=0) (=0) C(F) (F)C(F) (F)C(F) (F)F

868 2.072 100. 07543 2-Piperidone D]+ 100. 0757 C5HINO Piperidinones XUWHAWMETYGRKB-UHFFFAOYSA-N CICON=C(C1)0

869 2.079 31112274 gamma-Glutamyltyrosine DiH]+ 311.12375 CL4HISN206 | Tyrosine and derivatives VVLXCHVSSLFQDS-UHFFFAOYNA-N 0-C(0) € (N=C (0) CCC (N) € (=0) 0) CC1=CC=C (0) C=C1

870 2,081 278, 15903 1-(1-hydrosybutyl) -1, 3, 4, 5, 6, 7-hexahydro-2-benzofuran-4, 5,6, T-tetrol D] 278. 15979 C12112006 Isobenzofurans TWDKEWYUATMHMA-UHFFFAOYSA-N 0C162=C (€ (0) € (0)€10) €(0C2) € (0)CCC

871 2,084 254, 16238 Anabasamine D]+ 251, 16518 Cl6HIONS Alkaloids TZRDBHVKTWECOY-UHFFFAOYNA-N CNLCCCCCICI=ON=C (C=C1) C1=CN=CC=C1

872 2.116 14319943 poi ferin D]+ 1432012 C25H2406 S promlated GHCZYXUOYFOXIP-UHFFFAOYSA-N 0-CICC0C=203 ’CC(O(VC e éf)cc’wm ©ocdce

873 2.118 204, 12241 0-Acetyl-L-carnitine DiH]+ 204, 12248 COHIENO4 Acyl carnitines RDHQFKQIGNGIED-VRVPVSSYSA-0 €C(=0) 0[C=H] (CC (0)=0) CIN+] (O) ()€

874 2,124 128. 14313 DL-Coniine D] 128. 14337 C8HITN A;kfif:f: and NDNUANOUGZGEPO-UHFFFAOYNA-N CCCCL000ENT

875 2.133 225. 09425 3~ (4-hydroxypheny1) ~1-phenyl~2-propen-1-one Dwt]+ 225.09 CI5H1202 Retrochalcones PWHCDTYUYPOATU-DHZHZOJOSA-N 0=C(C=CC1=CC=C (0) C=C1) C=20=CC=0C2

876 2.136 281, 14859 (5R)~trans-1, 7-diphenyl-5-hydroxy-6-hepten-3-one DiH+ 281. 14999 C19H2002 Linear diarylheptanoids NEQGOKAKPXXESR-YLZCUGDYSA-N 0=C(CCC=1C=CC=CC1) CC (0) C=CC=20=0C=CC2

877 2. 146 174. 02158 Orthanilic acid D]+ 174.02194 CEHTNO3S Be“i:gezggox‘;vi‘fids ZMCHBSMFKQYNKA-UHFFFAOYSA-N 05 (=0) (0) C=1C=CC=CCIN

878 2.163 307. 09982 mol lugin D] 307. 10001 CLTHI604 Naphthopyrans VLGATXOTCNBWIT-UHFFFAOYSA-N 0=C(00) C=1€ (0)=C2C=CC=0C2=C30C (C=CC31) ()€

879 2.169 342. 13791 Feruloyl O-methyldehydrodopamine [M+H]+ 342. 13489 C19H19NO5 FUI(;S:;:;\}TL and TQGMDSXKRPLDBE-CPSCNVPRSA-N C0C1=CC (\C=C\NC (=0) \C=C\C2=CC=C (0) C (0C) =C2) =CC=C10

880 2,171 196. 09621 Nethyltyrosinate D+ 196. 09682 CLOHI3NO3 | Tyrosine and derivatives MWZPENT JLUWBSY-UHFFFAOYNA-N 0-C(0C) € () CC1=CC=C (0) C=C1

881 2.185 392. 18021 Corydaline D]+ 392. 17999 C22H27NO4 P“’t‘f}’:f;;:},“:tail:‘c“_l"‘ds VRSRXLJTYQVOHC-QUXALOBESA-N 0(C1=0C=C2C (=C10C) CN3COC4=CC (0C) =C (0C) C=CAC3C20) ¢

882 2192 323, 12186 Neobavaisof lavone D] 323.12 C20H1804 Isoflavones OBGPEBYHG IUFBN-UHFFFAOYSA-N [ 0 (0)=CC=C12) C=3C=CC (0) =C (C3) CC=C (O) €

883 2,206 261. 0932 FARNESOL D]+ 261.09418 C15H260 Sesquiterpenoids CRDAMVZIKSXKFV-YFVJMOTDSA-N 0CC=C (€) CCC=C (€) CCC=C ()€

884 2.223 ooy | OFC@ Biiimhi:l\':zx,rdj},;l_;i‘lfi?,f,?'ﬁ:ﬁyal,);?f}771?""‘.‘33'10”7[“7'"“”17 D]+ 122, 20999 2211205304 | Alpha amino acid amides OOAFHWZQYGAPFW-SFHVURJKSA-N 0=C (NC) CIN (C (=0) CON2C (=CC=C2C) C) CC3=CC (00) =C (00) C=C3C1

885 2.227 539. 28168 MUPIROCIN D] + 539. 28137 C26114409 | Mediun-chain fatty acids MINDHVHHGZYEEK-HBBNESRFSA-N O-C(O)ecccceccoc -0y e-C ) %“’“(M( xOcoocome

886 2.23 453, 19492 aig:ﬁi#51g“;”f;ﬁ:?ﬁ;i:"mif]!e,;:ill:;l;)ﬂlh‘yi‘rfﬁim‘ig”;j:'e;tn g 153.19 C2TH24N403 | Cytisine and derivatives HRIXOCEMOJEHEU-UXHICEINSA-N o=cie ‘czczmm(;N(C(?» , LEZ(:

887 2.235 395. 20108 brucine D]+ 395. 20001 C23H26N201 Strychnos alkaloids RRKTZKUPZVBMF~TBTVXLQLSA-N OZCMCHCmC):C(OC)CZCBM;CC‘\’GCC7ZCC°C(C”C(Cmsm

888 2.242 307. 16434 Epigallocatechin D+ 307. 16379 C15H1407 Epigallocatechins XNOCLSLCDHWDHP~TUODEOHRSA-N 0C=1C=C (0) C2=C (0C (C3=CC (0) =C (0) € (0) =C3)C (0)€2) C1

889 2.243 240. 17947 Benzphetamine DM+H] + 240. 17468 CITH2IN A’“";‘i‘i"‘::‘fs j"d VXKTVDFXDRQTKV-UHFFFAOYNA-N €=1C=CC(=CC1)CN (C) €(€) CC=20=C0=CC2

890 2,243 195. 12186 Octyl acetate D] 195.13 C10H2002 Fatty alcohol esters VLYBIZ1QS TBWLI-UHFFFAOYSA-N 0=C(000CCCCC0)

891 2,247 272, 15967 Napropanid DisH]+ 272. 16449 CLTH2INO2 Naphthalenes WXZVAROTGSFCFJ-UHFFFAOYNA-N CON(CO)C(=0)C(0)0C 12

892 2.248 368. 09482 Lo 1‘6 0106(‘:“}17)dlrlcﬁvli,:i(hvjii\,i:c:;‘vtlﬁ }4’_71’,11}1}3{1({;::‘“}‘5 11,1”, e [M+H1+ 368. 09167 C20H3005 Naphthofurans LLKIVVHUJOPYTV-UHFFFAOYSA-N 0=C10C2 (0) C (=C1) € (€) C3C (0) CCAC(C) (CO) CCCC4 (C)C3C2

893 2.249 120.17572 ”‘hi(vq‘,?""?;"’f’m(s SZ:Z? f fd; ")‘:t:‘{:ns%fpf:;{ e }{zp:‘f:ﬂ eid DiH]+ 420.17828 C20H31NO6 G“';‘“:‘?ia‘:‘;idf"d RMFZYEBIQCUWPE-UHFFFAOYSA-N 0=C(0) CCC (N) € (=0) 0C1C20C2 (€) € (0) CC13C (C (=€) €) CCC3C

894 2,258 331, 19727 2", 4-Dihydroxy-3, 4’ , 6' ~Trimethoxychalcone D] 33119855 CI8H1806 2 “Hydroxychalcones BXXKRESPUSMTEL-FNORWONLSA-N 0=C(C=CC1=CC=C (0) € (00)=C1) C=2C (0) =CC (00) =CC20C

895 2,258 158. 08086 Acetylproline DisH+ 158. 0816 CTHIINO3 Amino acids GNVSLDTY JOSUSH-UHFFFAOYNA-N 0=C(0)CIN(C(=0) 0 CCCl

896 2,264 378, 16501 Droperidol DH-HI- 378. 16232 C22H22FN302 Alkyl-phenylketones RMEDXOLNCUSCGS-UHFFFAOYSA-N 0=C(C1=CC=C (F) C=C1) CCON2CC=C (N3C (0) =NC=4C=CC=CC43) CC2

897 2. 269 127. 0396 4-Hydroxy-6-methyl-2-pyrone DM+H] + 127. 03897 C6t1603 P;’:‘::’:Tf “2“ NSYSSMYQPLSPOD-UHFFFAOYSA-N 0-C10C (=CC(0)=C1)C

898 2.271 13103413 Glutaric acid [-i1) 131. 03499 C5H804 D"‘\"mg’xxjv;:;"‘;‘,ﬂdg o JFCQEDHGNNZCLN-UHFFFAOYSA-N 0C (=0 CCCe (0)=0

899 2.273 218, 10214 D-(+)-Pantothenic acid [~ 218. 10339 COHITNOS Secondary alcohols GHOKNGTUZJEAQD-ZETCQYMHSA-N €C(©) (€0) [e=H] (0)€ (0)=NCCC (0)=0

900 2.274 260, 11197 | (P72 methylA-L@R 3R, 45, 55, 603, 4, 5-trihydroxy 6~ (hydroxymethyl) oxan-2- D]+ 260. 11285 ciimnos [Tty acvl elycosides of ZMELGTPFTBVPHY-GMLACYRESA-N NHCC (=CCOC10C (C0) € (0) € (0) €10) C
Lloxvbut-2-cpenitrile wono- and disaccharides

901 2.279 267.133 honokiol DM+H]+ 267. 14001 CI8H1802 Biphenyls and FVYXITYOAGAUQK-UHFFFAOYSA-N 0C1=C0=C (C=C1C=2C=CC (0) =C (C2) CC=C) CC=C

derivatives




902 2,279 290. 17026 Hyoscyamine Do)+ 290. 17001 C17H23N03 Tropane alkaloids RKUNBY T2 JHSG-LGGPCSOHSA-N 0=C(0C1CC2N (0) € (CC2) C1)C (C= €3)C0

903 2,284 281. 09781 1.5 8-trihydroxy5, 7, 7"“”“th‘fwlx;j::’iﬁ‘ii"fa’9’}‘“““"1”””“2“10“"[5’6’ DM-H1- 281. 09955 C15H2205 Terpene lactones MWDNWQAVYQDZQT-UHFFFAOYSA-N 0-C10C (0) C2=C1CC (0) (€) C3CC(C) () CC3C20

904 2.29 233. 14841 Threonylleucine (isomer of 809, 926) DiH]+ 233,151 C10H20N204 Dipeptides BQBCIBCLXBKYHW-UHFFFAOYNA-N 0=C(0)CNC (=0) ) C(0) ) CC () €

905 2,292 378. 9436 7-Chloro-perfluoroheptanoic acid [u-i1) 378. 94006 CTHCIF1202 PFSA WMFYUMIVMKSLSX-UHFFFAOYSA-N 0=C(O)C(F) (F)C(F) (F)C(F) (F)C(F) (F)C(F) (F)C(F) (F)Cl

906 2,292 312, 96674 FT-sulfonic_acid [~ 342, 96921 COH5F904S PFSA FVJAERWLICOZSD-UHFFFAOYSA-N 0=5(=0) (0)C(O)CC(F) (F)C(F) (F)C(F) (F)C(F) (F)F

907 2.299 140, 07011 3-hydroxy-1, 2-dimethylpyridin-4 (i) -one D]+ 140. 07001 CTHONO2 Methylpyridines TZXKOCQBRNJULO-UHFFFAOYSA-N 0-CIC=CN(C(=C10) €)C

908 2.303 203. 138 Ala-Leu D]+ 203. 13902 COHI8N203 Peptides RDIKFPRVLJLMER-UHFFFAOYNA-N 0-C(0) CN=C () C () ) CCO)C

909 2,303 356. 1192 Duguetine D)+ 356. 117 C20H21N05 Hydroxy-T-aporphines ZAVWGRCRKSHIMO-OALUTQOASA-N 0C1C2=CC (0€) =C (0C) C=C20=3C=40C0CAC=C5C3CIN (C) CC5

910 2.319 189. 12254 Gly-Leu Do)+ 189. 12337 CSHIGN203 Peptides DKEXF JVMVGETO0-UHFFFAOYNA-N 0-C(0) C(N=C(0)CN) CC (C) C

oo 7 395, 11371 | (% 25,85, 10R, T15)-10, 1T-dihyaroxy—6- (e thoxyme thy )1, 10-dimethy15-oxo- [ 95 1105 PE— etenol idos CVLCCOMORDAF T TLALIES A 0-C10C2-CC3 (0C (0) (CC3) € (0) (0)CC (0C (00 C (-0)C) C2-C1C00)
4. 14-dioxatricvelof9,2, 1,02, ?1tetradeca=2, 6-dien- wethvlprop-2- c

912 2.339 290. 15887 brevicarine D]+ 290. 16 C17H21N3 Harnala alkaloids ONGIBPZQATHNBX-UHFFFAOYSA-N N=10=C (C=2=3C=CC=CCINC2CIC) CCOONC

913 2,343 114, 05534 L-PROLINE i) 114. 056 C5HINO2 Proline and derivatives ONIBWKKTOPOVIA-UHFFFAOYSA-N 0=C(0)CINCCCL

914 2.344 501. 26456 2716 Tdinethoxy3, 4-dibydroisoquinolin-T-yDmethyl] =3 ethyl 9, 10~ [MeH] + 501. 26294 C29H38N204 Emetine alkaloids FBRKYRSUS JWLHH-UHFFFAOYSA-N N1=C (C=20=C (0C) C (0C) ~CG2CCT) CC3CCAC=0C (00) =C (00) C=CaC

Jinethoxv-2, 3, 4,6.7, 11b-hexahvdro- 1i-benzolalouinolizine CNACCACC

915 2.345 122, 02417 NIACIN Di-HI- 122. 02475 C6HENO2 Pyridinecarboxylic acids PVNTTMVLHYAWGP-UHFFFAOYSA-N 0=C(0) C=IC=NC=CC1

916 2.355 188. 07187 Atrazine-desethyl D]+ 188. 06975 C6HIOCING L5 d‘f:y;‘f;:f' 21 DFWFTQKMSFGDCQ-UHFFFAOYSA-N CC(ON=CINC(C1)=NC (2NN

917 2,361 343, 15005 8,9-epoxy-3, 10-di i sobutyryloxythymol [+ 343. 14999 C18112405 Phenol esters OLARKEMZPYGE JU-UHFFFAOYSA-N 0=C(0C1=CC (=CC=C1C2 (062) COC (=0) () €) O) € (€) €

918 2,364 232, 15367 Butyryl carnitine (isomer of 920) D]+ 232. 1553 Cl1H21N04 Acyl carnitines LRONOZRCYBNMEP-UHFFFAOYNA-N 0-C([0-1)CC(0C(=0)C(©) ) CN+] (©) ()¢

919 2.372 347. 19083 Rosmanol D+ 347.19 20112605 Diterpene lactones LCAZOMIGFDQUNC-FORNCCITSA-N 0=C10C2C (0) C3=0C (=€ (0) € (0) =C3C14CCCC (C) (€)€24) C(O)C

920 2.377 374.20126 3~ (li-indol-1-yD)-1-(8 "‘e‘h‘)‘“ifu'; Diinhiyldi(;cm pyridol,3-bJindol-2 51D D]+ 374, 20001 C23H23N302 N-alkylindoles KQJOTRBNSBFLSW-UHFFFAOYSA-N 0-C(NICC=2C=30=C (0C) C=CC3NC2CC1) CONAC=CC=5C=CC=CC54

921 2,379 105. 06947 Styrene D)+ 105. 06988 csiis Styrenes PPBRYRYQALVLMY-UHFFFAOYSA-N C=CC=1C=C0=CC1

922 2,382 231. 16911 Leucylvaline D]+ 2311713 C11H22N203 Dipeptides MDSUKZSLOATHMH-UHFFFAOYNA-N 0-C(0) CNC(=0)C () CC ()OI € ()€

o | aw | won [ e s e T | e | cmwwn | s

924 2.42 157. 08574 4, 5-dihydroxy-3-propyleyclopent-2-en-1-one D]+ 157. 08592 C8H1203 1,2-diols LERFNLMDZHTVHB-UHFFFAOYSA-N 0=C1C=C(CCC) C(0)C10

925 2.42 100. 11185 Cyclohexanamine D)+ 100. 11208 Col1aN Cyclohexylanines PAFZNTLMEXTMIY-UHFFFAOYSA-N Neleeeect

926 2.42 146. 117 N-Methylisoleucine [M+H]+ 146. 11749 CTHI5NO2 Ij’i‘]“‘\‘["\“g”“i KSPITYJQBLVDRRI-UHFFFAOYSA-N 0=C(0)C(NC) C(C) CC

927 2.427 149. 19739 Cycloveratrylene [M-H]- 449. 19696 C27H3006 Anisoles YECHEDVCXXVLIY-UHFFFAOYSA-N 0(C=1C=C2C(=CC100) CCS’“L;(:OC?C’()‘EOC) (=C3004=0C(00) =C (0C)

928 2.433 317. 18011 Sodiun Tetradecyl Sulfate D]+ 317. 17569 CL4H2N04S [ Sulfuric acid monoesters UPUTQOTQVMNGAP-UHFFFAOYSA-) [Nar+]. 0=5 (=0) ([0-]) 0CCCCCCCECCCCCC

929 2.445 255. 13327 Helenine [M+H]+ 255. 1355 C15112002 F‘“‘fes"m"”l::e”’ o PXOYOCNNSUAGNS-AGNJHWRGSA-N 0=C10C2CC3 (C(=0C2C1=C) € (C) CCC3) €

930 2,464 349, 13773 (2-hydroxy-3, 6-diphenyleyclohexyl) acetate D]+ 319. 13718 20112203 Cyelohexanols RRGRXDIGPVAQIW-UHFFFAOYSA-N 0-C(0C1(0) € (C=2C=CC=CC2) CCCTC=3C=CC=CC3) C

931 2,467 391. 21008 Rhodo japonin 11T D+ 391. 20999 203206 Grayanoids VUMZHZYKXUY TH-GLHQSWFFSA-N 0C1CC23CC (0) (0)C(CCC2C (0) (€) CAC50C5C () (€)C140) €30

932 2.474 321. 16434 Artemether (SM-224) D]+ 32116699 C1612605 Artemisinins SXYIRMFQILZOAM-RDAPPBCGSA-N 010C23040€ (00) € (€) C3CCC (€) C2CCC (04)C

933 2.478 542. 24249 L;(j;(f;ciﬁ:?;)mwphmly‘l):’1Z:;71";1:]:i;ﬁ]’::t'}mi:7 [M+H]+ 542. 23999 C31129N503 Beta carbolines 0JFGYTHMOAYBRB-UHFFFAOYSA-N O=Ce=ae=ce CCWMCC(:O)WI\’(C:W::

934 2,488 298, 12949 (3,4, 5-trihydroxy-6-methyloxan-2-y1) 2-(nethylamino) benzoate D]+ 298. 12851 CL4H19N0G Hexoses XLGJBANZFAQPOK-UHFFFAOYSA-N 0-C(0C10C(€) C(0) € (0)C10) C=

935 2,488 254. 10384 5,6, 7-Trimethoxycounarin D]+ 254.10229 CI12H1205 Cﬁ:z‘f"'ﬁ ‘L‘“d FOBNRKTURPNTQX-UHFFFAOYSA-N 0-C10C2=CC (0C) =C (00) € (00) =C2C=C1

936 2,488 220. 11949 CisZeatin D]+ 220. 11929 CLOHI3N50 6-alkylaminopurines UZKQTCBAMSNPJD-UGCOTBPSSA-N C\C(C0) =C\CNC1=C2N=CN=C2NC=N1

937 2,488 s90. 13168 | D ‘Hi"y‘l""xyﬁ""“hy]"m"‘]"’zfzj_})73;:'?;?]747‘)”727“}‘9"”71*“"”""9"?7 D]+ 390. 13 C21H21N05 Flavones UYXBVRMASFBLKM-UHFFFAOYSA-N 0=CNC(C) (€0) C0) CL=CC=CC=2C (=0) € (=C (0C12) C=3C=CC=CC3) €

938 2,489 352, 13742 Tazarotene (Avage) D]+ 352. 13699 C21H21N02S Retinoids 0GQICQVSFDPSET-UHFFFAOYSA-N 0-C(0CC) C1=CN=C (CHCC2=CC ) (©)0)c=Cl

939 2.491 285. 17957 Alpinetin Methyl Ether D+ 285. 17853 C1711604 7’?;7“?‘::"%:@ TAFBOKYTDSDNHV-UHFFFAOYSA-N 0-C1C=20 (0C) =CC (0C) =CC20C (C=3C=CC=CC3) C1

940 2,493 288. 15585 Atropine [u-H]- 288. 16049 C17H23N03 Tropane alkaloids RKUNBY ITZUJHSG-P JPHBNEVSA-N 0-C(OCLCC2N (C) € (CC2) C1) € (C=3C=CC=CC3) CO

941 2.495 4612121 Pseudoaspidin [M+H] 461. 20999 2513208 Diphenylmethanes ASBDWVACJRRBIZ-UHFFFAOYSA-N o:(‘((::1c(0):(:(c(o):c((:(:):)((J‘))g(u(o)(:(c(:o)c(:( ~cooc

942 2,498 222, 1118 Hydrocotarnine Dwt]+ 222, 11247 C12115N03 | Tetrahydroisoquinolines XXANNZJ17QTCBP-UHFFFAOYSA-N €OC1=C20N (€) COC2=CC2=C10C02

943 2.506 296, 1335 | 2 othylidene 4 TR 3I, ’15’7575"15]1) ji’lf(’f;fif,jTjrdo“’& (hydroxynothyl) oxan- D+ 296. 13397 ClIH1808 Saccharol ipids QUALTHDWQNOLLT-ZBGLXGBJSAN 0=C(0)C (=€) CCOCIOC (C0) C(0) € (0) €10

914 2.509 259. 1669 3, 7-Epoxycaryophyl lan-6-One D]+ 259. 16684 C15H2402 Oxepanes PPGUUDJMIMGALC-UHFFFAOYSA-N 0=C1CCC2 (0C1 (C) CCC3C2CC3(C) ) €




Gluco/mineralocorticoids

945 2.511 375.17459 Cyproterone Do)+ 375.17215 C22H27C103 oo o DUSHUSLJ JMDGTE-UHFFFAOYNA-N ce (el (e > (C50C504 (€) C300C210)=0) C1) 0) =0

946 2.52 305. 16125 Propentofylline [M-H]- 305. 1619 C15H22N403 Xanthines RBQOARRFDPXAGN-UHFFFAOYSA-N 0-C1C2=C (N=CN2CCC) N (€ (=0) NICCCCC (=0) €) €

947 2.526 357. 21194 galbulin DM+H] + 357. 20999 2212804 Aryltetralin lignans WYBOVTSLCPAJFV-QLEMLULZSA-N 0(C1=0C=C (€=C100) C2C3=CC (0C) =C (0C) C=C3CC (€) C20)

948 2.534 174. 02164 ANTLINE-2-SULFONIC ACID [M+H]+ 174.02 CEHTN Anitine :{:’i"l:‘;“mt”w‘ PAYRUJLWNCNPS J-UHFFFAOYSA-N NC=1C=CC=CCL

919 2,537 125. 05965 Isovaleric acid [M+H]+ 125.06 C5H1002 ‘\‘IU”"'H"_:‘]';}“"{ fatty GWYFCOCPABKNJV-UHFFFAOYSA-N 0=C(0)CC(C)C

950 2.538 291. 15387 1" methy 150, 1,5, G’t“rahydr?)’ L”L{}: ‘?ﬁfmd& 2Tk Jearbazol 321D - D+ 291. 14999 CITH20N20 Carbazoles TVYGDDMZPBKRPM-UHFFFAOYSA-N 0=C (NICON2C=3C=CC (=CC304=C2C1CC04) €) C

951 2.538 340. 14975 Tetrahydroberberine D]+ 340. 14999 C20H21N04 P“’t‘f}’:f;:},“:tail:‘c“_l"‘ds VZTUIEROBZXUFA-MRXNPFEDSA-N 0(C1=0C=C2C (=C10C) CN3COCA=CC=50C0C5C=CAC3C2) C

952 2.544 285. 17981 Oseltamivir carboxylate [M+H] + 285. 18088 C14H24N204 Ga'"‘""da':::t;“yids and NENPYTRHICXVCS-YNEHKIRRSA-N €CC(CC) 0[C=H]1C=C (C[C=H] (N) [C=H] IN=C (C) 0) € (0) =0

953 2,545 385. 15891 (2R, 35, 45, 5K, GS)’2’(hy‘lr“‘“"’“h"l)’f;i(i'] 4, 5-trimethoxyphenoxy) oxane=3, 4, 5= [M+H]+ 385. 159 C15H2209 Phenolic glycosides NBLLRWANAFOKON-ZHZXCYKASA-N 0CC10C (06=2C=C (0C) € (00) =C (0C) €2) € (0) € (0) C10

954 2.545 317. 16904 ($)-[6]gingerol DM+H] + 317. 17001 C17H2604 Gingerols NLDDTKRKFXEWBK-CQSZACTVSA-N 0=C (CCC1=CC=C (0) € (0C) =C1) CC (0) CCOCC

955 2.554 122.09717 2,6-Xylidine DM+H] + 122, 09643 CBHLIN m-Xylenes UFFBMTHBGFGTHF-UHFFFAOYSA-N CC=1C=CC=C (C)CIN

956 2.557 298. 09607 5" ~S-Methyl thioadenosine [M+H] 298. 09683 CLIH15N5038 mivn’n(jf“‘“: - WUUGFSXJNOTRMR- [0SLPCCCSA-N €sCLe=H] 10[C=H] ([c=H] (0) [C=H] 10) NIC=NC2=C (N) N=CN=C12

957 2,557 331.19568 8-[3-ox0-2-[ () -pent-2-enyl]cyclopenten-1-ylloctanoic acid [MeH] + 331.19421 C18H2803 | Mediumchain fatty acids RHVWQVSLVMXMBR-XVNBXDOJSA-N 0=C (0) CCOCCCOCT=C (€ (=0) CC1) CC=CCC

958 2.561 447112 Cynaroside [M-H]- 447.112 C21H20011 Flavonoid-7-0-glycosides PEFNSGRTCBGNAN-QNDFHXLGSA-N 0=C10=C(0C2=CC 100300 ((%ﬁ (:(g)(%g(&cso) =CC(0)=C12) G=4c=0C

959 2. 566 224.12794 Bufexanac D]+ 224. 12801 CIZHI7NO3 Phenylacetamides MXJWRABVEGLYDG-UHFFFAOYSA-N 0-C (NO) CC1=CC=C (0CCCC) C=C1

960 2.567 259. 00827 Bromaci | D] 259. 00876 COHI3BIN202 Halopyrimidines CTSLUCNDVMMDHG-UHFFFAOYNA-N €CC(C)NLC (0) =NC () =C (Br) C1=0

961 2,568 146. 1171 (8)-3-Amino-5-methylhexanoic acid [M+H]+ 146. 11755 CTHI5NO2 Beta (‘;’;’:i"ff‘:’i“_ij“ and MLYMSTKVLAPCAK-LURJTMIESA-N €C(C) CLC=H] (V) CC (0)=0

962 2.58 247.1279 desmotroposantonin DM+H] + 247.13 CI5H1803 Naphthofurans ZLKGXNSQDUJSAU-PSEJXSGSSA-N 0=C10020=3C (=C (0) C=C (C3CCC2C10) ) C

963 2.582 208. 0598 7, 8-dimethoxy-benzo[d] [1, 2] oxazin-1-one DM+H]+ 208. 06 C10HINO4 Benzoxazines KPEBLJUVHUTNCC-UHFFFAOYSA-N 0-C10N=CC=2=CC (0€) =C (0C) C12

964 2.592 292. 04517 1, 8-dini tropyrene [M-H] 292. 04895 C16H8N204 Pyrenes BLYXNTHKOMELAP-UHFFFAOYSA-N C1=CC=20=CC (=C30=CCA=C (C=CC1=CAC23)N (=0) =0) N (=0) =0

965 2,598 319. 15021 L(2R)~1-[(28)~6-ox0-2, 3-dihydropyran—2-yllpropan-2-y1] 3-(3, 4- [M-H]- 319. 14777 C17H2006 Catechols DEJPAJWPCTUPPL-YPMHNXCESA-N 0=C10C (CC=C1) CC (0C (=0) CCC2=CC=C (0) C (0) =C2) C

Jihvdroxvohenvl) propanoat

966 2.598 239.10242 Felbamate D]+ 239. 10263 CLIH14N204 BC"ZC"ZUT?E\{“?L‘L}J?““M WKGXYQFOCVYPAC-UHFFFAOYSA-N N=C (0) 0CC (C=1C=CC=CC1) COC (=N) 0

967 2.598 305. 14777 Miltirone DM+H]+ 305. 14999 C19H2202 ]m[:n"j:‘m‘?:‘"fs ud FEFATBOZOKSLJR-UHFFFAOYSA-N 0=C1C (=0) € (=CC=2=CC3=C (C21) CCCC3 (€) €) C(0)C

968 2.598 272. 14792 Pesticide5 Methoprotryne C1IH2INGOS [M+H] 272. 15399 CLIH2IN50S | Methylthio-s-triazines DDUTUBP JPOKOMY-UHFFFAOYSA-N N=1C (=2NC (=NCINCCCOC) NC (€) €) SC

969 2.602 135. 06491 2-Deoxyribose D]+ 135. 06519 C5H1004 Beta-hydroxy aldehydes ASJSAQTRZKANQN-UHFFFAOYNA-N 0=0CC (0) € (0) CO

970 2,602 283. 16464 ANTSOMYCIN DM+H] + 283. 16522 C14H19N04 Anisoles VKJYKKNCCRKFSL-BFHYX JOUSA-N 0=C (0C1C (0) ONCLCC2=CC=C (00) C=C2) €

971 2,604 488.25916 deltamine DM+H]+ 488. 26001 C25H39NOT djtc‘“rcn(’cr::()‘;"i]t;jii N GLMFFCVWRKKBJB-YVAUPFRZSA-N OCIC2C3 (N (CO) C'w"’“’m(‘g;’& (OC)CTCC(0) (CCT00) C42C (0

972 2.617 229. 15366 Leucylproline [+ 229. 15511 C11H20N203 Dipeptides VIJUNIYRY IATHF-UHFFFAOYNA-N 0=C(0) CIN(C(=0) C(N) CC (0) €©) CCC

973 2.623 373. 17047 2-[2-L@ -pent-2-eny1]=3-13, 4, 5-trihydroxy-6-(hydroxymethyl) oxan-2- [M-HI- 373. 17352 1813008 Fatty acyl glycosides of GJ7ZJZRWFRZFTEE-ARJAWSKDSA-N 0=C (0) CC1CCC (0C20C (CO) € (0) € (0) C20) C1CC=CCC
vlloxvevelopentvilacetic acid mono— and disaccharide

974 2,624 192. 97765 PYROCATECHUTC ACTD DM+H] + 192. 98041 CTH604 Salicylic acids GLDQAMYCGOT JDV-UHFFFAOYSA-N 0=C (0) C=1=CC=C (0) C10

975 2.625 234. 16899 (2R)-2-[ (2R, 59) ~5-[ (28) ~2-hydroxybutyl] oxolan-2-y1Jpropanoic acid DM+H] + 234. 16997 C11H2004 Oxolanes HTCUURQJNZBKTA-XFWS TPNHSA-N 0-C(0)C(C)€10C(CC1) CC (0) CC

976 2.625 221.09212 Ethyl -D-glucuronide [M-H] 221.09399 C8H1407 0-glucuronides WJBVMJWSPZNJH-UGGZVRACSA-N 0=C(0)C10C(0CC) € (0) C(0) €10

977 2.629 551. 24854 Pseudolaric Acid A-O-beta-D-glucopyranoside DMt + 551,25 28138011 Diterpene lactones TVYWRYGMQNKDQB-VHJBJYHKSA-N o:c(ocmc(co)c(n)cfﬁ))ggz)ncr(“ (f]c)z(f)og(:n)mcc:c(c)ccc

978 2,631 277.11722 1-Pentanone, 3-hydroxy-1, 5-diphenyl- DM+H] + 277. 1199 CI7H1802 Alkyl-phenylketones QUUNGGININGVSC-UHFFFAOYSA-N 0=C (C=1C=CC=CC1) CC (0) C0C=2C=CC=CC2

979 2.64 307. 08417 Clobenpropit [M-H]- 307. 07898 CLAHITCINAS Chlorobenzenes UCATEVHKDLMIFL-UHFFFAOYSA-N C1C1=CC=C (C=C1) ONC (=N) SCCCC2=CN=CN2

980 2,641 145. 04965 Adipic acid [M-H] 145. 05063 611004 Medium-chain fatty acids WNLRTRBMVRJNCN-UHFFFAOYSA-N 0=C (0) CCOCC (=0) 0

981 2,647 352. 18637 Eseroline Fumarate [MsH] + 352. 18668 C17H22N205 Pyrroloindoles PBZRRADJWNBPNY-WLHGVMLRSA-N 0=C (0) C=CC (20) 0. 0C1=CC=C2C (=C1) €3 (€) CON (C) C3N2C

982 2,647 263. 15131 phenylacetylglutanine DM-H]- 263. 15192 CI3HI6N204 [ N-acyl-alpha amino acids JFLIEFSWGNOPJ-JTQLQIEISA-N 0=C (0) C (N=C (0) CC=1C=CC=CC1) CCC (=N) 0

983 2.653 159. 09116 1-Benzylimidazole DM+H] + 159. 09167 CIOHION2 | N-substituted imidazoles KKKDZZRTCRFGSD-UHFFFAOYSA-N N=1C=CN(C1) CC=20=CC=CC2

984 2.673 333.16385 (5R) ~5-hydroxy-1- (4-hydroxy-3-methoxyphenyl) decan-3-one [M+H] 333. 16513 C17H2604 Gingerols NLDDIKRKFXEWBK-CQSZACTVSA-N 0=C (COC1=CC=C (0) € (0C) =C1) CC (0) CCOCC

985 2.673 263.14029 Prolylphenylalanine D]+ 263. 14069 CLAH18N203 Dipeptides IWTANZLCJVYEFX-UHFFFAOYNA-N 0=C (0) € (NC (20) CINCCC1) 0C2=C

986 2.673 102. 09207 valeranide D]+ 102. 09134 C5HLINO Fatty amides TPWFJLADVFK JDU-UHFFFAOYSA-N N=C (0) CCeC

987 2.675 299. 07574 Benzoic acid + 10, 0-Hex DM-H]- 299. 07611 C13H1608 Phenolic glycosides XSSDY IMYZONMBL-UHFFFAOYNA-N 0 (0) €2=CC=C (0C10C (C0) € (0) C(0) €1 (0)) C=C2




988 2,677 293.11203 Climbazole [MeH] + 293. 10513 CISH17CIN202 Phenol ethers OWEGWHBOCFMBLP-UHFFFAOYNA-N €C(0) (€)C(C(NIC=CN=C1) 0C2=CC=C (C=C2) C1) =0

989 2.68 196. 06087 ”3, 4-DTHYDROXY-L-PHENYLALANTNE” [M-H]- 196. 061 COHLINO4 | Tyrosine and derivatives WIDRDQBEARUYNC-UHFFFAOYSA-N 0=C (0) C(N) CC1=CC=C (0)C (0)=C1

990 2.684 237.12273 Alanylphenylalanine DM+H] + 237.1254 CIZH16N203 Dipeptides OMNVYXHOSHNURL-UHFFFAOYNA-N 0-C (0) C(NC (=0) C (N) €) CC1=CC=CC=CL

991 2,684 367. 15933 Dehydroisoandrosterone sulfate [M-H] 367. 15848 C19H28058 Sulfated steroids CZNCKYRVOZZJNM-UHFFFAOYNA-N 0=C1C0C2C3CC=CACC (08 (=0) (=0) 0) CCC4 (C) C30CC12C

992 2.69 345. 12744 santin [M+H]+ 345. 12683 C18H1607 5’?;"}“:'::%3“"1 DWZAJFZEYZIHPO-UHFFFAOYSA-N 0=C1C(00) =C (0C2=CC (0) =C (0C) € (0) =C12) C=3C=CC (0C) =CC3

993 2,692 348.13931 | (®)-1-((4, 8-dimethoxyFuro[2, 3-b]quinol in-7-y1) oxy) ~3-methylbutane-2, 3-diol DM+H]+ 348. 14001 CI8H2INOG Furanoquinol ines FGANMDNHTV JAHL-CYBVUJFWSA-N 0C (C0C=1C=CC2=C (N=C30C=CC3=C20C) C100) € (0) (O)C

994 2,692 161. 10818 Tryptamine (not validated) DM+H] + 161. 108 CIOH12N2 Indole and derivatives APJYDQYYACKCRM-UHFFFAOYSA-N NCCC2=CNCT=CC=CC=C12

995 2.693 387. 13974 DL-Praeruptorin A [M+H] + 387. 14001 C21H2207 Angular pyranocoumarins XGPBRZDOJDLKOT-1ZZDOVSWSA-N 0=C10C2=C (C=C1) C=CC=30C (©) E,(,:)‘C(“C(:O)C(:CC)C)C(OC(:O)C

996 2,697 176. 07047 3-Indoleacetic acid D1+ 176. 0706 C10HINO2 I”“"{I;i’ff\”{”ﬁ‘_‘: acid SEOVIRFCIGRIMH-UHFFFAOYSA-N clece2e (el) ¢ (CC(=0)0) ¢ [nH]2

997 2,697 227. 0759 cis-resveratrol [M-H]- 227.07137 C14H1203 Stilbenes LUKBXSAWLPAMSZ-UHFFFAOYSA-N 0C1=CC=C (C=CC2=CC (0)=CC (0) =C2) C=C1

998 2,698 204. 14201 Crotami ton D]+ 204. 13829 CI3HI7NO Anilides DNTGGZPQPQTDQF-UHFFFAOYSA-N €C=CC (N(CC) C1=CC=CC=C10) =0

999 2.702 369. 12857 gibberellic acid [M+H] 369. 13 192206 Cli;f”"f:zllci"‘dﬁ’ IXORZMNAPKEEDY-OBD JNFEBSA-N 0=C (0) C1C2C3 (0C (=0) €2 (C) € (0) C=C3) CACCCH (0) € (=€) CC14CH

1000 2.705 571. 29352 Khayanthone Do)+ 571. 29016 3214209 Limonoids AKPJXLBXDLSOFY-YCUUMJCDSA-N 0:0<0c1cc(oc(;(;)))(2)5&(5))c(‘(gzcrig‘c:(:;)&)(cg)(f))gzcccfl okl

1001 2.706 288, 14313 11, 22-dimethyl (6E, 176)3, 14-dioxo-8, 19-bis ({L (25, 3R, 45, 55, 6R) 3,4, 5= [M+H]+ 288. 14417 C13H1806 0-glycosyl compounds GKHCBYYBLTXYEV-UJPOAATJSA-N 0CC10C (0CC=2C=CC=CC2) € (0) € (0)C10

tribvdroxy-6-(hvdroxvmethyl) oxan-2-v1loxvl) 4,9, 15,20~

1002 2.706 186. 1485 Chrysanthenic Acid D]+ 186. 14885 C10H1602 mo:f‘t‘;’:l‘)ci;f e XLOPRKKSAJMMEW-UHFFFAOYSA-N 0-C(0)CLC(C=C(C)C)CL(O)C

1003 2.71 235. 10803 Carbetanide M1 235. 10881 CI2H16N203 Phe““mré’:r‘"i( acid AMRQXHFXNZFDCH-UHFFFAOYNA-N CCN=C(0)C(€) 0C (0) =NC1=CC=CC=C1

1004 2736 561. 31152 L crnn:ﬁ\lvulnzk(im j: (ﬁ?liﬂfi v::vlolx(;x.yyci—?r'llllxi):i 1::;?;2:}178(21310110: LA - DH] 56131 C3LHATNa0G Steroid esters HIHVQCXHVNGZNC-LHTWEMHRSA-M 1) CCICOC(=0) Q) e (E[:i:]r(%i(r[;?; ) CCC(0) C(0) CACCCa?

1005 2.741 180. 10284 (R)-3-Amino-4-phenylbutyric acid DM+H] + 180. 1019 CIOH13N02 Beta K;’L"fl“\"u“f‘bd* and OFVBLKINTLPEGH-SECBINFHSA-N N[C=H] (CC(0)=0) CC1=CC=CC=C1

1006 2.745 295. 12836 Aspartame DM+H] + 295. 12885 CL4H18N205 Peptides TAOZJTPTCAWTRG-QWRGUYRKSA-N €0C (=0) [C=H] (Celeccce DN=C ([C=H] (CC(=0) 0)N) O

1007 2.746 255. 10432 Ketoprofen [M+H] 255. 10158 C16H1403 Benzophenones DKYWVDODHFEZ IM-UHFFFAOYNA-N €C(€(0)=0) C1=CC (=CC=C1) € (=0) C1=CC=CC=CL

1008 2.749 479.16275 Flavin Mononucleotide [M+H]+ 479, 16177 CITH2IN409P Flavin nucleotides FVTCRASFADXXNN-SCRDCRAPSA-N O=CIN-C(0)C2= c@c(cx}sg)(rc)z:\u)cc(0>C(O)C(0>COP<:0

1009 2.759 322.13937 PCStiajdCU’”ipmZif‘(‘;ocfﬁlflosv{ﬁldivrw‘f’ 2-imechyl=2= (4~ D]+ 322. 14301 C20H19N03 Diphenylethers NHDHVHZZCFYRSB-UHFFFAOYSA-N N=1=CC=CC10C (€) COC2=C0=C (0C=3C=CC=CC3) C=C2

1010 2.762 425.1907 Kushenol F DM+H]+ 125.19 2512806 8-prenylated flavanones XRYVAQQLDY THCL-CMJOXMDJSA-N O-CIE2-CO)=C(0) LV(ZCZ“%(CL?C’( (g:f(o)c S0EHECCEOO

1011 2.774 316.07977 | [2-[(E)-3, 4-dihydroxypent-1-enyl]-6-oxooxan-3-y1] (E)-2-methylbut-2-enoate [M+H] 316.07916 C15H2206 Delta valerolactones WEDTEMBZPE JDNC-BZNITXMSSA-N 0=C(0C1CCC (=0) 0C1C=CC (0) € (0) €) € (=CC) €

1012 2.778 229.11754 Proline-hydroxyprol ine [MeH] + 229. 11829 C10H16N204 Dipeptides ONPXCLZMBS JLSP-UHFFFAOYNA-N 0=C (0) CIN (€ (=0) C2NCCC2) CC (0) C1

1013 2.782 370. 1123 kinetin riboside DM+H] + 370. 10999 CISH17N505 Purine nucleosides CAGLGYNGQSTUGX-SDBHATRESA-N 0CC10C (N2C=NC=3C (-NC=NC32) NCC=40C=CC4) € (0) C10

1014 2.784 480. 1701 . dr&":' f;\f)bosgljﬁi 6 HZS 3 :E;lessrd’hid:: Zf'ﬂsmcth L DM+H] + 480. 17114 C19H26013 0-glycosyl compounds CDTTMEVVBBGLIF-OVUASUNJSA-N o-cloccrococz(oc o c o t%)m) COCOCI0E-CC-C0)

1015 2.785 407. 24121 [4, 5-dihydroxy3, 4-bis (hydroxymethyl)~4a, 8, 8-trimethyl-5, 6, 7, 8a [M+H] + 407. 24039 C21H3606 Fatty acid esters PBKUOHTZGOWWBK-UHFFFAOYSA-N 0=C(0C1C=C (C0) € (0) (C0) €2 (€) € (0) CCC (C) (C)C12) CCCCe
tetrahvdro-1li-naphthalen-1-v11 hexanoate

1016 2.785 265. 06323 2', 2" -Difluoro-2’ ~deoxyuridine [MeH] + 265. 06305 C9H10F2N205 dp(,m:fj:"lli:\i??ezl\119 FIRDBEQT JQERSE-GPPQHZFASA-N 0CLC=H]10[C=H] (N2C=CC (0) =NC2=0) C (F) (F) [C=H] 10

1017 2,787 337. 13873 aurapten DM+H] + 337. 13971 C19H2203 Terpene lactones RSDDHGSKLOSAFK-RVDMUPTBSA-N 0=C100=20=C (0CC=C (€) CCC=C (C) €) C=CC2C=CL

1018 2.797 265. 15353 Feruloyl putrescine (isomer of 1173) [M+H]+ 265. 15469 CL4H20N203 "e"d”lr‘fva“f;d j"d SFUVCMKSYKHYLD-UHFFFAOYSA-N 0-C (C=CC=1C=CC (0) =C (0C) C=1)NCCCCN

1019 2.8 356. 13199 (IR, 3R, 45, 501, 3, 4-trihydroxy=5-LE) =3~ (4-hydroxyphenyl) prop-2- [M+H] + 356. 13397 CI6111808 Quinic acids and BMRSEYFENKXDIS-QHAYPTCMSA-N 0=C(0C1CC (0) (€ (=0) 0) CC(0) C10) C=CC2=CC=C (0) C=C2
enovlloxvevelohexane 1 carboxvlic acid derivativ

1020 2.8 361. 19592 Prednisolone [M+H]+ 361. 20096 C21H2805 21-hydroxysteroids OTGNJSKKLXV: WUMJDOOSA-N cle=lizcle=l o) [c}: :{(](ZF[(C;HZ] ((g)c(c(z) ,(fgﬂ) C=cle=lato) [

1021 2,808 319. 12817 Trigenol DM+H] + 319. 1286 CI15H1008 TsofTavones DFURNQINFBMYHN-UHFFFAOYSA-N 0-C1C (=C0C2=CC (0) =C (0) € (0) =C12) C=3C=C (0) C (0) =C (0) €3

1022 2.808 128. 07082 L-PTPECOLIC ACTD D)~ 128. 071 C6HLINO2 Alpha amino acids HXEACLLT TLLPRG-UHFFFAOYSA-N 0-C(0) CINCCCCT

1023 2.811 413. 13992 Loganin [M+H] 413. 14001 C17H26010 Iridoid O-glycosides AMBQHHVBBHTQBE-UOUCRYGSSA-N 0=C (00) C1=C0C (0C20C (€0) € (0) € (0) €20) C3CLCC (0)C3C

1024 2.812 34713058 Aucubin [MeH] + 347.13 C15H2209 Iridoid O-glycosides R JWJHRPNHPHBRN-FKVJWERZSA-N 0CC1=0C (0) C2C=C0C (0C30C (C0) € (0) € (0) €30) €12

1025 2.819 101, 23792 Bisucaberin DM+H] + 401. 23999 CI8H32N406 Macrolactams GTADQMQBQBOJT0-UHFFFAOYSA-N 0=CIN (0) CCCCON=C (0) CCC (=0) N (0) CCCCCN=C (0) CC1

1026 2.832 285. 12521 Articaine HCI D]+ 285. 12701 CI3H21CIN203S | Alpha amino acid amides GDWDBGSWGNEMGJ-UHFFFAOYSA-N €1 0=C (00) C=1SC=C (CINC (=0) € (NCCC) ) €

1027 2.832 110. 02074 Hypotaurine D)+ 110. 02702 C2HTNO2S Sulfinic acids VVIUBCNYACGLLY-UHFFFAOYNA-N NCCS (0)=0

1028 2.837 294. 06021 N4-Acetylsul famethoxazole [M-H]- 294. 05539 CIZH13N304S Benzenesul fonani des GXPTUNZCALHVBA-UHFFFAOYSA-N €C(0)=2NC1=CC=C (C=C1) S (=0) (=0) NCI=NOC (€) =C1

1029 2,847 137, 05943 2-Hydroxyacetophenone DM+H] + 137. 05971 C8H802 Alkyl-phenylketones ZWVHTXAY TKBMEE-UHFFFAOYSA-N 0=C (C=1C=CC=CC1) €O

1030 2.851 287. 16 2-(I-hydroxy=1-methoxy-3-methylbutyl) -6-methyl-8Hl-[1, 3]dioxolol4, & D]+ 287.16013 CI3HI9N0S Pyridinones VVLWYFUJ JAWYBP-UHFFFAOYSA-N 0C=IN=C (C=C20C (0C12) € (0) (00) CC(C) C)C

clpvridin=4-one




1031 2.854 316. 18579 Nordihydrocapsaicin [MeH] + 316. 17999 C17H27NO3 Methoxyphenols VQEONGKQWIFHMN-UHFFFAOYSA-N 0=C (NCC1=CC=C (0) € (0C) =C1) CCCCCC (0) €
1032 2.855 217. 07097 I-hydroxypyrene DM-H]- 217. 06589 C16H100 Pyrenes BIJNHUAPTJVVNQ-UHFFFAOYSA-N C1=CC=20=CC=3C=CC (=CAC=CC (=C1) C2034) 0
1033 2.855 253.12022 Tindenenol D]+ 253.12 C15H1802 Naphthofurans XRDJYSVGPBJZSG-HGUIZCDCSA-N 0C1C2=C (0C=C20) CC3 (€) C1C (=€) Cl
1034 2.875 421, 2438 3-(3, 4-dihydroxyphenyl) =5, 7-dihydroxy6, 8-bis (3-methylbut-2-enyl) chromen- [N 421. 24014 25112606 Gprenylated OAUIRSYJXOFAOO-UHFFFAOYSA-N 0=CIC(=C0C2=C1C(0)=C (C(0) =C20C=C (OO 0=C(OI0)
4-one isoflavanone 0=COIC
1035 2.882 251. 13829 Caffeoyl putrescin (isomer of 1059) [MH]+ 251. 1396 CI3HI8N203 ,Md and KTZNZCYTXQYEHT-UHFFFAOYSA-N 0=C (C=CC=1C=CC (0)=C (0) C=1) NCCCON
1036 2.89 102. 12746 I-Hexylanine DM+H] + 102. 12772 C6HIEN Vonoalkylamines BMVXCPBXGZKUPN-UHFFFAOYSA-N €0CCCoN
1037 2.898 254. 04308 Kinetin D]+ 254. 04387 C10HIN50 6-alkylaminopurines QANVHLXAZMSUEX-UHFFFAOYSA-N N=1C=NC=2CINC=NCZNCC=30C=CC3
1038 2.899 359. 19031 Predni sone [+ 359. 1853 2112605 21-hydroxysteroids XOFYZVNMUHMLOC-UHFFFAOYNA-N CC120C (=0) €3C (C0CA=CC (=0) C=CC34C) C1CCC2 (0) € (=0) CO
S R S TR S e s P e
1039 2.912 1 methyl 2-ethyl~4-[ (3R, 4R, 55) -5 hydroxy=d, 5-dimethyl=2-oxooxolan-3-y11-2 [M-H]- 285. 13437 C14H2206 Annonaceous acetogenins VOYCJQSSBDMXNQ-YZGKFDMESA-N 0=C10C (0) (€) € (C) C1CC (=0) € (C(=0) 0C) (C
methvl-3-oxobutanoate
1040 2.913 428. 24899 Ranolazine (Ranexa) DM+H] + 428.254 C24H33N304 Anisoles XKLMZUVKNUAPSZ-UHFFFAOYSA-N 0=C (NC=1C (=CC=CC1C) C) CN2CON (CC2) CC (0) COC=3C=CC=CC30C
1041 2.919 332. 09717 ADRENALINE BITARTRATE D)~ 332. 09869 CI3H19N09 Catechols YLXTPWWTOTSBDD-NDAAPVSOSA-N 0-C(0)C(0)€(0)C(=0) 0. 0C1=CC=C (C=C10) € (0) CNC
1042 2.919 317. 11469 eupomatenoid 5 [M+H] + 317. 11481 C19H1803 2’“:’1“&:7‘:’;"““ HMGCTPMQYVGXSC-SNAW JCMRSA-N 0C=1C=CC (=CC10C) C=2003=CC=C (C=CC) C=C3C2C
1043 2.919 237.14984 Gliocladic acid 130132 [MeH] + 237. 149 C14H2204 Menthane monoterpenoids SLVSUVFUFJKNCV-URFGDBDFSA-N 0=C (0) C(=CC1C=C (C0) CCC1C (C)€) CO
1044 2.932 418. 23227 Cilazapril monohydrate (Inhibace) DM+H] + 418. 23401 C22H33N306 Dipeptides JQRZBPFGBRTWSN-O0X JRKUMDSA-N 0=C (0) CIN2C (=0) € (NC (€ (=0) 0CC) CCC=3C=CC=CC3) CCON2CCCI. O
1045 2,936 255. 04359 3~ (5-phenyl thiophen-2-y1) prop-2-ynyl Acetate [M-H]- 255. 04852 C15H12028 20 :L‘i"::;“f“ed QWLHSFULTXXQLE-UHFFFAOYSA-N 0=C (0CCHCC=1SC (=CC1) C=2C=CC=CC2) C
1046 2.939 263.138 8-acetyl-5, 7-dimethoxy-2, 2-dimethylchromene [M+H] 263. 13 C15H1804 Precocenes JELWYGQTQBQPGH-UHFFFAOYSA-N 0=C (C1=C(0€) C=C (0€) C=20=CC (0C21) () €)C
1047 2.939 372. 09232 DIMBOA + O-Hex [~ 372. 0929 C15H19N010 Benzoxazinoids WIGKAWKVZMQEDA-UHFFFAOYNA-N 0=C2N (0) C=3C=CC (0€) =CC=3 (0C2 (0C10C (C0) € (0) € (0) €1 (0)))
1048 2,944 144, 08055 Tryptophanol (not validated) [M+H-H20]+ 144. 082 CIOH1INO Tndole and derivatives MBBOMCVGYCRMEA-UHFFFAOYSA-N 00CC2=CNCI=CC=CC=C12
1049 2,956 265. 1185 Magnolol [M-H]- 265. 12341 CI8H1802 B;“ifi‘;if “2“ VVOAZFWZEDHOOU-UHFFFAOYSA-N 0C1=C (C=C (CC=C) C=C1) C1=C (0) C=CC (CC=C) =C1
1050 2.957 305. 07678 Glutanyl-$- (C3H5) ~Cysteine sulfoxide [M-H] 305. 07999 CLIHI8N2068 Peptides LMNDKWXDMBGGAL-UHFFFAOYNA-N 0=C (0) C(N) CCC (=0) NC (€ (=0) 0) €S (=0) C=CC
1051 2,964 205. 14316 3, 5-dihydroxydecanoic acid [M+H]+ 205. 14343 C10H2004 Mediumchain hydroxy WQZRAWSNEARGPQ-UHFFFAOYSA-N 0=C (0) CC (0) CC (0) CCCCC
acids and derivative
1052 2,983 180. 10143 (8)-3-Amino-4-phenylbutyric acid DM+H] + 180. 1019 CIOH13N02 Beta K;’L"fl“\"u“f‘bd* and OFVBLKINTLPEGH-VIFPVBQESA-N N[C=H] (CC (0)=0) CC1=CC=CC=C1
1053 2,986 190. 05339 N-ACETYL-DL-METHTONINE DM-H]- 190. 054 CTHIZNO3S “edth;;’\f‘;[‘f “:d XUYPXLNMDZTRQH-UHFFFAOYSA-N 0-C(0) C(NC (=0) €) CCSC
1054 2,988 285. 1077 isosakuranetin (1) 285. 10324 C16111105 ! ’;)"q"’f‘n”y‘]{fm‘ HMUJXQRRKBLVOO-AWEZNQCLSA-N 0-C1C=2C (0) =CC (0) =CC20C (€3=CC=C (0C) C=C3) C1
=0 (0) C=C (C=C=0e=C (00 ] ; =
1055 2.99 105. 22357 (F)Resveratroloside [~ 105. 2236 2012209 Stilbene glycosides OLCVEOSSVCAFGR-CUYWLFDKSA-N OC=1C-C{0) G=C(C=0C2=CC-C(0C30C (DI C(0) C(0) €30 CL0)=C2)
1056 2,992 174. 09094 7-methanesul finylheptanenitrile D]+ 174. 0956 C8HI5NOS (’1“”5""':?2?3L}izc_akd‘”“ MVGLREOVTAENKK-UHFFFAOYNA-N NCCCOCCCS (<0)
1057 2,998 192. 10193 N, N-Diethyl-4-hydroxybenzami de [M-H]- 192. 103 CLIH15N02 Benzamides WLRVSRJKZYZCJY-UHFFFAOYSA-N CON(CC) € (0) C1=CC=C (0) C=CL
1058 2.998 190. 08568 synephrine [M+Na]+ 190. 086 COHL3NO2 Ihydroxy=2- VRCHQPVGYLYSOX-UHFFFAOYSA-N 0C1=C0=C (C=C1) € (0) ONC
upsubstituted benzenoid
. ,, o — N e e I e OCT=CC=C (C=CT0C2=CC=C (C=C2) CCACA=CC (0C) =C (0C) C=CACCN3C
1059 3.002 625.32233 Dauricine DMl + 625. 32001 C38H44N206 Benzylisoquinolines AQASRZOCERRGBL-ROJLCTKYSA-N a0t (00 - (00 -
1060 3,003 352. 16083 MITOMYCIN C [M+H] + 352. 16153 CI5H18N405 Mitomycins NWIBSHFKT JFRCO-UDYKRTCSA-N 0=C1C2=C (C (=0) € (N) =C1C) € (COC (=N) 0) €3 (0C) N2CCANCA3
o - ) - N ) — Tydroxycinnamic acids — . N — -
1061 3,005 329.17172 (26) -N- (4-acetamidobuty1) ~3- (4-hydroxy-3-methoxypheny1) prop-2-enamide DM+H] + 329.17133 C16H22N204 e ZVMGKOAHBATHLO-SOFGYWHQSA-N 0C (=NCCCON=C (0) €) C=CC1=CC=C (0) € (0C) =C1
1062 3.008 300. 19998 Dehydroabietanide [M+H] 300. 19943 C20H29N0 Diterpenoids AKKQGFKWEDCW JK-UHFFFAOYSA-N N=C (0) CL(€) C0CC2 (€3=CC=C (C=C30CC12) € (C) O) €
S Yy eyt e e Py By I B 7 et e e e T (00 SN A C=0C=CCRCICT3 GO 00 =
003 5012 7 1001 212 omethyl-2-ox0-ZhchronenT-yloxy) -acetyl] 2,3, 4, 9-tetrahydro-Ih [ 16 E— hotn carbolinos R —— 0=C10C=20~C (00C (=0) N3UC=INC=5(=CC=CCCHCTRC (0) 00) C=CC
betacarboline 3-carboxvlic acid methvl ester 20(=CI)C
hetacarbol thed-carbouslicacldnethyl — - —
1064 3.012 301. 15369 Pesticided Bifenazate CITH2N203_I-lethylethyl 2-(1-methoxybiphenyl=3 [M+H]+ 301. 15399 CI7H20N203 Biphenyls and VHLKTXFWDRXTLV-UHFFFAOYSA-N 0C (=NNC=1C=C (C=CC100) C=20=CC=CC2) 0C (C) C
D hvdrazinecarboxvlate derivatives
1065 3.025 254. 14897 Irgarol DM+H] + 254. 14339 CLIHION5S Methylthio-s-triazines HDHL TWCXDDZUFH-UHFFFAOYSA-N €C(C) (C)NCI=NC (-NC2CC2) N=C (N1) SC
1066 3.033 400. 18982 Thiethylperazine [M+H] 400. 18756 C22H29N3S2 Phenothiazines XCTYLCDETUVOIP-UHFFFAOYSA-N CCSCI=CC2=C (SC3=CC=CC=C3N2CCON2CON (€) CC2) C=C1
1067 3,037 284. 0397 €6S 15943 [~ 284. 03445 C13H8CINGO Quinazol inamines MS JODEOZODDVGH-UHFFFAOYSA-N 201) C=40C=CC4
1068 3.039 312. 1459 7-methoxy-6- (1, 2, 3-trihydroxy-3-methylbutyl) chromen-2-one [M+H]+ 312. 14417 C15H1806 Cﬁ:z‘f"'ﬁ ‘L‘“d PCSZTTAMZGNQNB-UHFFFAOYSA-N 0=C10C=2C=C (0C) € (=CC2C=C1)C (0) C(0)C(0) (€)C
1069 3.04 245. 18495 Leucylleucine D]+ 245.187 C12H24N203 Dipeptides LCPYQTKPJDLLB-UHFFFAOYNA-N 0-C(0) C(NC (=0) C (V) CC (€) ) CC (€) €
1070 3.041 283.09219 4-methoxy-9- (2-methylbut-3-en-2-y1) furo[3, 2-g] chromen-7-one [M-H] 283. 09756 C17H1604 5-methoxypsoralens ZPLVEUTOSKJ IDT-UHFFFAOYSA-N 0-C1002=C (€=C1) € (00) =C3C=C0C3=C2C (C=C) ()€
1071 3.042 10110739 Apodanthoside (Not validated) [M-H]- 401, 10849 C17H22011 Iridoid glycosides QXLZMFXGNGPPHY-UHFFFAOYNA-N 0=C (00) C2=C0C (0C10C (€0) € (0)€ (0) C1 (0)) C3C (C=CC23) € (=0) 0
1072 3,045 262. 11789 BIOTIN DM+H] + 262. 12198 CIOH16N2035 | Biotin and derivatives VBJHBAHKTGYVGT-ZKWXMUAHSA-N 0=C (0) CCOCCISCCRN=C (0) NC21
1073 3.046 285. 10678 Epoxy (4, 5Alpha) -4, 5-Dihydrosantonin [M+H]+ 285. 10971 CI5H1804 Eudesmanolides, GTDINCITYRGAKM-OBRHJWQCSA-N 0-C10C2C (CCC3 (C=CC (=0) C4(0C243) ) C) C1C

d lides, and




1074 3.051 447, 15884 Gefitinib (Iressa) D]+ 447. 159 C22H24C1FNA03 Quinazol inamines XGALLCVXEZPNRQ-UHFFFAOYSA-N C(C=CICHNC £(0C) € (00CONACCOCCA) =CC3
1075 3.054 125. 19089 6-Hydroxysumatrol [M-H]- 425. 19553 2312208 Rotenones RMAYNNFCPNGTQW-UHFFFAOYSA-N 0=CIC2=C(0)C=C30C(C <’()LZEC53C’;?MC (0)0C5=0C (00)=C (0C)
1076 3,054 420. 14963 Chloroaustralasine C D]+ 120. 155 C22H26C1NO5 Pyranoquinolines XVDZSHAEMLKCTW-DBFNBLSLSA-N 0-CONICEO C2-C0C(© ((C)C“)L(,L O ©cten e e-ac-ce=
1077 3.056 350. 12189 Voriconazole [M+H]+ 350. 12201 CI6H14F3N50 Phenylpropanes BCEHBSKCWLPMDN-MGPLVRAMSA-N FC1=C0=C (C (F)=C1) € (0) (CN2N=CN=C2) € (C=3N=CN=CC3F) C
1078 3.06 311. 0321 Cotarnine Chloride [MeH] + 311. 0321 [C12H15CIN04]~ | Tetrahydroisoquinolines UONSFNPHCTWRGS-UHFFFAOYSA-M [C1-1. 0C1C2=C (0C) C=30C0C3C=C20CN1C
1079 3,062 283.10977 2-(4-oxoquinazolin-3 (4H)-yD)ethyl isobutyrate DM+H] + 283. 10999 C14H16N203 Quinazol ines DXZNCVRUZDRWLR-UHFFFAOYSA-N 0=C (0CCN1C=NC=20=CC=CC2C1=0)C (C) €
1080 3.062 237. 07712 Pesticideb Metribuzin CBHIANAOS_4-Anino-6-(2-methyl-2-propanyl)=3 D]+ 237.078 C8H1ANA0S Aryl thioethers FOXFZRUHNHCZPX-UHFFFAOYSA-N 0-C1C(=NN=C (SOININ) C (©) () C
(ethvlsulfanvl)-1. 2. 4-triazin-5(4H) -one
1081 3,064 404. 14612 130050 [M+H]+ 404, 147 C221H23N05 Phenylquinolines P JPKEOASXRGMDD-S TKLNZKXSA-N 0=CINC=2C =CC (06302C (0) (C4=CC=C (0C) C=C4) C10C) (€) C
1082 3.074 261. 04266 Methyl 7-Deshydroxypyrogallin-4-Carboxylate [M-H]- 261. 04044 C13H1006 Tropolones DQWQITFURFBXON-UHFFFAOYSA-N 0=C (00) C1=CC (=0) € (0)=C2C (0)=C (0) C=CC2=C1
1083 3.074 137, 02448 P-HYDROXYBENZOTC ACTD DM-H1- 137. 02441 CTH603 HVdri’:i‘f’:i‘i]t acid FJKROLUGYXJWQN-UHFFFAOYSA-N 0C(=0) C1=CC=C (0) C=C1
1084 3,077 216. 08636 N-(2-furylmethyl) ~9H-purin-6-amine DM+H] + 216. 08701 C10HIN50 6-alkylaminopurines QANVHLXAZMSUEX-UHFFFAOYSA-N N=1C=NC (NCC=20C=CC2) =C3N=CNC13
1085 3.088 255.17235 alpha-Estradiol [M+H] 255. 17435 C18H2402 r;tz“g:"': and VOXZDWNPY J TTMN-AWDGRILASA-N CC1200C3C (CCCA=CC (0) =CC=C34) C1CC[C=H] 20
1086 3.089 317.11163 Tanshinone TIA [M+H]+ 317.10999 C19H1803 _ Tanshinones, HYXITZLLTYTPOF-UHFFFAOYSA-N 0=C1C (=0) C2=C (C: 20CCC3(C) 0) C=40C=C (C14) C
isotanshinones. and
1087 3.093 301. 12839 5, 7-dihydroxy-2- (4-hydroxy-3-methoxyphenyl) -2, 3-dihydrochromen-4-one DM-H]- 301. 12933 C16H1406 3 ’gﬁ:"?‘y:‘y&ff“ FTODBIPDTXRTGS-UHFFFAOYSA-N 0=C16=2C (0) =CC (0) =CC20C (C3=CC=C (0) € (0C) =C3) C1
1088 3,003 166. 1223 Hordenine D]+ 166. 12 CIOH15N0 Phenethylamines KUBCEEMXQZUPDQ-UHFFFAOYSA-N 0C1=C0=C (C=C1) CON(0) €
1089 3.097 285. 12268 Prolylyphenylalanine [M+H] 285. 12094 CL4H18N203 Dipeptides IWIANZLCJVYEFX-UHFFFAOYSA-N 0=C (0) C (N=C (0) CINCCC1) 0C=2C=CC=CC2
1090 3.098 395. 14761 Arctigenin [M+H]+ 395. 147 C21H2106 M’U“”%:f“:yi”l“““"“' NQWVSMVXKMHKTF-JKSUJKDBSA-N 0=C10CC (C (0C) €(00)=C2) C1CC3=CC=C (0) € (0C) =C:
A
1091 3,114 376.10229 HS’H‘""dmyphcn"'n’%jzlbhyydlm :C‘ji’d]hydr"““phthalc“cfl‘3’ D]+ 376. 10269 CI8H1408 Aryltetralin lignans WIMFXQBNYLYADA-UHFFFAOYSA-N O’C<0)“’CHH(O)G(0)’“28((S’LC’C(O)L(O>’C3)L1C<’O)
N (1S, 3K, 175, 195) 3 hydroxy 9,9, 16, 16 tetramethyl 8 oxa 14, 23, 25 R — 7,2 dimethyl 1 — 0-CIN2CCCC32C (0) -NCIACC5 (0) C6-CC-CT0C (C-CC7-CoN-ChC (C)
] y 3 N ] N 3 ' WLABDEVKAHIXPLSA
1092 3.116 486. 18063 cptaeeclol17.5 2 02,92 02,22, 02,92 02 22 022 9] " D]+ 486. 17896 C26H29N304 _benzopvrans PYHKDROAWLAEDE-VKAHWXPLSA-N ot o0
1093 3.119 38322815 | (3o 318, 5, 505, 1065) “methyl G-acetyl a-ethyl 2,3, 3a, 3al, 4, 5,5, 6, 11, 12~ [M+H] + 383. 23001 C23H30N203 Aspidospernatan-iype HHMY JWGDXKKSV-HEOUZC JZSA-N 0=C (0C) C1CC2 (CC) CCON3CCCA (C=5C=CC=CCEN (€ (=0) €) C14) €32
decahvdro-1l-indolizino[8 1 cdlcarbazole 5 carboxvlate alkaloid
1094 3.12 274.12805 phenylglucoside DM+ 274. 12851 C12H1606 Phenolic glycosides NEZJDVYDSZTRFS-RMPHRYRLSA-N 00C10C (0= CO)C)C10
1095 3,127 343, 18509 4 5-dihydroxy4, 5, 6-trinethyl 2, 8-dioxa-13- D]+ 343. 18634 C16H23N06 Pyrrolizines WOPYGCANEATOEM-UHFFFAOYSA-N 0=C10CC2=CCN3CCC (0C (=0) € (0) (€) € (0) (C) C10) €23
azatricvelol8 5. 1,022 221hexadec—10-ene-3. T-djone
1096 3,129 317.1116 6 (2-hydroxyethyl) -6, 6a-dihydroisoindolo[2, 1-a]quinazoline-5, 11-dione DM+H] + 317.10999 CI7H14N203 Indologuinazolines CWGTHUKKY1GOGZ-UHFFFAOYSA-N 0-C1C=20=CC=CC2C3N1C=4C=CC=CCAC (=0) N3CCO
1097 3,137 253. 16391 Hexazinone [+t 253. 16591 C12H20N402 Dialkylarylamines CAWXEEYDBZRFPE-UHFFFAOYSA-N CN(C) C1=NC (N (C200CCC2) € (N1C) =0) =0
1098 3.137 286. 13019 Piperine [M+H]+ 286. 11001 C17H19NO3 4311:"}”“‘:: _:"‘1 MXXWOMGUG JBKIW-YPCT ICBESA-N
1099 314 295.12747 bakuchiol DM+H] + 295. 12744 C18H240 Aromatic monoterpenoids LFYJSSARVMHAJB-QT XNEVBVSA-N 0C1=CC=C (C=C1) C=CC (C=C) (€) CCC=C (0)C
1100 3. 145 192. 13791 4-Methylethcathinone DM+H] + 192. 138 CIZHI7NO Alkyl-phenylketones ZOXZWYWOECCBSH-UHFFFAOYSA-N 0-C(C1=CC=C (C=C1)€) C(NCO) €
1101 3.163 266. 13104 8-acetamido-2-methyl-7-oxononanoic acid [M+H] 266. 13626 CI2H21N04 | Medium-chain fatty acids UALLEVOGEQZKSX-UHFFFAOYSA-N 0=C (0) C(C) CC0CC (=0) C (N=C (0)€) C
1102 3.163 682. 36823 $4:19(P3:17/F1:2) D]+ 682. 37207 31152015 Saccharol ipids NNYRMMBHXZJRGM-UHFFFAOYNA-N CCCECC(=0)0C1C (062 (C0) 0C (COIC 0T (©) =0 C20) 0C (L0 C (0 (=
0) CCCO)C10C () CCCCC
1103 3,169 197. 07062 benzo[b] [1, 8]naphthyridin-5-ol DM+H] + 197. 07001 C12H8N20 Hydroquinolones DAFMSUZBESPPSV-UHFFFAOYSA-N 001=C20=CC=NC2=NC=3C=CC=CC31
1104 3,178 299. 15927 6-Shogaol DM+H] + 299.16 C17H2403 Shogaols OQVKEEOHDMUXEO-BQYQJAHWSA-N 0-C (C=CCOCCC) CCCT=CC=C (0) € (00) =C1
1105 3.182 318. 20459 Nateglinide (Starlix) [M+H] + 318. 20599 C19H27N03 Ph?;‘::l::l“e and OBLFLUMRDSZNSF-BRWVUGGUSA-N 0=C(0) € (NC (=0) C1CCC (CC1) € (€) €) CC=20=CC=CC2
1106 3.186 160. 03951 2, 8-Quinolinediol [M-H]- 160. 01041 COHTNO2 Q“(;P“‘f’l""‘}s_:’r“i ZXZKYYHTWHJHFT-UHFFFAOYSA-N 0C=1N=C2C (0) =C
N T-(9 hydroxy 2 isopropyl 10~ (2, 3, 4 - - 0-C(NIC (0) ~C2C (-NC3-CC-CCA-C3C (-ONAC (C) 0) C2C5-C0-C (00)
3.195 476. s o . +H]+ 476.2 nzazepines ! - 0YSA-
o7 19 176. 22162 trinethoxvohenvl)ovrrolol3 4’ 6, Tlazeninol4. 3. 2-cdlindol -8 (M, TH. 10H)~ il 176.22 C2THIONS05 Benzezepines QAP JOLXRNRUPRY UHFFFAOYSA C00=C500CNC
1108 3.2 341. 16959 Cinanserin D]+ 341. 16821 C20H24N208 Cinnamic acid amides RSUVYMGADVXGOU-UHFFFAOYSA-N 0C (=NC=1C=CC=CC1SCCON (0) €) C=CC=20=CC=CC2
1109 3.205 217. 09842 1,2, 3, 4-tetrahydro-6-methoxy-1-oxo-beta-carboline [M+H] 217. 10001 C12H12N202 Beta carbolines PWARHDUWOJUADN-UHFFFAOYSA-N 0=CINCCC=20=3C=C (0C) C=CC3NC12
1110 3.205 293.1235 Glutanylphenylalanine [M-H]- 293. 12369 CLH18N205 Amino acids XHHOHZPNYFQKL-UHFFFAOYNA-N 0=C (0) C (N) CCC (Z0) NC (€ (=0) 0) CC =1
1111 3.213 337.17365 Hapalindole D D]+ 337. 17401 C21H24N2S | Bicyelic monoterpenoids PPHWDUZMWNUTNO-QA JUQPOASAN S=C=NCIC (C2=CNC=3C=CC=0C32) € (C (=) €) CCC1 (C=C) C
1112 3.22 438.23776 Lunarine D]+ 438. 23871 C25H31N304 Macrolactams VIWJEBPTHXRHQF-LLMLIWGDSA-N 0-C1C0C23C=CC (0) =NCCCONCCON=C (0) C=CC=4C=CC (0C2CT) =C3C4
1113 3.222 178. 05336 Cyclamate [M-H] 178. 05434 CHI3NO3S Cyclanates HCAJEUSONLESMK-UHFFFAOYSA-N C10CC(CCNS (0) (=0)=0
1114 3.222 312. 14291 Domoic acid [MeH] + 312. 14301 C15H21N06 Kainoids VZFRNCSOCOPNDB-ZDUSDAAASA-N 0-C (0) CC1C (NCCLC (=CC=CC (€ (=0) 0) €) ) € (=0) 0
1115 3,244 269. 04083 (3R)-8-hydroxy-3- (4-methoxypheny1) -3, 4-dihydroi sochromen-1-one [M-H]- 269. 04114 C16H1404 2-benzopyrans DEFTJGJJJKEVGS-CQSZACTVSA-N 0=C10C (C2=CC=C (0C) C=C2) CC=3C=CC=C (0) C13
1116 3,244 187. 18019 Lupinine DM+H] + 187. 18048 CIOH19NO Lupinine-type alkaloids HDVAWXXJVMJBAR-VHSXEESVSA-N 0CCIC0N2CCC0C21




Long—chain fatty

1117 3.244 283. 16461 Panaxydiol DMt + 283. 16 C17H2402 e DSVMWGREWREVQQ-ODQHEUEKSA-N 0C (CHOCHOC=CC (0) CCOCCCO) C=C

1118 3.253 138, 05614 2-Pyridylacetic acid D]+ 138. 05496 CTHTNO2 P;ii‘j\‘"‘fi ‘L‘“d BPSNETATJADFTO-UHFFFAOYSA-N cleene (c1)€C(=0)0

1119 3.253 359. 23135 Ochropposinine DM+H] + 359. 233 C21H30N203 Beta carbolines CNGYMWAXDJQKLT-DEYYWGMASA-N 0CCCICC2C=3NC=4C=C (0C) € (0C) =CCACICEN2CCICC

1120 3.255 112. 0389 2, 3-Dihydroxypyridine [M+H] 112. 03931 C5HBNO2 Pyridinones GGOZGYRTNQBSSA-UHFFFAOYSA-N clee(c(nel)0)0

1121 3. 261 162. 05431 Indole-3-carboxylic acid [M+H]+ 162. 05196 COHTNO2 I"d"_‘lr]‘;;'“;:f’ixfjtji‘"v:”i‘l* KMAKOBLI0CQGJP-UHFFFAOYSA-N 0=C(0) C1=C] 021

1122 3,264 316. 18655 Nateglinide DM-H1- 316.1918 C19H27N03 Phc:ﬁl‘%"’t‘i“i and OELFLUMRDSZNSF-UHFFFAOYNA-N 0-C (0) C(N=C (0) C1CCC (CC1) € (C) €) CC=20=CC=CC2

1123 3,268 154. 04942 5-Aminosalicylic??acid D]+ 1514, 04987 CTHINO3 Aminobenzoic acids KBOPZPXVLCULAV-UHFFFAOYSA-N 0-C(0) C1=CC () =CC=C10

1124 3.274 167. 10629 Pesticided Cyromazine C6HIONG Vetrazin [M+H] 167. 104 C6H1L0NG N-aliphatic s-triazines LVQDK [WDGQRHTE-UHFFFAOYSA-N N=CINC (=) NC (=NC20C2) N1

1125 3.279 229. 09686 Ozagrel [MeH] + 229,097 C13H12N202 Cinnanic acids SHZKQBHERT JWAO-AATRTKPKSA-N 0=C(0)C: 1) ON2C=

1126 3.281 145, 04991 2-Methylglutaric acid DM-H1- 145. 05063 C6H1004 ““hylfbi‘l‘jw fatty AQVCMVTCBNBXNA-UHFFFAOYNA-N €C(CCC(0)=0)C(0)=0

1127 3,284 190. 04993 5-HYDROXY INDOLEACETATE DM-H]- 190. 05 C10HINO3 I“d(’lde fj\j";fjt - acid DUUGKQCEGZLZNO-UHFFFAOYSA-N 0-C (0) CC1=CNC=20=CC (0) =CC21

1128 3.29 490. 2728 Delsoline [M+H]+ 490. 26999 C25H41NOT i e/\r‘;;“ni;ja;:tk':‘iw JVBLTQQBEQQLEV-DIZROUMASA-N CUC N CC) Cac (())r:()(gg)c

1129 3.292 263. 13879 Methohexi tal D1+ 263. 13901 CL4H18N203 B“fl};i :“" i“ _:’“id NZXKDOXHBHY TKP-UHFFFAOYNA-N 0=CIN=C(0) € (C(=0)N1C) (CC=C) € (CHCCC) C

1130 3.305 352. 10245 Parfunine D]~ 352. 10706 C20119N05 Indanones AHNUBWYOTHCGFN-UHFFFAOYSA-N 0-C1C2=C30C0C3=CC=C2CC14C5=CC (0) =C (0C) C=C5CCNAC

1131 3.314 198. 13458 2-Hydroxyatrazine D]+ 198. 13493 CBHI5N50 1,3, 5-triazines NEMTMINQUAWNDY-UHFFFAOYSA-N CON=CINC (=NC(0) )NC (=N1) 0

1132 3.315 201. 0761 Diethyloxalpropionate [M-H] 201. 07684 C9H1405 G‘"'"‘"'g T;fﬂ‘fﬁds and NGRAIMFUWGFAEM-UHFFFAOYSA-N 0=C(0CC) € (=0) CCC (=0) 0CC

1133 3.317 554. 26862 <1[2btsr>;h7;1<£:$‘j lip’::ff“ly,l)27,1_2]}’1"5‘;{‘;‘_1(;?(31‘7'1];f\fntdl:]"z:‘]h‘T("lbz‘;”]{18]_;)27’(13‘_’3;:7 [M+H1+ 554. 27002 C33135N305 Beta carbolines WNGVOVVMNRT JOX-RULBIBMZSA-N OZCIMCC(CBZCC; fo;f(@&ir(:;w ;C(C;\’(“m [CISRIICY

1134 3.319 167. 03412 4-Hydroxynandelic acid D~ 167. 03499 C8H804 w “h‘l‘l:z‘file” S oide YHXHKYRQLYQUTH-UHFFFAOYNA-N 0-C(0)C(0)C1=CC=C (0)C=C1

1135 3.326 354, 11731 2-(1a,9, 10a-trihydroxy-1-methyl"5, 10-dioxo"3, 4-dihydro~IH D]+ 354, 11835 C16111608 Naphthopyranones JIKCIXTYVNHTOS-UHFFFAOYSA-N 0-C(0) CC10C (0) €2 (0) € (=0) C=3C (0) =CC=CCIC (=0) €2 (0) CL
benzolglisochronen-3-vl)acetic acid

1136 3.326 435. 18414 Artocaprin [M-H] 435. 1813 26112806 3-prenylated flavones KRGDFVQUQ TMEK-RMKNXTFCSA-N CCICOCACR D C0)=CCOCECIO=CI0 0 C2=0) C2~CC=C

1137 3. 327 243.1702 Tsoleucylisoleucine [M-H]- 243.1716 C12H24N203 Peptides BCVI0Z7Z6JNOEQS-UHFFFAOYNA-N 0=C (0) C(NC (20) C (V) C.(€) CC) € (€) CC

1138 3.338 217. 09648 Carboline base + 4H, carboxylic acid D]+ 217. 10069 C12H12N202 Carbolines FSNCEEGOMTYXKY-UHFFFAOYNA-N 0-C(0) C3NCC=2NC1=CC=CC=C1C=2C3

1139 3.34 251.01828 FI-thioether D)~ 251. 01706 CTHIF502S PFSA KVVLYHRZJTPMQE-UHFFFAOYSA-N 0-C(0) CCSCCC (F) (F)C (F) (M)F

o o ots o1 2008 ‘ mn(\:jl,qz'lrel,]:;'rn.‘s,le;s, s 65, 7 aR,QR,l ]lhR)f?rhydmxifﬂ" ;,6\;-1 lllg,rl :‘bfg . o oL 23613 P Jerv:‘tq:‘rl‘\‘l:type S ——— 0-CICZC (03 (()mC(‘((T)C\IM(‘;;(?)CCCZ( BCC{0) CCC6 ()0

1141 3.352 59.16092 | 7"‘(1(}‘(",‘;"?*3’42"?;’g;ﬁ”f e e b oo 2l ot v D]+ 595. 16998 C27H30015 [ Flavonoid-3-0-glycosides BJJCTXDEJUNVIC-RGLPBSNOSA-N OZCIC(OCZOC“%ig?fgr%?isE?Lgi?if’,grgi?sz:cmc:qc:

1142 3.352 489. 13254 Agnuside D]+ 489. 13 C22H26011 Tridoid O-glycosides GLACGTLACKLUJX-QNAXTHAFSA-N 0=C(00CL=CC (0) C26=C0C (owgc @MO)C(O) C30)C12) Ca=00=C

1143 3.356 457.10947 Naringenin-7-0-beta-D-glucoside DM+H] + 457.10999 21122010 | Flavonoid-7-0-glycosides DLIKSSGEMUFQOK-SFTVRKLSSA-N 0-CIE2-CO)C-C(0C30C(C0) (;(C%%(l“) o e-czc(Ccecoe

1144 3.357 455. 09698 Riboflavin-5' -monophosphate [M-H] 455. 09735 CI7H2IN409P Flavin nucleotides FVICRASFADXXNN-SCRDCRAPSA-N ‘(C:CIO\’(&[CT? (?))h[izi],)(&):[ﬁi:m OCPO =0

1145 3. 36 180. 0291 DIBOA [~ 180. 02921 C8HTNOA Benzoxazinoids COVOPZQGJGUPEY-UHFFFAOYNA-N 0=CIN (0) €2=CC=CC=C2.(0C1 (0))

1146 3.362 136. 03967 4-AMTNOBENZOATE DM-H]- 136. 03999 CTHTNO2 Aminobenzoic acids ALYNCZNDTQEVRV-UHFFFAOYSA-N 0-C(0) C1=CC=C () C=C1

1147 3.368 207. 14842 Pesticide3 Tsoproturon CI2HISN20 Arelon DM+H] + 207.149 CIZH18N20 N-phenylureas PUTYMUZLKQOUOZ-UHFFFAOYSA-N 0=C(NCL=CC=C (C=C1) C(C) ON(O) C

1148 3.371 293.10114 120106 D]+ 293. 10101 C15H1606 2-benzopyrans MMHTXEATDNEMMY -UHFFFAOYSA-N 0-C10C2 (€ (=CC (0) € (0) €2) C=3C=C (0C) C=C (0)C13) C

1149 3. 375 273.21927 5-beta-Androstan-17-beta-ol-3-one [M+H]+ 273, 22128 C19H3002 Angf’“""? _;‘"d NVKAWKQGWW TWPM-NOLKSFPRSA-N ¢ =H]4cC( 10) C1CCIC=H] 20

1150 3.375 436. 18503 PHYSOSTTGMINE SALTCYLATE D]+ 136. 18427 C22H27N305 Pyrroloindoles HZOTZTANVBDFOF-PBCQUBLHSA-N °’C<0)“’1C’CC’L“O'OC(’\’C)\(;;CI’“ C2C=CD O OUNC)C3

1151 3.381 250, 09113 (2E, 4E) ~N- (2-methylpropy1) ~6-thiophen-2-ylhexa-2, 4-dienamide D]+ 250. 09003 CL4H19N0S N-acyl amines KNGBXFMEGLRFHV-PRKJ JMSOSA-N 0C (=NCC (€) €) C=CC=CCC=1SC=CC1

1152 3.386 353. 16858 7-[ (2E, 5E) ~7-hydroxy-3, T-dimethylocta-2, 5-dienoxy]chromen-2-one [M+H] 353. 1683 C19H2204 (z”i““:':: and ZHQPRMTAALFHX-ATTWWORZSA-N 0-C10C=2C=C (0CC=C (C) CC=CC (0) (€) €) C=CC2C=CL

1153 3.388 230. 11665 Sebuthylazine [MeH] + 230. 1167 CH16CING L3, 51;{1 ]‘m“‘“‘:“’Z i BZRUVKZGXNSXMB-UHFFFAOYNA-N CON=CINC(NC (C1) =N1)=NC (C) CC

1154 3,397 212. 12766 Mescal ine D]+ 212. 12801 CL1HI7NO3 Phenethylanines RHCSKNNOAZULRK-UHFFFAOYSA-N 0(C=1C=C(C=C(0C) C10C) CCN) C

1155 3.397 187. 13246 Royal jelly acid D]+ 187.13 C10H1803 ,“‘[‘ej?‘“,‘i:dh‘"di:r:‘fi‘; o QHBZHVUGQROELI-SOFGYWHQSA-N 0-C (0) C=CCCCCCCC0

1156 3.398 125. 1954 2-(3, 4-dihydroxyphenyl) -5, 7-dihydroxy-6, 8-dimethoxychromen-4-one [M+H] 425. 1951 C17H1408 8’2"2‘#‘?1:%‘1 GLMWHQTFJ TURES-UHFFFAOYSA-N 0=C1C=C(0C=2C (00) =C (0) € (0) =C (0) C12) C=3C=CC (0) =C (0) €3

1157 3.398 324.11081 Dehydroevodianine D]+ 324.11099 CI9H15N30 Quinazol ines VXHNSVK JHXSKKM-UHFFFAOYSA-N =CC2[N+] (=C3C=4 [N-]C

1158 3.415 188. 06987 Desethylatrazine D]+ 188. 06975 C6HL0CING L3, 5’(;‘13m‘f”]‘“°’2 B DFWFTQKMSFGDOQ-UHFFFAOYSA-N €C(C)N=CINC (C1) =NC (=N) N1

1159 3.416 151. 039 L-(5)-Mandelic acid DM-H]- 151. 04007 C8H803 Benzene and substituted TWYDHOAUDWTVEP-SSDOTTSHSA-N 0[C=H] (C(0)=0) C1=CC=CC=CL

derivatives




1160 3.421 226. 10651 6-Benzyladenine Do)+ 226. 10899 C12H11N5 6-alkylaninopurines NWBJYWHLCVSVIJ-UHFFFAOYSA-N N= CINC=NCENC 3

1161 3,426 334. 17429 convolicine D]+ 334.17001 CI8H23N05 P’"‘ﬁ;*ﬁi"z’:’&“yo_‘jds HZEOENYXYFFKIU-QDMKHBRRSA-N 0-C (0C1CC2N (C(=0) €) € (CC2) C1) C3=CC=C (0C) € (00)=C3
1162 3.427 359. 12326 o mm‘9C’1“efh°;"0'163 3';?“:{ tl :jdgz‘i:‘fll ;’ ;jm . D]+ 359. 12537 2112004 Pyranoflavonoids NGRRXMZEVSBATO-UHFFFAOYSA-N 0-C1C2=C (0C) C=C30C4C (C3=C20C (C=5C=CC=CC5) C1) CA(C)C
1163 3. 445 154, 06151 L-HISTIDINE D] 151. 062 COHIN302 H;“f;f::? and HNDVDQJCIGZPNO-UHFFFAOYSA-N 0-C(0) C(N) CC1=CN=CN1

1164 3.45 111.17828 Gomisin J D]+ 111, 17801 22112806 Hydrolyzable tannins PICOUNAPKDEPCA-TXEJ JXNPSA-N 0C1=CC2C (€ (0C) =C10C) C3=C (00) € (0C) =C (0) C=C3CC (€) € (€) €2
1165 3.45 377. 1488 Vincanine D]+ 377. 14786 C21126N203 | Eburnan-type alkaloids RXPRRQLKFXBCSJ-GIVPXCGHSA-N 0C(0C) C1 (0) N2C=3C=CC=0C3C4=C2CEN (CC4) CCCC5 (CC) €1
1166 3.458 305. 12299 (25, 39)-2- (3, 4, 5~ trihydroxyphenyl) -3, 4-dihydro-2H-chromene-3, 5, 7-triol [u-H]- 305. 12299 C15H1407 Epigallocatechins XMOCLSLCDHNDHP-WFASDCNBSA-N 0C=1C=C (0) C2=C (0C (C3=CC (0) =C (0) € (0) =C3)C (0)€2) €1
1167 3.464 179, 03427 Caffeic acid i) 179. 03499 C9H801 Hydroxycinnanic acids QALPRVGONGVAAS-RAONECAXSA-N 0C (0) \C=C/C1=CC (0)=C (0) C=CL

1168 3.472 251. 14108 Caffeoyl putrescin (isomer of 1060) [M+H]+ 251. 1407 C13H18N203 C‘{lt“]“'l“l‘i and KTZNZCYTXQYEHT-UHFFFAOYSA-N 20 (0)=C (0) C=1) NCCCON

1169 3.476 304. 16455 scopolamine D]+ 304. 16 cimeor [ Bete }tiyirﬁxft . L: o ond STECJAGHUSJQJN-KXKVQDCLSA-N 0=C(0C1CC2N (0) € (C1) €30C32) € (C=4C=CC=CC4) CO

1170 3.48 188. 07005 4-hydroxy-4- (pyridin-2-yl) butan-2-one [M+H]+ 188. 07001 COH1INO2 P;’;?\‘:Tf “‘:d NYKHQRHPWDLZTL-UHFFFAOYSA-N 0-C(€)CC(0) C1=NC=CC=CL

171 3.48 194, 11719 Salsoline D]+ 194, 11749 CL115N02 | Tetrahydroisoquinolines VIPRLBGPGZHUPD-UHFFFAOYSA-N 0C=1C=C2C (=CC10C) € (NCC2) €

172 3.481 316, 22156 XLRI1 N~ (4-HYDROXYPENTYL) D]+ 346, 21701 C21H28FNO2 N-alkylindoles MDPXVRYUGDTVTS-UHFFFAOYSA-N 0=C(C1=CN (C=2C=CC=CC12) CCCC (0) CF) C3C (0) () €3 (0)
1173 3.483 226. 08589 2’ -Deoxyeytidine D~ 226. 08333 COHLIN304 (icopyﬁ;"‘ﬁ"“?uz)_‘fdp ) CKTSBUTUHBMZGZ-UHFFFAOYNA-N N=CIN=C (0)N(C=C1) C20C (C0) € (0) €2

174 3.492 73. 06451 ETHYL METHYL KETONE D]+ 73.06479 C4H80 Ketones ZWEHNKRNPOVVGH-UHFFFAOYSA-N cce©)=0

175 3.497 130. 08614 N-Methyl-L-proline D]+ 130. 08626 C6H1INGZ Proline and derivatives CWLQUGTUXBXTLE-YFKPBYRVSA-N CNLCCCLC=H] 1€ (=000

1176 3.198 587. 33295 Anthranoyllycoctonine D]+ 587. 3327 C32116N208 Akaloids NNDHDYDFEDRMGH-UHFFFAOYNA-N centeez (coc<:0)(§3;§(<%1(\)>rc?c$c(3r>£§((‘(t)c))ﬁicsmc(nc)c5c(
177 3.498 213, 16159 Caryophyllene [T(-)] D]+ 213. 16136 clan22 Br*‘“l‘;}fo z:’_i::f““d INOSMXBKABLUTL-CHWSQXEVSA-N €=C100=C (C) CCC2C1CC2 () C

1178 3,498 441, 22687 Deacetylgedunin DM+H] + 441.22714 2613206 Limonoids HCEY JYMNTQHPPK-DXTZDJ JUSA-N O-Croc(c2-cac=c2) ca(c)g)cggcg&c; C‘(:O)C(O ©cecocs
1179 3.498 371. 19586 Splendoline D)+ 371. 19699 C211126N204 Strychnos alkaloids PUJOYKKZYBTUSK-LAOCACJHSA-N 0-C (NIC=20=CC=CC2C34CONSCCHC (0CC (C6CC530) C14) €) CO
1180 3.5 178. 04909 ABOA D]+ 178. 05051 COHTNO3 Benzoxazinoids FZAQRVWPQCXSPC-UHFFFAOYSA-N 0=C10C2=CC=CC (€ (=0)C) =C2 (N1)

1181 3.501 159, 06555 Pimelic acid D~ 159. 06628 CTH1204 | Mediun-chain fatty acids WLJVNTCHHIRURA-UHFFFAOYSA-N 0-C(0) CCCCCC (=0)0

1182 3.505 154. 08597 Dopamine DM+H] + 154. 08626 CBHLINO2 C‘"e;h:il\f‘::j“ei and VYFYYTLLBUKUHU-UHFFFAOYSA-N clee (e (celCON) 0)0

1183 3.505 297. 18936 Exemestane M+t 207. 185 2012402 AZ";;’?:"': and BFYTZQONLCFLEV-DAELLWKTSA-N 2(C(=C1) € (=€) CC3C200C4 (C (=0) C0C34)€) €
1184 3.518 374. 19846 Hetisine [~ 374. 1973 C20H27N03 Akaloids PIWJSAMCEMZIDO-UHFFFAOYNA-N C (=€) C7C (0) C5C3C (CC (0)C1) (€24) C6CTO
1185 3.518 356. 09747 HMBOA + 0-Hex D~ 356. 09811 CI5H19N09 Benzoxazinoids PNBZSEOAOTYRMY-UHFFFAOYNA-N 3(002(0C10C(CO)C(0)C(0)C1(0)))
1186 3.523 187. 19064 fh Ldlr [Lfl\j"f [":f‘f;dr:":i {th(f‘b 3(:{';5; 5f’ﬁl?n d3;1j‘5wtlr{:‘f'dt’;°c ib] 4 D]+ 187. 19223 C21H27N011 l“d(’lde i\j";fj“i acid ISMUGHMKUVABAZ-XRNKWZDJSA-N O-COcer=en(c2e 121()0%;?(0) coesaciccocoe
1187 3.523 344, 25702 Denudatine D]+ 344, 26001 22133802 djt:r‘“n‘fn];‘:':if’“’mk FIAOWYBS INDVNF-ARXI JESMSA-N 0C1C (=0) C2CC13CACC5C6 (C) N (CC) CACH (CCCE) C3CC20
1188 3,525 168. 24429 Penigequinolones A and B (diastereomers) 120177 [M+H]+ 468. 241 C27H33N06 Phenylquinolines CVWJKBJRSZXDIW-TUEPNFFLSA-N O:m\cz:cc:c(c:cca<oc%((‘c)>(‘(::31c)$‘3]>()$) CO=C2c(0) (ca=ce=C(
1189 3.526 298. 13885 stepharine D]+ 298. 14001 CI8HI9N03 Proaporphines 0GJKMZVUJJYWKO-CYBMUJFWSA-N 0-C1C=CC2 (C=C1) C=3C (0C) =C (0C) C=C4C3C (NCCA) €2

1190 3.527 213. 06482 Harmine D]+ 213, 06572 CI3HI2N20 Harnala alkaloids BXNJHAXVSOCGBA-UHFFFAOYSA-N N=1C=CC=2C=3C=CC (0C) =CC3NC2CIC

1191 3.533 355. 14783 Notopterol [+ 355. 14999 21112205 Terpene lactones BKIACVAZUKISOR-MKMNVIDBSA-N 0-C10C=2C=C300=CC3=C (00C=C (C) CC (0) C=C (€) €) C2C=C1
1192 239. 14024 CUPF [~ 239, 14258 C12111605 Furanoid fatty acids WHOQWXZMVIETAO-UHFFFAOYSA-N 0-C(0) C1=C (0C (=C10)C =000

1193 3.536 319. 97372 PFSM-sulfonic_acid -]~ 319. 96912 C5HBF5N05S2 PFSA RNRXXRATQNUKCT-UHFFFAOYSA-N 0-5(=0) (0) CCONS (=0) (=0)C (F) (F)C(F) (F)

1194 3.538 210. 07664 Methoxytyrosine [u-H]- 210. 0766 C10H13N04 Amino acids PFDUUKDQEHURQC-UHFFFAOYNA-N 0-C(0) C(N) CC1=CC=C (0) € (0C) =C1

1195 3.542 285. 1329 Fisetin i) 285. 13168 C15111006 Flavonols XHEFDIBZLJXQHEF-UHFFFAOYSA-N 0-C1€ (0)=C (0C2=CC (0) =CC=C12) C=3C=CC (0)=C (0)C3
1196 3.543 289. 15344 Indole-3-acetyl-L-isoleucine D]+ 289, 15466 C161120N203 Amino acids WPTUQMUCTTVORW-UHFFFAOYNA-N €CC(C) € (N=C (0) CCI=CNC2=CC=CC=C12) € (0) =0

1197 3.543 425. 16571 Pentose-Hexose + C5H9 D]~ 125. 16531 C16128010 Terpene glycosides NYSQQJ1JJJANCE-UHFFFAOYNA-N 0C200C (0CC10C (0CC=C (€) €) € (0) € (0) €1 (0)) € (0) €2 (0)
1198 3.545 331. 12076 SPECTINOMYCIN D)~ 331.12915 CL4H24N207 1, 4-dioxanes UNFWWTHTNXNPBY-WXKVUWSESA-N 0-C1CC(0C20C3C (0) € (NC) € (0) € (NC) C30C120)C

1199 3.547 302. 10492 Dimethachlor ESA D]+ 302. 10568 CL3HI9NO5S Anilides RVSCDW JK JDBFRS-UHFFFAOYSA-N COCCN (€ (=0) €S (0) (<0) =0) C1=C (C) C=CC=C1C

1200 3.55 118. 93851 Fipronil sulfide D]~ 118.93652 | Cl2HACIZRENIS Phenylpyrazoles FQXWEKADCSXYOC-UHFFFAOYSA-N “:C(Czu“:“wNzC(ZC(C(gfﬁ):\’M“F) BRMCDCE
1201 3.563 261. 14432 Isoleucylglutamate D]+ 261. 14129 C11H20N205 Dipeptides KTGFOCFYOZQVRJ-UHFFFAOYNA-N 0-C(0) CCC(NC (=0) € (N) C(0)CC) € (=0) 0

1202 3.564 363. 11801 (4R, 65, 85, 9, 11E) 16-chloro~17, 19-dihydroxy 4-methyl 3,7 [M-H]- 363. 1167 CISHI7C106 Hydroxybenzoic acid WYZWZEOGROVVHK-RPJJHQTDSA-N 0-C10C (€) CC20C2C=CC=CC (=0) CC=3C (C1) =C (0) C=C (0) €13

dioxatricvelo(13.4,0. 02, ?1nonadeca-1(15),9. 11,16, 18-pentaene—2, 13-dione

derivatives




1203 3.566 101. 23819 Irigenin Trimethyl Ether [M-H]- 101, 23575 2112208 7-0-methylisoflavones NCEXCGUAXVAJMI -UHFFFAOYSA-N 0:c1c(:c0c:2c:c(oc)c(0c>:c<gc)c12)c:3c:c(oc)c(nc):c(oc
1204 3.57 243. 13617 PyroglutanylTsoleucine (isomer of 1006) [M+H] + 243. 13541 CLIH18N204 Dipeptides MKCVLTRITQNGQT-UHFFFAOYNA-N 0=C (0) C(NC (=0) CINC (=0) CC1) € (€) CC
1205 3.58 213. 06549 Propyl gallate DM+H] + 213. 07001 C10H1205 Galloyl esters ZTHYODDOHTVTJV-UHFFFAOYSA-N 0-C(00CC) C1=CC (0) =C (0) € (0) =C1
1206 3.582 234, 11162 Mecarbinate [+ 234.112 CL3H15N03 In"‘j:;“(g’::ﬂt';:“’d“ YIBNTDMBGXAOCG-UHFFFAOYSA-N 0-C(0CC) C=1€=2C=C (0) C=CC2N (C10) €
1207 3.583 249. 12315 Caffeoyl putrescin (isomer of 391) [M-H]- 249. 1228 CI3HISN203 ! “”‘_11 and KTZNZCYTXQYEHT-UHFFFAOYSA-N 0=C (C=0C=1C=CC (0) =C (0) C=1) NCCCON
1208 3.59 371. 19052 Glyasperin D DM+H] + 371.19 2212605 717007;‘10:'2"1:‘&1“ DDMAUTOCNQXFHL-AVEZNQCLSA-N 0C1=CC=C (€ (0)=C1) C2C0C3=CC (0C)=C (€ (00) =C3C2) CC=C (C) €
1209 3.591 331, 17554 (2R, 38, 45, 55, 6R) -2~ L (2F) ~4-hydroxy3, T-dinethylocta-2, 6-dienoxy] -6 D)~ 33117621 C16H2807 Terpene glycosides PBPYEEMQTFDGSQ-MIYBPCGNSA-N 0CC10C(0CC=C (0) € (0)CC=C (C) €) C (0) € (0) €10
(hvdroxvmethvl) oxane-3, 4, 5-triol
1210 3.596 243. 16881 2, 6-ditert-butyl-4-methylphenol [+ 243.17 C15H240 Phenylpropanes NLZUEZXRPGMBCY-UHFFFAOYSA-N 0C=1C (=CC (=CCIC(C) ()OO C(C) (©)C
~ ron o 1709 methyl (IR, 18R)17-ethyl-3, 13- N - ] U B I on N o o o em o
1211 3.596 359.17322 ranentaceelol 13 5. 1. 02,2202 2. 029 99 omdoen 2 (10) 4(3) 5 1 16 [MeH] + 359. 17297 C21H24N202 Tbogan-type alkaloids CMKFQVZJOWHHDY-QYWJTTNJSA-N 0=C (00) C12C=3NC =C(C0)C51)C2
N 4-12-[ (IR, 4aS, 5K, 6K, 8aS) ~6-hydroxy-5- (hydroxymethyl) -5, Sa-dimethyl-2- . .
3. 115 ’ -H]- 349. 114 : erpene lactones XVKMK-QSCDNJGLSA-] =C10CC=C1C 3(=0) 0CC3C ) ;
1212 609 BINIGO6 | s a6 7. hesabdre it ganh e Lol ot byl 2l -] 49. 11481 203005 Diterpene lactones KHQNSS JNTXVKMK-QSCDNJGLSA-N ‘ 0 C‘IOCC 1c@cc2c< €)CCe3e (0) (co)c‘«))ccrzsc‘
1213 3.614 469. 16434 7-Hydroxymethotrexat [M-H]- 469. 15897 C20H22N806 Folic acids HODZDDDNGRLGS I -UHFFFAOYNA-N veecoEeze e wgé?f&:é?émfﬁgj’LH (csence
1214 3.618 320.11179 | (2R)-5, 8-dihydroxy-2- (2-hydroxyphenyl) ~7-methoxy-2, 3-dihydrochromen-4-one [M+H] 320. 11285 C16H1406 ”?;‘:“f"ﬂ'y:ted NJUNLUPGDQOJCR-GFCCVEGCSA-N 0=C102=C (0) C=C (0C) € (0) =C20C (C=3C=CC=CC30) C1
1215 3.619 150. 12756 Methamphetamine [M+H]+ 150. 12773 CIOH15N A""ﬁ':‘tl‘“““l“‘(l and MYWUZJCMWCOHBA-UHFFFAOYNA-N =CC1) CC(NC) C
1216 3.62 259. 07156 Peucenin DM-H]- 259. 07358 CI15H1604 Chromones DTNGBIGBPPPNNB-UHFFFAOYSA-N 0-C1C=C(0C2=CC (0) =C (€ (0)=C12) CC=C () ©) C
1217 3.621 498. 24292 130048 DM+H]+ 198.246 C28H35NOT Phenylquinolines KMVGZHAXSWPDLJ-CHVKT JRNSA-N O-CINC2=CC-C (C-Ce3 “ng’(% Eg)c%)cat(i) OCO)=C2c(0) (ca=C
] - — T((95, 130 10 ((5)_((2, 2 dimethoxyethyD) imino)methyl) 3, 5, 14 trihydroxy - — - Cardenolides and — I 0=CT0CC (=C1) C2CCC3 (0) CACCC5 (0) CC (0) CCCH (C=NCC (0C) 0C) C
1218 3.621 492. 28992 rernelt e L coloma o] o o (o [+ 192. 29001 C27HAINOT P XWEDREYZNGAQBP-MDCZLNDTSA-N e
1219 3.621 108. 18555 nethyl (15)777}”‘1’?* 777’"‘\””'1:17,[(25’3R’ 45, 55, 6R) =3, 4, 5-trihydroxy-6- [M+H]+ 408. 1864 C17H26010 Iridoid O-glycosides XBGJTRDIWPETMG-YVAUHRMASA-N 0=C(0C) C1=C0C (0C20C (C0) € (0) € (0) €20) C3C1CCC3 (0) C
hvdroxviethvl) oxan-2-vlloxv—4a. 5 6 Ta-tetrabvdro 1H-cvelopentalclovran-4- i
1220 3.621 177. 06541 Pemol ine D]+ 177. 06586 COH8N202 BC“ZC"ZUf?i“f“Lbi‘_““md NRNCYVBPDDJNE-UHFFFAOYNA-N N=CIN=C (0) € (01) C=2C=CC=CC2
H . methyl (AR, 8aS) | hydroxy 2 (hydroxymethyl) 5, 5, 8a trimethyl 4 ) ) ) - - 0-C(0CIC=C(C0)C(0) (C(=0) 00)C2 () CCCC (C) (C) C12) C=CC=CC=
2 . 61 4 atty o sters MCTFFMHMTBT- JSA-]
1221 3.623 441.2225 O AE 659 0t 4 G-t rcomel logeda 6. 7.8 tetrabydro-dlt naohthalepe 1 D]+ 441. 22473 2413406 Fatty acid esters QIDMCTFFMHMTBT-YKBPFZMUSA-N w
CCANCAC (C=0 TCHNIC
1222 3.625 521. 25934 Okaramine H 120150 [M+H]+ 521. 258 C32H32N403 Pyrroloindoles CNTMYVFPLVDMFY-HIVUMZBNSA-N T060) (o L1 (O
1223 3,629 323. 12402 Flavanone base + 20, 1Prenyl [M-H]- 323. 12741 2012004 Prenylated chalcones KYFBXCHUXFKNGQ-UHFFFAOYNA-N C=CC (0) =C (C=3 (0C (C1=CC=C (0) C=C1) €2) ) CC=C (C)
1224 3.632 136. 02103 Benzothiazole DM+H] + 136. 02155 CTHENS Benzothiazoles TOJUPLGTWVMSFF-UHFFFAOYSA-N C1=CC=C2C (=CT)N=CS2
. " . 5, T-dihydroxy 2 (4 hydroxyphenyl) 63, 4, 5 trihydroxy 6 N N - - ) - 0-CIC-C(0C2-C1C (0) =C (C (0) C2C30CC (0) € (0) C30) CA0C (CO) C(
9 634 563. 232 H]- ¥y : av _C-glycosides WVET- (A
1225 3,634 563. 23291 (rdro et o o] Lot (3 1 Bt e bt Ly oo [M-H] 563. 22931 26128014 | Flavonoid 8-C-glycosides MMDUKUSNQNWVET-UHFFFAOYSA-N () 0 a0
1226 3.634 517. 22675 cephalochromin [M-H] 517. 22937 281122010 Naphthopyranones JGQBYBXYRUCBQY-UHFFFAOYSA-N CCIC2C )= ;(O,)’(’: 0 S o COCCO
e Gmethoxy 714~ 13, 4, 5-trihydroxy 6-[13, 4, 5 trihydroxy 6- - ) ) TsofTavonoid 0- - " 0=CIC (=C0C=20=C30C0C3=C (00) C12) C=4C=CC (0C50C (COC60C (CO
; ; 5. 161¢ : . 1~ 35. 16174 IVGBDUNE-U SA)
1227 5 635. 16156 bvdroxvmethvl) oxan-2-vlloxvnethvl loxan—2-vlloxvohenvl1-[1, 31dioxolo[4,5- b 635. 16171 (29132016 glycosid FINKRXUVGBDUNE- UHFFFAOYSA™N C(0)C(0)C60)C(0) C(0)CH0)=CCA
, ) - . ’ 0CT=CC-C (CROC=2C (=CC-C3C=4C=CC (0) ~CCAC(C5-CC-C (0C) C-Ch
2 3.635 3. Selag -H]- 553. 20203 37H; SGAVFJ) - /SA-]
1228 635 553. 20477 elaginpulvilin N [M-H] 53. 2020 C37H3005 Fluorenes GAVF JAMHHTG TH-UHFFFAOYSA-N (e (00 o) CO O ot
1229 3.637 325. 13812 Quinoxalinedione + 2Methyl + C5H1104 DM+H] + 325.1391 C15H20N206 Others SLOQSNHEHSCLGS-UHFFFAOYNA-N 0=C2NC=1C=C (C(=CC=IN (€2 (=0)) CC (0) C (0) € (0) COYC) €
1230 3.64 303. 18042 2-Methylene=5-(2, 5-Dioxotetrahydrofuran-3-Y1) -§-0x0=-10, 10- [M-H) 303. 1864 C18H2401 Dicarboxylic acids and HIFLEGNWVELGLY-UHFFFAOYSA-N 0-C10C (=0) € (C1) €2C (=0) CCC3C (€ (=€) €C2) €3 (€) €
Dimethvlbicvelol[7: 2: 0lundecane deriy
1231 3.64 195.16333 3,4-di-0-gal loylauinic acid [M-H]- 195. 16208 21120014 Q“‘(;‘:‘f SKUCQDOSGKTNGP-YQURLJPGSA-N ofc<0)c1(0)cc(o>§$€‘((; CZ(;&((?) «;)(,Cl ©=C2)COCE0C
1232 3.64 437, 27539 #hydroxy7-methyl"212-13, 4, 5-trihydroxy-6 (hydroxymethyl) oxan-2- Di-HI- 137. 26904 C21H26010 Furanochromones KHWKLNXMSVVKCH-UHFFFAOYSA-N 0=CIC=C{0C=20=C0C (CC3=CO) C12) CLOCAC (I C(0)C(0)¢40)
w1 loxvoropan-2-v11-2, 3-dibvdrofurol3, 2-¢lchronen-5-one ©QcC
. o N (S, 2R, 9K, 10S, 128)-12-hydroxy 7, 15 N — Sparteine, lupanine, and R . Ny NN
1233 3,642 287.17017 diazatetracvelol7.7.1.0° (2 70 0" (10, 15) lheptadecan 6 ono D]+ 287. 17001 C15H24N202 e JVYKIBAJVKEZSQ-VITDZRGISA-N 0-CIN2CC3CC (CNACCC (0) CC43) C20CCT
1234 3.643 271.16718 Sophoridine [+ 271. 17001 C15H24N20 Matrine alkaloids ZSBXGIUJOOQZMP-BHPKHCPMSA-N 0=CIN2CC3CCONACCCC (C2CCC1) C43
1235 3.644 279. 09811 15, 16-Dihydrotanshinone 1 [Me2H]2+ 279. 10001 CI8H1403 : 0::“""}“‘;::‘:’ " HARGZZNYNSYSGJ-JTQLQTETSA-N 0=C1C(=0) C2=C (0CC20) C( 20)C13
" :
1236 3.646 373, 14172 L1, 3aR, 5R, 5aR, 8aR, 95, 9aR) °1, 5, Ba-trimethy] -2, 8-dioxo-3a, 4,5, 52, 9, Sa~ [M+H]+ 373. 14117 C1912605 Sesquiterpene lactones WKUOPGZYLRFCHJ-APDQSUQKSA-N 0=C (0C1€2C (0C (=0) €20) CC (€) C3C=CC (=0) C13C) € (C) €
hexahvdro-1H-azulenol6, 5-b1furan-9-v11 2-pethvlproanoate
1237 3.649 269. 11221 ellipticine DM+H] + 269. 10999 CITH14N2 Carbazoles CTSPAMF JBXKSOY-UHFFFAOYSA-N N=1C=0C=2€ (C1) =C (C=3C=4C=CC=CCANC3C20) C
1238 3.655 308. 1514 Tebuconazole [M+H]+ 308. 1524 C16H22CIN30 Phenylbutylamines PXMNMQRDXWABCY-UHFFFAOYNA-N €C(C) (©)C(0) (CCCT=CC=C (C1) C=C1) CNIC=NC=N1
1239 3. 667 289. 15353 Indole-3-acetyl-L-leucine Do)+ 289. 15466 C16H20N203 | Leucine and derivatives HCZNPUHZYPPTNM-UHFFFAOYNA-N €C(€) 0C (N=C (0) CCT=0NC2=CC=C0=C12) € (0)=0
1240 3,669 213.1041 methyl 1-methyl-9H-beta—carbolin-T-yl ether D]+ 213.105 CI3H12N20 Harmala alkaloids BXNJHAXVSOCGBA-UHFFFAOYSA-N N=1C=0C=2C=3C=CC (0C) <CC3NC2C1C
1241 3,669 296. 14151 Pethoxanide DM+H]+ 296. 14117 C16H22C1NO2 Be“ze"‘; 3?iai?bsilt”ted CSWIKHNSBZVING-UHFFFAOYSA-N CCOCON (€ (=0) CC1) € (=€ (€) €) C1=CC=CC=C1
1242 3.669 310. 13135 Zacopride [M+H] 310. 13168 C15H20C1N302 Aminophenyl ethers FEROPKNOYKURC-UHFFFAOYNA-N C1C1=0C (C (0) =NC2CN3CCC2CC3) =C (0C) C=CIN
) : o (52)-1-[2-12 (3, I-dihydroxypheny D) cthoxy] 2-oxoethyl]-b-cthylidenc 6- I ] S - ‘. - P 0-C(0) C1=COC (0C20C (C0) € (0) C (0) C20) C (~C0) C1CC (=0) 0CCCa~
1243 3.671 525.17126 1% 3 15,25 601 ot b (ot o 9t Lo A [M-H] 525.17108 24130013 Terpene glycosides HKVG JQV JNQR JPO-GSDSTAPDSA-N e (o) (o)t
1244 3.671 339. 11002 2-morpholino-7H-naphtho[1, 2, 3-delquinolin-7-one DM+H] + 339. 10999 C20H16N202 Anthracenes BUWAR JBQHWMPTL-UHFFFAOYSA-N 0=C1C=20=CC=CC203=CC (NCA=CC=CC1=C43) NSCCOCCS
1245 3,694 375. 13251 Geniposidic acid DM+H] + 375.13 C16H22010 Iridoid O-glycosides ZJDOESGVONAULF-0GJQONSTSA-N 0-C (0) C1=C0C (0C20€ (C0) € (0) € (0) C20) €3C (CCC13) CO




0=C1C=C2C3 (0C1C(03) (€) ) CCC4 (C) €2 (0) CCCBCC=6C=TC=C8C (=

1246 3.697 584. 33673 Shearinine F 120146 [MeH] + 584. 33899 C37HA5NOS Naphthopyrans QVRAHJVRFPJ TQU-MHXJ JHONSA-N COCACEAC) (Ot (08 C (06 (08 (e
1247 3,697 359. 16888 tabersonine DM+H] + C21H24N202 | Plumeran-type alkaloids FNGGTPWAZSFKON-HBMCJLEFSA-N 0=C (00) C1=C2NC=3C=CC=CC3C24CON5CC=CC (C1) (CC) €54
1248 3.708 265. 08093 (8)-3 (4-hydroxyphenyl) chroman-7-o1 [M+H] + 265. 07999 C15H1403 Tsoflavanols ADFCQUZHKCXPAJ-GFCCVEGCSA-N 0C1=C0=C (C=C1) C2C0C3=CC (0) =CC=
1249 3.71 439. 29025 Ochrolifuanine A [M+H]+ 439. 28601 C29H34N4 Harmala alkaloids BYHWAEAVIGYEB]-QJ TMEEEXSA-N 2=C(CDNGS zmrc.arlm
1250 3.711 221. 091 2-amino-3- (5-hydroxy-1H-indol-3-y1) propanoic acid D]+ 221.09 C19H22N20 Eburnan-type alkaloids WY JAPUKTYAZSEM-MOPGFXCFSA-N 0=CIN2C= €3C4=C2CBN (CC4) 0CCC5 (C1) CC
1251 3.719 383. 16577 Tsolaserpitin [M+H] + 383. 16812 C19H2006 Angular pyranocoumarins KJWFOHVSTRGHGZ-YHYXMXQVSA-N 0=C1002=C (C=C1) C=CC=30C (C) (€) C(0C (=0) C (=CC) C) € (0) €32
1252 3.719 405. 18011 reserpinine DM+H] + 405. 17999 C22H26N204 Yohimbine alkaloids KXEMQEGRZWUK JS-RXDRHKEWSA-N 0-C (00) C1=C0C (€) C2ON3C0C=4C=50=CC (0C) CCBNCAC3CC12
1253 3.72 183. 09167 Harman [M+H]+ 183. 09167 CI2H10N2 Harmala alkaloids PSFDASOCUJVVGF-UHFFFAOYSA-N CC1=C2NC3=CO=CC=C3
1254 3,734 227. 07654 aspernigrin A [M-H]- 227.0789 C13H12N202 Nicotinamides RUUZDCZRFRLJFC-UHFFFAOYSA-N 0=C1C=C (=) 0) CC
1255 3.735 106. 06487 3-Methylthiopropylanine DM+H] + 106. 0685 CAHLINS Dialkylthioethers KKYSBGWCYXYOHA-UHFFFAOYSA-N $(C)CoON
_ — - - _ - - ; " =C(0C-3C-C(0C10C (CONC (0 C(0) CL(0) ) C (=C (0) C2-3) C10
25 7 ! -6-C-glucoside-7-0-glucos -H]- 3. 30015 avone C, 0-glycos UV WID- NA- ‘ o .
1256 3.736 593. 15002 Apigenin-6-C-glucoside-7-0-glucoside [M-H] 593. 15118 C27H30015 Flavone C, 0-glycosides HGUVPEBGCAVWID-UHFFFAOYNA-N L) O () CacC-C ) O
1257 3.744 152. 07027 Acetaminophen [M+H] 152. 0706 CHINO2 Ihydroxy=2- RZVAJINKPMORJF-UHFFFAOYSA-N €C(=Neleee (ce1)0)0
unsubstituted benzenoid
TP (R e S RS e B e P
1258 3.716 323. 14667 1714, 5-bis (hydroxynethyl) -3 "'”“”"“h_zﬂl"‘"‘ylph“‘“‘“] 3-methylbutane-2, 3 [M+H]+ 323. 14648 C15H2106 Benzyl alcohols MAQUWSUGBCIGLJ-UHFFFAOYSA-N 0CC1=CC (0CC (0) € (0) (€)C)=C (€ (0C) =C1C0) C
.
, — , 0-C1C-C2C3 (0C1C(03) () C) CCCA (C) C2 (0) CCCHOC-6CT-CC8-C (C
5 3.74 Shea . y 4 584. 34003 374 a ans /AGQIZP! -KBCUUGKHSA-]
1259 746 584. 34082 hearinine A 120147 DM+H] + 4. 3400 C37HA5N05 Naphthopyrans YAGQIZPAJNETKG-KBCUUGKHSA-N TNCECRIC) COnCC 00 () () CICE) (e
1260 3.748 421, 24219 (1,9, 9b-trihydroxy 6. 6, Sa-trinethyl 3,5, 5a, 7,8, 9-hexahydro-1f DiH]+ 121, 24319 C21H3406 Naphthofurans GFMGOVRWOOAPYN-UHFFFAOYSA-N 0=C(0C1C=C2C0C (0) €2 (0) €3 (€) € (0) CCC (€) (€) C13) CCece
benzolel [21benzofuran-5-v1) hexanoate
1261 3.748 317.15945 (25,39 -2-(3, 4-dihydroxypheny]) =3, 5, T-tr hydroxy 6 -methyl 2,3~ [M-H] 317. 16092 C1611407 Flavanonols KPCWWZLBHGSXPY-CVEARBPZSA-N 0-C1C2C (0) € (=C (0) C=C20C (C3=CC=C (0) € (0) =C3) C10) €
dihvdrochronen-4-on
1262 3. 754 310. 12711 Ketotifen [MeH] + 310. 12601 CI9H19N0S Cycloheptathiophenes ZCVMWBYGMWKGHF-UHFFFAOYSA-N 0=C10=25C=CC2C C1)=CACON (€) CC4
: methyl (25, 3K, 45) 3 cthenyl 4~ 12~ (3, 4, b trihydroxybenzoyl) oxyethyl] 2 - - - 0-C (00) C1=COC (0C20C (C0) € (0) € (0) C20) C (C-0) C1CCOC (~0) 3~
3.78 5. 152 ! ’ H] 565. AH30014 rpene glycosides SMTKSCGLXONVGL-FMDXMRPMSA-
1263 756 565. 15277 [ ot o (oo o) ok 2ol Lo g b i prrana- D] 65. 15277 24130014 Terpene glycosides MTKSCGLXONVGL-FVDXMRPMSA-N OO (O
_—
1264 3.758 373. 24261 11A-Acetoxyprogesterone DM+H] + 373. 23734 2313204 (’“'“’D‘r"]z’_‘zir’?:‘tf;g‘ds TWRPVIXREVYBHT-QHXXRISESA-N 0-C(0C1CC2 (€) € (C(=0) €) CCC2CC0CA=CC (=0) CCC4 (€) C13) C
1265 3.758 192. 06592 Actrarit [M-H) 192. 06662 CI0H11N03 Bem’e"; :’;31:“‘1“"”“(‘ MROJXXOCABQVEF-UHFFFAOYSA-N 0=C (0) CC1=CC=C (N=C (0) €) C=C1
1266 3.759 355. 10211 Feruloyl Hexoside (isomer of 847) [M-H]- 355. 1022 C16H2009 FUI(;LI:;:J\}TL and JWRQUQWBNRGGPK-UHFFFAOYNA-N 0=C (0C10C (C0) € (0) C (0) C1 (0) ) C=CC=2C=CC (0) =C (0C) C=2
1267 3.76 358.24216 diacetylsongorine [M+H]+ 358. 23999 C22H31NO3 duif:ii‘loll’d“cl}tkyjf”d_ CBOSLVQFGANWTL-DVPYZRACSA-N 0=C10C2C3 (CC1C (=€) €30) CACC5C6 (C) ON(CC) CAC25C (0) CCH
1268 3.763 147. 04362 Coumaric acid (isomer of 189, 194) [M+H-H20] + 147. 0443 91803 LO““d‘“i?ia‘:‘]?](La"d NGSWKAQJJWESNS-UHFFFAOYSA-N 0-C (0) C=CC1=CC=C (0) C=C1
1269 3.763 335. 15857 triptophenolide [M+H] 335.16 2012403 Oxosteroids KPXTBIGPZSPABK-PXNSSMCTSA-N 0=C100C2=C100C3 (C4=CC=C (€ (0) =CACCC23) C(0)€) C
1270 3,773 313.11658 5, T-dimethoxy-3- (4-methoxyphenyl) ~4H-chromen—4-one DM+ 313.10999 C18H1605 7-0-methylisoflavones PVVORTURGPBPEQ-UHFFFAOYSA-N 0=C1C(=0002=CC (0C) 0=30=CC (00) =CC3
o - 299, 15501 Thydroxy 9 (I-hydroxy-3, 5 dinethoxyphenyl)-ba, 6, 8a, 0-tetranyaro-oi- [ 299, 1953 212008 L taman Tactones P ———— 0-CI0CCZCC3-C (0) C-40C0CAC-C3C (C5-CC (00) ~C (0)C (00) ~C5) C
[21benzofurol5. 6101, 31benzodioxol 8-one 1
1272 3.781 241. 09642 Cyanazine DM+H] + 241. 0963 COHICING Aminotriazines MZZBPDKVEFVLFF-UHFFFAOYSA-N CON=CINC (NC (C) (C) C#N) =NC (CT) =N1
) I 7 (3, 4 dihydroxyphenyl) b hydroxy 7 L (25, 3K, 15, 55, 6K) 3, 4, 5 trihydroxy 6 o 1. . C{)C{0) C10) C(0)C(0)C30)
2 5302 5 2 2 avi ycos (BY JXA -FOBVWLSUSA
1273 3.794 593. 15302 [[(oR 8 4B B8 63 4 bt ribedvanrebomsthol o torl Lot athel loe .2 [ 593. 1524 27130015 | Flavonoid-7-0-glycosides MGYBY JXAXUBTQF-FOBVNLSUSA-N (0
1274 3,797 132. 27969 veratramine [MeH] + 132.28 C2TH39NO2 Fluorenes MALFODICFSTXPO-AZ SA-N 0C1CC2=C0C3C4=CC=C (C (CACC3C2 (€) CC1) €) € (C) CBNCC (€) 050
1275 3.814 373.16257 | 4-[2-(2, 6-dimethoxy-4-prop-2-enylphenoxy) ~1-hydroxypropyl]-2-methoxyphenol D~ 373. 16565 2112606 mf‘:?:uzwi:fn,::: o ULZFTGWWPHYLGT-UHFFFAOYSA-N OCL=CC=C (C=C10C) C(0) C(0C2=C (0C) C=C (C=C20C) CC=C) €
1276 3.815 374. 22787 SH373-1 D]+ 374.229 CITH3IN306 Peptides UKFUHWPKKCYCQR-UHFFFAOYSA-N 0-C (0) C(N=C (0) € (N=C (0) CCC (N) € (=0) 0) € (€) CC) CC (€) €
1277 3.815 324.11893 Tetrahydrocoptisine [M+H]+ 324,12 C19H17N04 Pm“’;:;h(:;]"i;t”“”‘S UXYJCYXWJGAKQY-OAHLLOKOSA-N 01C2=CC=C3C (=C20C1) CNACCCH=CC=60COC6C=C5CAC3
1278 3.821 226.14308 Terbutaline DMt + 226. 14377 C12H19N03 Resorcinols XWTYSTMOBUGWOL-UHFFFAOYNA-N €C(C) (CINCC (0) C1=CC (0) =
1279 3.823 504. 20684 andrastin A DM+H]+ 504. 29556 C28H3807 Steroid esters GRBXNADBNJGZRK-GJEDHNSHSA-N 0=CCI2CLOCE0 Y (G () 20003 [DTIC=CIOCA L0 CLC
=0) (4300100 0C
1280 3.823 362. 21054 Octocrylene [M+H] + 362. 21146 C24H27N02 Diphenylmethanes FMJSMJQBSVNSBF-UHFFFAOYNA-N €OCCC (CC) COC (€ (CAN) =C (C1=CC=C0=C1) C2=CC=CC=C2) =0
1281 3.823 223. 15576 Tetraglyme [+ 223. 15401 C10H2205 Dialkyl ethers ZUHZGEOKBKGPSW-UHFFFAOYSA-N €0CCOCCOCCOCC0C
o o o210 o6 29178 3 T5-dibony 1L, 1, 12-trime ahylflll‘ '1]y/liyn19(i,tl?:"pr:nL‘dzawc10pt‘nladcu‘dm\* o~ 06, 23510 P merolneras [P 0-CIN(O)C(C <:0)V(c)(i<gf(;>r:rn:c CO)-NCCO) NN O
1283 3.826 384. 17468 Quetiapine DM+H] + 384. 17401 C21H25N3028 Dibenzothiazepines URKOMYMAXPY TNW-UHFFFAOYSA-N 0CCOCCNLCON (C2=NC=3C=CC=CC3SC=4C=CC=CC42) CC1
1284 3.827 300. 14331 Metoclopramide DM+H] + 300. 14734 C14H22CIN302 Aminophenyl ethers TTWJBBZEZQTCBT-UHFFFAOYSA-N CON(C0) CON=C (0) C1=C (00) C=C (N) € (C1) =C1
1285 3.827 246. 11154 resveratrol [M+H] 246. 11246 C14H1203 Stilbenes LUKBXSAWLPAMSZ-OWOJBTEDSA-N =C(0)C=C(0)C2
1286 3.828 121. 02873 2-Hydroxybenzal dehyde [M-H]- 121.0295 CTH602 Hydroxybenzaldehydes SNQUZDBALVYZAC-UHFFFAOYSA-N C10
1287 3.834 299. 12369 angoletin [M-H]- 299. 12888 C18H2004 th d’rﬂyﬁi"ﬁf“‘_ HBRYKWADRULLHU-UHFFFAOYSA-N 0=C(C=1C(0)=C (€ (0)=C (C10C) €) €) CCC=20=CC=CC2
1288 3.838 281. 03995 Pseudobaptigenin [M-H]- 281. 04553 C16H1005 Tsoflavones KNJNBKINYHZUGC-UHFFFAOYSA-N 0C1=C0=C2C (<0) € (=C0C2=C1) C1=CC2=C (0002) C=C1




(E) -3-hydroxy-6- (4-hydroxy-6-me thoxy-7-methyl-3-oxo-1H-2-benzofuran-5-y1) -

1289 3.839 335. 11554 RS [~ 335. 11362 C17H2007 Phthalides 06JCZLOTKMTVKF-XBXARRHUSA-N (©)€(0)CC (=000
4methvihex-4-enoic acid : i
1290 3.81 364. 14859 (+)=Corypalmine D]+ 364. 14999 C20H23N04 Pr"t"ifjb;;_ll“cafil\if‘_l” ids BNCZTYDZHNTKPR-MRXNPFEDSA-N 0C=1C=C2C (=CC100) C3N (CC4=C (0C) € (0C) =CC=CAC3) CC2
1291 3.84 123. 04374 3-Hydroxybenzal dehyde [M+H] + 123. 04405 CTH602 Hydroxybenzaldehydes TAVREABSG THHMO-UHFFFAOYSA-N 0-CC=1C=CC=C (0) C1
1292 3.845 372. 04974 Gluconapin (3-butenylglucosinolate) [M-H] 372. 05542 26114409 | Medium-chain fatty acids MINDHVHHQZYEEK-HBBNESRFSA-N 0-C(0) CCCCCCOC0C (=0) C= ((,)(l((,Jl()CC((,( 2002C (©) C{0) ) C(0)C
1293 3.819 303. 19116 Hesperetin [M+H]+ 303. 19211 CI6H1406 ! ’2’;"?":"”"_1:“‘1 ATONOLUJZLIMTK-AWEZNQCLSA-N 0=C1C=2C (0)=CC (0) =CC20C (C3=CC=C (0C) € (0)=C3) C1
1294 3.855 322. 10635 nethyl 1"'“’2’("""”1)’1’2’3‘,:;Z’Oﬁi‘ffahydr”’sa’ Grepoxyisoindolet D+ 322.10501 CLTHITNO4 Phenylpyrrolidines NDOPUHIEVZKCTM-UHFFFAOYSA-N 0=C(00) C1C20C3 (C=C2) ON (€ (=0) C13) C=4C=CC=CCAC
1295 3.865 129. 05515 Ketoleucine DM-H]- 129. 05573 611003 Shoffn:hd“;;‘j k:t‘j"vc‘"_“ds BKAJNAXTPSGJCU-UHFFFAOYSA-N 0-C(0)C(=0)CC(C)C
- " — (2F, F, 115) 18 (2, 6 dioxopiperidin 4 y1) 9, 13 dihydroxy 8 methoxy — ) Tineolic acids and U : 0=C (0) C=COCC=CC (00) € (0) € (C=C (C) C (0) C (€ (=0) CCCCICC (COIN
P k P < P 27HA 'APUI X )
1296 3.866 506. 26962 012 0 el 15 osoadeca 2 611t tegole acid i) 506. 27161 C27HAINOS et HJCZOTBHYAPUHT-XHOLQODBSA-N PP
o1 5. 560 o1 159 (7, 5-dimethoxy~2, 2, 3-trinethyl-2, 3-dihydro-1i-benzo dlazepin-1-yD) (3, 1 o 1o Ry Benzazepines T ——— O=C CI=CC=C {00 C00)=C1) C2=CC=3C=C(00) € (00) =CCaCC (N2C)
Jinethoxvohenvl)methanone Q¢
1298 3.869 24111798 Pyroglutanyl-Tsoleucine [M-H]- 241. 11909 CLIH18N204 Peptides MKCVLTRITQNGQT-UHFFFAOYNA-N 0=C (0) C(NC (=0) CINC (=0) CC1) € (€) CC
1299 3.881 283.12076 verruculotoxin D]+ 283.12073 CI5H20N20 | Alpha amino acid amides CUANCTHYEDWUMU-KBPBESRZSA-N 0C1=NC (CC=20=CC=CC2) CN3CCCCCL3
1300 3.885 197. 15053 (26)-3, 7-dimethyl-2, 6-octadienyl acetate [M+H] 197. 14999 1212002 Fatty alcohol esters HIGQPQRATQDZMP-DHZHZ0JOSA-N 0=C(00C=C (€) CCC=C (0)€) C
—— = =
1301 3. 885 508. 28674 deltaline [M+H]+ 508. 29001 C27THAINOS _ Aconitane~type DTTPWCNKTMQMTE-TYNNPHLESA-N 0=C{OCIC2C3 (C) CN(CC) CACHL000CH5CC (0C) CTCC (0) (C6CTO0) O
diterpenoid alkaloid 20000 CCAC
, ; ) ; 0-CCT-C(0)C (0)=C (C2-CC (~C (C (0) =C12) C3-C (0) CA-C (C=0) C (0
: 3.885 17786 H] 541, 30H: Sesqui terpenoids SWRVVCFFDOT- /SA-]
1302 5 54117786 gossypol [M+H] 41. 17999 C30H3008 Sesquiterpenoids QBKSWRVVCFFDOT-UHFFFAOYSA-N Ol OO
1303 3.885 300. 1803 Rinderine D]+ 300. 18054 C15H25N05 Alkaloids SFVVARJOGUKCEG-UHFFFAOYNA-N €C(€)C(0) (€(C)0) € (=0) 0CC1=CCN2CCC (0) C12
1304 3,887 363, 17471 [T"“\'ety]“Xy"%’()‘ydmw"""hy]m)’[Zh’”‘::i;“n::"tznfzfﬂ"’W']"h”’z’e"’]M' > (M4 363. 1778 18112806 Menthane monoterpenoids MPXXSTCHRNCHHK-UHFFFAOYSA-N 0=C(0C1C=C (C(=0) C (0C (=0) CC (C) CC) C1€ (C) €) CO) €
1305 3,892 192. 25519 Imatinib [M-H]- 192, 25174 C29H3INTO Benzanilides KTUFNOKKBVMGRY-UHFFFAOYSA-N OZCO\CHCZC(C(:C1)ﬁiﬁ\)’:ﬁéﬁ,s’%C(’f’:CN:CCZCS)C)M:CC;C
1306 3.897 31110065 @8, 303 7(Hydmxyphcm);::Zflj”;ﬂfogl\ﬂil' {rbenzodiazepine=s, 27 D]+ 31110263 CI7THIAN204 1, 4-benzodiazepines BDDNYDPRCCDAA]-PBHICTAKSA-N 0=C1C=2C=CC=CC2N=C (0) €3 (0C3C=4C=CC=C (0) CAINIC
1307 3.9 282. 16809 judaicin (cudesmane naphthofuran) [M+H]+ 282. 16998 C15H2004 h”fes"‘a""]ll?c:es_' d NGPDZEACTWDCKX-WUDKWMPASA-N 0-C10C2C (CCC3 (€ (=0) C=CC (0) (€) €23) C) C1C
1308 3.901 370. 17041 N-methylglaucine [+ 370. 17001 [C22H28N04] + Aporphines WKHHEW] J IRCXHA- INTZCTEOSA-N L2000 100 IO ©
1309 3,901 215. 05664 Pest 1“‘1“3*“""”1‘"““’"*mmICNZOZ’{L?;“]L N = (4-chlorophenyl) -N-methoxy-N- [M+H]+ 215. 058 C9H11CIN202 N-phenylureas LKJPSUCKSLORMF-UHFFFAOYSA-N 0=C (NC1=CC=C (C1) C=C1)N (0C) C
1310 3.901 265. 09973 Peucedanol DM+H] + 265. 10001 C14H1605 7-hydroxycoumarins WRTWKAQEZYXAE]-GFCCVEGCSA-N 0-C10C=2C=C (0) € (=CC2C=C1) CC.(0) € (0) (€)C
1311 3,909 256. 11725 3,4, 5-trimethoxycinnamic acid [M+H]+ 256. 11795 C12H1405 LO““‘d“rr’i;f;di and VTFVRYKNXDADBT-SNAWJCHRSA-N 0-C (0) C=CC1=CC (0C) =C (00) € (0C) =CL
1312 3.909 389. 21622 icariside B5 [M+H]+ 389. 216 Clongzog |ty acyl elycosides of CZYPGTRK JFYXLT-SUHXYMONSA-N 0=C1C=C(0) € (0) (CCC (0C20C (C0) € (0) € (0) €C20) ) € (C) (€)1
wono- and disaccharide
1313 3.913 290.14923 Antibiotic TAN 1169B [MeH] + 290. 14999 C15H19N303 Pyrroloindoles OXGGYEZTRLRHHP-UHFFFAOYSA-N :
1314 3.917 287. 07208 Ticochalcone B DM+H] + 287.07257 C16H1405 Retrochalcones DRDRYGTTYOPBBZ-XBXARRHUSA-N 0=C (C=CC1=CC=C (0) € (0) =C100) C2=CC=C (0) C=C2
1315 3.918 374, 14645 Gatifloxacin Di-H- 374. 14301 C19H22FN301 Q”]“"“""e‘ ;;_rb”ym XUBOMFCQGDBHNK-UHFFFAOYSA-N 0-C(0) C1=CN(C2=C (0C) € (=C (F) C=C2C1=0) N3CCNC (€) €3) CACCA
1316 3.924 359. 22754 (@-5-L{IS, 2R, 4ak, 8"‘“)’Ef(h“'”’xty"’”hy]H’Z"1"’””"“,”]’2] 3,4,7,8,8a [M+H] + 359. 22626 C20H3204 Colensane and clerodane LRLROPFPFABQRF-CBYQQGIISA-N 0=C(0) C=C (C0) CCC1 (C) € (€) CCC2 (€ (=CCCC21) C0) €
hexahvdronaphthalen—1-vil-3- (hvdroxvmethyvl) pent-2-enoic acid diterpenoids
1317 3.939 314. 2077 (2F, 4E) -N-[2- (4-hydroxyphenyl) ethyl]dodeca-2, 4-dienamide [M-H]- 314. 21255 C20H29N02 Ihydroxy-2- VVRNYAJXAUQHEN-BNFZFUHLSA-N 0C (=NCCC1=CC=C (0) C=C1) C=CC=CC0CC0CC
unsubstituted benzenoids
1318 3.94 179. 03389 trans—Caffeic acid [M-H]- 179. 03497 C9H804 C“ii‘fvj'&]do and QATPRVGONGVQAS-UHFFFAOYSA-N 0-C (0) C=CC1=CC=C (0) € (0)=C1
1319 3,043 244.15416 Pinacidil DM-H]- 244, 15677 CI3H19N5 P;’;?\‘:Tf “2“ TVYNZDGDKPTYHK-UHFFFAOYNA-N NECN=C (N=CIC=CNC=C1) NC(C) € (0) (O)C
1320 3.944 231.16985 Isoleucylvaline [M+H] 231. 1707 C11H22N203 Dipeptides BCXBIONYY JCSDF-UHFFFAOYNA-N 0=C(0) C(NC(=0) C(N) C.(€) C0) € (€) C
1321 3.95 323. 19916 16-Heptadecyne-1, 2, 4-triol [M+H]+ 323. 1983 C17H3203 ""““;‘{}‘f;”]““’ OHLQBKZXS JYBMK-UHFFFAOYSA-N €(0)CC(0) CO
cohols
1322 3.95 292. 20428 Terbinafine DM+H]+ 292. 20596 C21H25N Naphthalenes DOMXUEMWDBAGBQ-UHFFFAOYSA-N €C(0) (€) CHCC=CON (C) CC1=CC=CC2=CC=CC=C21
1323 3.951 241. 14296 Imiquimod DM+H] + 241.145 CL4H16N4 Imidazoquinolines DOUYETYNHWVLEO-UHFFFAOYSA-N NI=CN (C2=C1C (=NC=3C=CC=CC32)N) CC (C) €
1324 3,952 270. 16925 (BaR, 125, ]2"‘“)"Z"""'”’”‘f"""e“""1;1’s':’z;:;‘:"’ 12, 12a-octahydro-1Hi=5- [+t 270. 16998 1412004 Oxocins WIQUDNI IFGEBSZ-ROAVRGLVSA-N 0-C10C (€) CCCOC2C (=0) C=CC (0) €C2C1
1325 3.965 151. 07516 1~ (4-methoxypheny1) ethanone DMt + 151.08 911002 Alkyl-phenylketones NTPLXRHDUXRPNE-UHFFFAOYSA-N 0=C (C1=CC=C (00) C=C1) €
1326 3.97 160. 09651 N-Tsovalerylglycine DM+H] + 160. 09682 CTHIZNO3 | N-acyl-alpha amino acids ZRQIMKMBBVNNQC-UHFFFAOYSA-N 0=C(0) CN=C (0)CC(C) €
1327 3.971 187. 09625 2- (1-hydroxyethyl) ~4- (2-hydroxypropy1) ~2H-furan-5-one DM+H] + 187. 09648 C9H1404 Butenolides JAAFNWYGLROOGT-UHFFFAOYSA-N 0-C10C(C=C1CC(0)C)C(0) C
1328 3.976 321. 15485 8:1420 fatty acyl hexoside [M-H] 321. 1546 C14H2608 Fatty acyl hexosides YUPCLHHTUNDMAN-UHFFFAOYNA-N
1329 3.978 271. 13528 alpinetin [M+H]+ 271. 1337 C16H1104 T?;"}“:'::y‘%zwd QQQCWVDPMPFUGF-UHFFFAOYSA-N
N , - - , Flavonoid 3-0-p- - — -C (0CCIOC (0C-2C (~0) C-3C (0) ~CC (0) ~CC30C20-4C-CC (0) € (0
3.98 5. 1 -0-beta (6" ~trans-caffeoyl)-galactopyranosyl querce -H]- 3 VMUCQCZEAPH-YBSDSQCQSA-]
1330 625. 15057 3-0-beta~ (6"’ ~trans-caffeoyl) —galactopyranosyl quercetin -] 625. 14801 30126015 e s THBVMUCQCZEAPW-YBSDSQCQSA-N (@ I OO s
1331 3.981 427. 18152 18,8 dimethyl10-(3 methylbut 2 enoyloxy) -2 ox0-9, 10-dihydropyrano[2, 3 [M-H]- 42717621 2412807 Angular pyranocoumarins MYXNOTTPXVBFFR-UHFFFAOYSA-N O=CIOC2=CC-CHC-LE=30C (O O C 00O COCC0C

flchromen-9-vl] 3-methvlbutanoate

COOC32




((6aR, 9R, 10aR) ~7-methyl-4, 6, 6a, 7, 8,9, 10, 10a—octahydroindolo[4, 3-

1332 3.982 257.17389 N D]+ 257. 17001 C16H20N20 | Clavines and derivatives UFKTZIXVYHGAES-WDBKCZKBSA-N 0CCICN (€) C20C3=C 043) 021
felauinolin-9-vl)methanol i
1333 3,986 245.1019 Tndole-3-acetyl-L-alanine DM-H1- 245.09317 CI3H14N203 I\’“yltflldp%‘“’“]“" FBDCJLXTUCMFLF-UHFFFAOYNA-N €C(N=C (0) CC1=CNC2=CC=CC=C12) € (0) =0
1334 3,987 338.12286 barceloneic acid A D]+ 338. 12341 C16H1607 Diphenylethers ULPVIBVOKQAX JB-UHFFFAOYSA-N 0-C(0) C1=C (0) C=C (C=C10C2=C (0) C=C (0C) C=C2C0) C
1335 3.989 328. 23236 UR-144 N(4-hydroxypentyl) [M+H] 328. 22699 C21H29N02 N-alkylindoles VHFHYHZNLCEAAP-UHFFFAOYSA-N 0=C (C1=CN (€=2C=0C=CC12) CCCC (0) ) C3C (O) () €3.(C) C
1336 3.99 190. 05022 (2-0x0-2, 3-dihydro-1H-indol-3-y1)acetic acid [M-H]- 190. 05096 C10HONO3 I”d"l_f'nllL;‘:"”‘jytli“; acids TLGMGHZPXRDCCS-UHFFFAOYNA-N 0=C (0) CC1C (0) =NC=2C 21
d derivativ
1337 3,994 247. 08559 (32)-3-butylidene-6, 7-dihydroxy-4, 5, 6, 7-tetrahydro-2-benzofuran-1-one D]+ 247.09 CI2H1604 Isobenzofurans DQNGMTQSXNGHOA-WTKPLQERSA-N 0-C10C (=CCCC) C2=C1C (0) € (0) CC2
1338 4,001 408. 19009 3@~ ((@li-purin-6-yl) amino) ethyl) -2-methyl-4-ox03, 4, 5, 6-tetrahydro-2i D]+ 108. 19 C20H21N703 6-alkylaminopurines MMJORTFPGDWBAA-UHFFFAOYSA-N 0-COVCICCON(CONC2-NCNC-BN-CNC32) C4 (0C-5C-0C-CC5C1C
6-methapol [2][1. 3]oxazocine-5-carboxamide
1339 4.001 390. 14249 Taldalatil D]+ 390. 14484 C22H19N304 Beta carbolines WOXKDUGGOYFFRN-UHFFFAOYNA-N o=civc(e o ~CCBCO0C2CEON O
1340 1,002 251.17474 Rivastignine tartrate (Exelon) D]+ 251,175 C18H28N208 Phenoxy compounds GWHQHAUAXRMMOT-VBANBULQSA-N 0=COCOCOCE00. O:C(OC{I‘:CC:CC(ZCl)C(N(C)C)C)N(C)C
1341 4,004 313. 11664 2- (3, 4~dimethoxyphenyl) ~7-methoxy-4H-chromen—4-one DMt + 313.10999 CI8H1605 7’?;7:?‘::"1‘_:@ VSFZYCDPDWSYSS-UHFFFAOYSA-N 0-C1C=C (0C2=CC (0C) =CC=C12) C=3C=CC.(00) =C (0C) €3
1342 4,009 434. 22311 Valsartan D~ 434. 21976 241298503 | Valine and derivatives ACWBQPMHZXGDFX-UHFFFAOYNA-N cecceveer=o D00 GG CCOOCE
1343 4.01 309. 08609 Gastrodin D]+ 309. 09 C13H1807 Phenolic glycosides PUQSUZTXKPLAPR-UJPOAAT JSA-N 0CC1=0C=C (0C20C (C0) € (0) € (0) €20) C=C1
1344 1.01 386. 2088 Uncarine ¢ D]+ 386. 20743 C21H24N204 Indolizidines JMIAZDVHNCCPDM-UHFFFAOYSA-N 0=C (00) C1=C0C () C2ON3C0CA (C (0) =NC=5 )C3CC12
1345 4,031 332. 9382 PFAP-diPAP [M-H]- 332. 93799 C4HF1004P PFSA HJLWRXZHQHRZCH-UHFFFAOYSA-N 0=P (0) (OC(F) (F)F) 0C (F) (F)C(F) (F)C(F) (M) F
1346 4.04 257. 14899 Tsocurcumenol D]+ 257. 14999 C15H2202 Guaianes DEBDFZGNZTYPMF-NZBPQXDJSA-N 012003 (CC1=C (C) €) € (€ (=0) €2) CCC3C
1347 4,041 165. 05421 P-Coumaric acid D]+ 165. 05499 91803 Hydroxycinnanic acids NGSWKAQJ JWESNS~ZZXKNVIFSA-N 0=C (0) C=CC1=0C=C (0) C=C1
1348 1,042 579. 12897 quercetin-3-0-deoxyhexosyl (1-2) pentoside [M-H]- 579. 13397 26128015 | Flavonoid-3-0-glycosides WRLBRTWXGBKVHQ-UHFFFAOYSA-N OZCIC(OCZOC“f}fggﬂ;;’f:f’fﬁ?ggﬁ’?s?}:mc:“:m)
— )OO0 () <C (Y
1349 4,043 474. 27902 Chasmanine D]+ 474.28 C25H41N06 i Li_‘;)‘i":‘]:’d“cl}tky:ﬁ” N DBODJJZRZFZBBD-XXYWQHT JSA-N OCIC20C3CIC (0) (002000 ¢AC (OCC)BCEL") (O N (O CACIC ()¢
0 on 06, 30012 2 () - (3K, 55, 7R, 8K, 05, 125, 115, 170) 3, 7, 12 trihydroxy 10, 13 o 061 J— Glycinated bile acids OKPRIOCHKLGPK SSENPIASA N 0-C0)CNC (=0 CCC (€) CTCCC2CAC (O] CCHCT(0) CCC (0 CCC 01T
dinethylhexadecabvdro-Lii-cvelopentalalphenanthren-17-v1) pentananido) aceti and derivatives 1200
1351 4,049 152. 01614 2-Hydroxybenzothiazole D)+ 152. 01646 CTHBNOS Benzothiazoles VYEDUAINPPJYDZ-UHFFFAOYSA-N C1=CC=C2C (=C)N=C (0) $2
1352 1,061 239. 12686 7-Hydroxyflavone DMl + 239. 12721 C15H1003 Flavones MQGPSCUMNJKMHQ-UHFFFAOYSA-N 0=C1C=C (062=CC (0) =CC=C12) C=3C=CC=CC3
- ; 0-CIC(-C(0) C-CC2-CC-C (0) C-C2) C (0) =C (C(=0) C1 (0) C30C (CO)
35 1.0 613. 170¢ s . 4 3. 32016 ~glycosyl ¢ s AVUBSCYWHLRGE-UXEKTNVGSA-]
1353 4,073 613. 17047 afflomin A DM+H] + 613. 16998 C27H32016 C-glycosyl compounds TAVUBSCVWHLRGE-UXEKTNMQSA-N ) C0)CA0) A0 (D) Q) Q) O
1354 1.08 ar3. 11z | OSSR EDG-G be"z‘”fxfari hydlrj""‘i'z‘;’dp"'“) 34 5 trihydroxyoxane D]+ 373. 11292 161120010 0-glucuronides DLZMKPZOEYKXHQ-MQCRQNCBSA-N 0-C(0) €10C (0CC (0) COC (<0) C=2C=CC=CC2) € (0) € (0)C10
1355 4.08 395. 09357 [(F‘)")"“”“y]“XY’thdmx5"6;":(}‘;Xfﬂ’::::”z"M‘hydm"yr‘mfz’yl)hem’ [H] 395. 09351 C1712408 THam‘goﬁxlﬂymdg o STNNWPKHRBGYNO-CMDGGOBGSA-N 0=C10C (CC=C1) € (0) € (00) C=CC (0C (=0) ) C(0C (=0) €} €
1356 1.085 209. 01498 Hydroxyferulic acid [M-H]- 209. 01469 C10H1005 Hyd““ﬁi’i"}‘i“f _‘:“d and YFXWIVLDSKSYLW-UHFFFAOYSA-N 0=C (0) C=CC1=CC (0)=C (0) C (0C) =C1
- . o 1 I - N I , X e - o 0-CIC(0C20C (COC30C (C0) € (0) C (0) C30)C (0) € (0) C20) ~C (0C-1C
1357 4,093 609. 14478 kaempferol-3-0-hexoxyl (1-6) hexoside -] 609. 14502 C27H30016 [ Flavonoid-3-0-glycosides BITPRCODTALMOV-UHFFFAOYSA-N (0O (0) CLL) ConoCo ()
1358 4,101 263. 08356 Indarubicin D]+ 263. 08151 CI6H10N202 Indolines CRDNMYF JWEXOCH-UHFFFAOYSA-N 0-C1C=20=CC=CC2NC1=C3C (0) “NC=4C=CC=CC43
1359 411 323.19476 27, 5-difTuorophenyl) \-(((1S, 9aR) “octahydro-1ii-quinol izin-1- [M+H] 323.19199 CI8H24F2N20 Quinolizines L INCEHCHNRF TSH-WMLDXEAASA-N 0=C (NCCICCCN2CCCCC21) CC=3C=C (F) C=C () €3
v methvl) acetamid
1360 1112 231.12202 (28)-2-L (1, 2R) -1, 2-dihydroxypentyl]~4-methoxy-2, 3-dihydropyran-6-one [MeH] + 231. 1227 C11H1805 Dihydropyranones YLHOHANRUSKHKO-YWVKMMECSA-N 0=C100(CC(00)=C1)€ (0)C(0) CCC
, 5-C3C (0C20C (C)C (0) C (0) CZ (0CT0C (CO) € (0) C () C1 (0)))=C (0C
| 509, 142 . - dHex-He H]- 4 30016 av —glycosides NCCYQRPZAD- NA-
1361 A 127 609. 14258 Flavonol base + 40, O-dHex-Hex -] 609. 14423 C27H30016 Flavonol 0-glycosides DENXNCCYQRPZMD-UHFFFAOYNA-N Q) 000 ) CBCCC Q) ) o5
1362 1132 365, 13230 | [ 3 acetyloxy ™6, Tdihydroxy 7_21(;’ :jgtij dihydropyran-2-ylhept-4-en-2 DM+H] + 365. 12869 C16H2208 [‘“C“r};"ﬁizjijacids and RAZHULSADOGMPF-BQYQJAHWSA-N 0-C10C (CC=C1) C(0) € (0) C=CC(0C (=0) €) € (0C (<0) €)C
- U T2R, 3K, 6R, 8K, 95, 125, 13K, 11K, 15K, 16R)-6, 8, 11, 15 tetrahydroxy-2, 6, 13, 16- I I Fudesmanol ides, PR e 0=CT0C2C (0) CaC (0) (C=CC(0CA0C (C0) C (0] € (0) CA0) C3 (€) C5C (0
1363 1.136 520.22656 |\ o o on i 48 5 G- 4 At ehudeore 6 (o emeth Do [M-H] 529. 22906 251138012 ) L TYXFVKGQQWDJKA-YFXVIPQZSA-N O CLE0C
1364 1.137 290.12238 6, 7-dimethoxy-1-phenyl-3, 4-dihydro-isoquinoline DMt + 290. 12 CITHI7NOZ Dihydroisoquinol ines WGTCMJBJRPKENJ-UHFFFAOYSA-N NI=C €(0C) € (00) =
1365 4.147 259. 14377 1-isopropyl-1, 2, 3, 4, ~tetrahydro-beta-carbol ine-3-carboxylic acid D]+ 259. 14999 CI5H18N202 Harnala alkaloids PQIWDNCGZBQHR]-0LZOCXBDSA-N 0=C (0) CINC (C=2NC=3C=CC=CC3C2C1) € (C)C
1366 4,149 164. 03465 MBOA D)~ 164. 03461 C8HTNO3 Benzoxazinoids MKMCJLMBVKHUMS -UHFFFAOYSA-N 0-C10C2=CC (00) =CC=C2 (N1)
1367 1.157 272. 18494 3-0H-C10-HSL [M+H]+ 272.185 Clazsyoy | Vecylalpha amino acids DOLCJCCMIBBS00-KIYNQFGBSA-N 0=C10CCCIN=C (0) CC (0) CCOCCCC
and derivative:
1368 1.159 289. 08102 Malonyltryptophan [M-H]- 289. 0813 CL4H14N205 Amino acids OVEAWSPZRGBTSS-UHFFFAOYNA-N 0=C (0) CC (=0) NC (C (20) 0) CC2=CNC=1C:
1369 4.161 119. 04945 4-Vinylphenol D~ 119. 05024 C8H80 Styrenes FUGYGGDSWSUORM-UHFFFAOYSA-N 0C1=CC=C (C=C) C=CL
1370 4,162 163. 03909 Phenylpyruvic acid [M-H]- 163. 04007 C9H803 Phe“dylrpjy\f::;]C :“”d BTNMPGBKDVTS JY-UHFFFAOYSA-N 0-C(0)C(=0) CC=1C=CC=CC1
1371 1.17 380. 21655 pipernonaline [M+H] 380. 21512 C21H27N03 Benzodioxoles PKLGRWS JBLGIBF-JMQWPVDRSA-N 0=c(c C1=CC=C20C002=C1) N3CCCCC3
1372 4.171 127. 07519 Melamine D]+ 127. 07267 C3H6NG 1,3, 5-triazines JDSHMPZPTAZGSV-UHFFFAOYSA-N C1(=N)NC (=N NC (=2N)N1
1373 418 215. 13794 DETHIOBIOTIN [M+H]+ 215. 14 CI0H18N203 Imidazolyl carboxylic AUTOLBMXDDTRRT-UHFFFAOYSA-N 0=CINC (C) € (N1) CCCCCC (<0) 0
acids and derivatives
1374 4,181 172. 09668 N-Acetylleucine [M-H]- 172. 09792 C8HI5NO3 Leucine and derivatives WXNXCEHXYPACJF-UHFFFAOYNA-N 0-C(0) CN=C(0)C) CC(C) €




0=C1C(0C20C (CO) € (0) € (0) €20C30C (C) € (0) € (0) €30) =C (0C=4C=

1375 1,184 625.17059 Tsorhamnetin 3-0-neohesperoside Do)+ 625. 16998 28132016 | Flavonoid-3-0-glycosides QHLKSZBF1 JJREC-SPSUTZEHSA-N Ot (O ey om0 0y o
1376 4.191 180. 10138 N-acetyl tyranine D]+ 180. 1019 CIOH13N02 P hydroxy2= ATDWJOOPFDAZNK-UHFFFAOYSA-N 0C1=CC=C (C=C1) CON=C (0) C
unsubstituted benzenoids
1377 1196 171. 13741 ganma-Decalactone DM+H] + 171. 13795 CI0H1802 Gamma butyrolactones TFYYFLINQYPHGJ-UHFFFAOYNA-N €CO00CC10CC (=0) 01
1378 4.201 333.10757 Isopongaflavone [M-H] 333. 11322 C21H1804 Pyranoflavonoids DPAGRPSAFDXADN-UHFFFAOYSA-N 0=C1C=C (0C2=C3C=CC (0C3=CC (0C) =C12) (C) C) C=4C=CC=CC4
1379 4.211 327. 20206 hydroquinidine D]+ 327. 20001 C20H26N202 Cinchona alkaloids 1.JOQGZACKSYWCH-NTHZBZNOSA-N 0C (C=1C=CN=C2C=CC (0C) =0C21) C3NACCC (C3) C (C4) CC
1380 1.214 43420047 (2R, 35, 45, 5R, 6R) ~2-LL (25, 3R, 4R) "3, 4-dihydroxy-4-(hydroxymethyl) oxolan-2~ [M+NHA]+ 434. 20206 CI19H28010 0-glycosyl compounds GZSQKOFXMZDKPV-DERWZF JFSA-N 0CC1 (0) COC (0CC20C (0CCC=3C=CC=CC3) € (0) € (0) €20) C10
1loxvmethv]1-6-(2-phenvlethoxv) oxane=3. 4, 5-triol _ _
1381 222 407. 14322 Anlodipine DM-H]- 407. 13791 C20H25C1N205 D‘”:fir;_"’;‘:f]d"ci_cj“‘;‘b;’ixfcl_] HTIQBAQVCY TUBX-UHFFFAOYNA-N 0-C (00) C1=C (NC (=C (€ (=0) 0CC) C1C=2C=CC=CC2C1) COCCN) €
1382 14.229 327. 08633 5-hydroxy-3, T-dimethoxy-2- (4-methoxyphenyl) ~4H-chromen-4-one [M-H] 327. 086 C18111606 ”?;‘:“f"ﬂ'y:“d WSQUAMGRHJQANC-UHFFFAOYSA-N 0-C1C (00) =€ (00=2C=C (0C) C=C (0) C12) C=3C=CC (0C) =CC3
1383 153. 05418 Vanillin D]+ 153. 05463 811803 Methoxyphenols MWO0GOJBHTARFG-UHFFFAOYSA-N 0=CC1=CC=C (0)C(00) =C1
1384 234 381.1911 Histanine-trifluoromethyl toluide D~ 381. 19077 C19H25F3N40 | Trifluoromethylbenzenes PMKJGGBYYNEYPA-UHFFFAOYNA-N 0=C(NCI=CC=C (C=C1) C (F) (F)F) CCCCC (NCCC2=CN=CN2) C
1385 236 182. 08073 Tyrosine DM+H] + 182. 08099 COHLINO3 | Tyrosine and derivatives OUYCCCASQSFEME-UHFFFAOYSA-N 0-C(0) C(N) CC1=CC=C (0) C=CL
1386 253 433. 1106 Vitexin D]+ 433. 11292 21120010 | Flavonoid 8-C-glycosides SGENCQFRYRRZDC-VPRICQUDSA-N CleHIOICHI (I (o) [e-H] () IO L= Oy CC (0)C2
=C10C(=C02=0) C=CC=C(0)C=CI
1387 255 320. 2059 Tributyrin D]+ 320. 207 C15H2606 Triacylglycerols UYXTWWCETRTEDR-UHFFFAOYSA-N 0=C (00C (0C (20) CCC) C0C (=0) €CC) OCC
1388 4,258 211. 14357 Cyelo(Leu-Pro) D]+ 211. 1441 CLIH18N202 ‘“phad‘:’f}’\‘f"jiqs and SZINCZMRZAUNQT-UHFFFAOYNA-N 0=CIN2CCOC2C (0) =NC1CC (0) €
1389 259 189. 07564 Hydroxysuberic acid [M-H]- 189. 0766 C8H1405 Organic acids ARJZZF JXSNJKGR-UHFFFAOYNA-N 0-C(0) CCCCC (0)CC (=000
1390 4.261 357. 09692 5-Hydroxy-2’, 4", 7, 8-Tetramethoxyf lavone [M-H] 35709796 C19H1807 87?7\:@?1:% AHUAGKUYEMQHTH-UHFFFAOYSA-N 0=C1C=C (0C2=C (0C) € (0C) =CC (0) =C12) C=3C=CC (0C) =CC30C
1391 1.264 380. 94601 PFSA-H [M-H]- 380. 94601 C6H2F1203S PFSA DOWJLTPWPGXVFD-UHFFFAOYSA-N 0=8 (=0 (0)C(F) (F)C(F) () C(F) (F)C(F) () C(F)C(F) (F)F
1392 1.265 369. 09677 Acacetin Diacetate [M+H]+ 369. 09686 C20H1607 1 ’gﬁ:"?‘y:”&:_md VYHHSBHXZVSILO-UHFFFAOYSA-N o=C(oc=IC=C (oc (’0)C)C’ZL(’OéC’L’(OCZCUL”SC’CC(OO’CCS)
1393 266 347. 11563 Torasemide D)~ 317. 11835 C16H20N4038 Pyridinesul fonamides NGBFQHCMQULINZ-UHFFFAOYSA-N €C(C)N=C (NS (C1=CNC=CCL=NC2=CC=CC (€) =C2) (=0)=0) 0
1394 4.276 179. 15379 6, T-Dihydroxycounarin;esculetin [+ 179, 14999 91604 6, 7-dihydroxycounarins TLEDWLMCKZND JK-UHFFFAOYSA-N 0=C100=20=C (0) € (0) =CC20=C1
R — — ey e e — = ‘:
1395 1.282 510. 25671 L3, 4, 5-trihydroxy6-113, 4, 5= trihydroxy G- (hydroxymethyl) oxan-2 D]+ 510. 25149 221136012 0-glycosyl compounds URTXXFGOVQACTC-UHFFFAOYSA-N 0=C{OCI0C(C0C20CCOYC D C DI C20) CO)CLO) CL0) C3=C () 0
vlloxwmethvlloxan-2-vI1 2.6, 6 trinethvicvclohexene 1 -carboxvlate QI
1396 1,288 253. 10754 Phomalone [M-H]- 253. 10814 C1311805 Alkyl-phenylketones PTBQUVHUOMDVFS-UHFFFAOYSA-N 0-C(C1=C (0) C(=C (0) C=C10C) CCO) CCC
1397 288 196. 24182 Silodosin (Rapaflo) [M+H]+ 196. 242 C25H32F3N304 I“d(’ledcar“jb\f’:t“j‘“’dfs and PNCPYTLNMDWPEY-QGZVFWFLSA-N O-Cer=ceicez=ciN(ee) (LFL)LF()’)C“(NW’L’ C-cecesoce
1398 4,289 470. 29544 (©)-5-hydroxyN-[3-[5-[3-[L (E) ~b-hydroxy-3-methylpent-2- [M+H] + 470. 2973 C22H36N406 Alpha anino acids and CNQCBOHTKBVCEM-WXUK JTTCSA-N 0C (=NCCCCIN=C (0) € (N=C10) CCCN=C (0) C=C (C) CC0) C=C (C) CCO
enovllaminoloropvl1-3, 6 dioxoniverazin-2-vlloropyll-3-nethvlpent-2-cpanid derivatiy
1399 1.299 508. 27811 Epothilon B [M+H]+ 508. 27301 C27THIINOGS Epothilones and QXRSDHAAWVKZL J-FBAHCSNKSA-N O=CTOCTC (=CC=2NC (52 0 O CC30C3 ) COC O C O CC )
analogues (© (QCOCNC
1400 4.303 203. 04448 THYMOQUINONE D]+ 203. 04689 C10H1202 P-benzoquinones KEQHJBNSCLNCAE-UHFFFAOYSA-N 0=C1C=C(C(=0) C=C10)C () C
1401 304 343. 12796 2 6-dihydroxy-Tmethoxy l"li’:;:n:;;’":fhflnj"" 10, 10a-tetrahydro-2i D]+ 313, 13062 C18H2404 Diterpenoids JTKTSDLANZJEZMK-UHFFFAOYSA-N 0-C1C2=CC (00) =C (0) C=C2C3 (€) CCC (0) € (€) (0)€3C1
1402 4.306 538. 27393 taurohyocholic acid [M+H] + 538. 28003 C26H45N0TS Trihydroxy bile acids, XSOLDPYUICCH]X-DSNLCWF JSA-N 0=5(=0) (O coN=c()cee (O Cic %« cociccoceed©)
alcohols and derivative C300012C
103 307 109, 11011 {05) -1, 5-anhydro 1-12, 1, 6*(rlhyiii\'o;(i'*?’(Thydrmxyhunzo)‘l)phcnyl]*d* o 09, 11292 ConZ0010 Phenolic glycosides RV TVIEF A ZJKJAXBASA Y 0-C{CI=CC-C(0)C-CD C2=C (0) - O(o)c(wzo)caoc(co)c(o)c(o
gluc
1404 4.311 269. 03339 kavain D]+ 269. 02936 C14H1403 Kavalactones XEAQTWGXBXCYFX-GUOLPTJISA-N 0-C10C (C=CC=20=CC=CC2) CC (00) =CL
1405 311 329. 21667 Peramivir Trihydrate DM+H] + 329. 21799 C15H34N407 Gamna da“;]izzt?“is and RFUCJKFZFXNIGB~ZBBHRWOZSA-N 0-C(0) CLCC (NC (=-N)N) € (C10) € (NC (=0) ) € (CC) CC. 0. 0. 0
™ . PV ) ) P R o - I 0-C3C (0C20C (C) € (0CTOC (©) C (0) € (0) C1 (0)) € (0) €2 (0)) =C (0C1
1406 2312 607. 16565 Flavonol base + 30, 1Me0, 0-dHex-dHex i) 607. 16571 28132015 Flavonol 0-glycosides DGFGSUOQDJHNFL-UHFFFAOYNA-N 00 () A0 (s
1407 314 23834 Symplocosin D]+ 26132011 Lignan glycosides QLINETOQFQXTLT-UHFFFAOYSA-N omfcc—c(Hmc)czoccsfr(gjc(g?sg)c o =L 0CE0C 0 CO)CO
o 4

1408 322 116. 07043 L-(-)-Proline D]+ 116. 0706 C5HINO2 Proline and derivatives ONIBWKKTOPOVIA-BYPYZUCNSA-N 0C (=0) [C=H] 1CCONL
1409 331 284.14798 Metolachlor DM+H] + 284. 14117 C15H22C1NO2 Anilides WVQBLGZPHOPPFO-UHFFFAOYNA-N CCC1=CC=CC (C)=CIN (€ (€) C0C) € (=0) CC1
1410 4.333 385. 11234 Sinapoylhexoside (isomer of 955) D-1) 385. 1131 C171122010 Siapinic actd and XRKBRPFTFKKHEF-UHFFFAOYNA-N 0=C(0C10C(C0) €(0) € (0) C1 (0)) C=CC=20=C (00) € (0) =C (00) =2
1411 1.336 341.13715 Flavanone base + 30, 1Prenyl D]+ 341.13721 2012005 Prenylated flavanones LPEPZZAVF JPLNZ-UHFFFAOYNA-N 0=C20=3C (0) =CC (0) =C (€=3 (0C (C1=CC=C (0) C=C1) €2)) CC=C (€) C
1412 4,337 405. 15057 Desoxyrhaponticin D]+ 405. 14999 C211H2408 Stilbene glycosides MFVQRDLLSRLUJY-DXKBKAGUSA-N 0C=1C=C (0C20C (€0) € (0) € (0) €20) C=C (C=CC3=CC=C (0C) C=C3) C1
1413 339 149. 0959 ANETHOLE D]+ 149. 09608 C10H120 Anisoles RUVINXPYWBROJD-ARJAWSKDSA-N 0(C1=CC=C(C=C1) C=C0)C
1414 354 309. 09512 D-(-)-salicin D]+ 309. 09448 C13H1807 Phenolic glycosides NGFMICBWJRZ IBI-UHFFFAOYSA-N occ= €10C20€ (C0) € (0) € (0) 20

, - | @5 61255, 7 dihydroxy 2 (4 hydroxyphenyl) -1-ox0-2, 3-dihydrochromen 8- N — ) BilTavonoids and - - PP 0-CIC-2C (0) =CC (0) =C (C20C (C3-CC=C (0) C=C3) C1) C=1C (0) =CC=
115 5 560. 15576 v11-5, 7-dihvdroxv—2- (4-hvdroxvohenvl) -2, 3-dihvdrochromen—4-one L 560. 15509 (30122010 polvflavonoid VBDIZQUDBBOOFB_GOTSBHONSA N 50C (C6=CC=C (0) C=C6) CC (=0) CAC4Q
1416 356 227.01837 Trinitrotoluene DM-H]- 227.01839 CTH5N306 Nitrobenzenes SPSSULHKWOKEEL-UHFFFAOYSA-N CC1=C (C=C (C=CIN(=0) =0) N (=0) =0) N (0) =0
1417 364 237. 03891 SINAPIC ACTD METHYL ETHER DM-H]- 237. 04083 C12H1405 Counaric acids and VTFVRYKNXDADBT-SNAWJCHRSA-N 0-C (0) C=CC1=CC (0C) =C (00) € (0C) =CL

derivatives




1418 4.37 154. 15851 d-LTNONENE DMt + 154. 15901 C10H16 Menthane monoterpenoids XNGQYMFWDOXHJM-J TQLQTETSA-N occt
1419 4.1 326. 13467 Boldine DM-H]- 326. 13977 CI9H21NO4 Alkaloids ZJRNLRASBVRRY-UHFFFAOYNA-N €0CT=CC2=C (CC3N (C) CCC4=CC (0) =C (0) C2=C34) C=C10
1420 4.375 387.19943 Sinapoylhexoside DM+H] + 387. 20081 C17H22010 5]““;;";\?aff]d§ and XRKBRPFTFKKHEF-ONEGZZNKNA-N 0-C(0C10C (€0) € (0) € (0) €1 (0)) C=CC=2C=C (0C) € (0) =C (0C) C=2
1421 4.377 49031979 Oxysporidinone_130003 D)+ 490. 31699 C28H43N06 Terpene glycosides CYNJYGDSSURTLH-CPNJWEJPSA-N O:(](’(:c(0)(’(:CW‘)(’ZE_?,))z()‘ic((zoiﬂ‘zo)(’mc((‘ OO
— T T R s ey e e ey - 0 0 T3 (0=
1422 1.388 647. 16816 4= (3 oxobutyD phenyl 6-0°L(28) =3~ (4-hydroxyphenyl) prop-2-enoy1}-2-0 [M+H]+ 647. 16998 3232013 Phenolic glycosides QIEOAEKNEKYVTH-TQDFXBJLSA-N NOCOCEOC3=CC0)=C 0
4. 5-trihvdroxvbenzovl) -heta D glucopvranoside oo ey CCA=0C=C(Q) (=4
1423 4.39 314.11316 | 5-[ (B)-3-hydroxybut—1-enyl]=4-[4-[ (E)~3-oxobut-I-enyl Janilino]oxolan-2-one [M-H]- 314. 11084 CI8H2INO4 Cl““{;’;’i’f\“:‘&]dj and HGCMCLAKARHJBH-0XNOXFTQSA-N 0=C10C (C=CC (0) €) € (NC2=CC=C (C=CC (=0) €) C=C2) C1
1424 4,392 413, 14447 3-0x0-3-[L(2R, 38, 45, 5k, 65) -3, 4, 5~ tr thydroxy 6~ (4-hydroxy~5-methyl -2 [M-H]- 413. 14532 C19H26010 Terpene glycosides VJVGTGQETNCOEX-LQDZTQBFSA-N 0=C (0) CC (=0) 0CC10C (062=CC (=C (0) C=C2C (€) €) €) € (0) € (0)C10
propan-2-viphenoxy) oxan-2-v1 Inethoxvlpropanoic acid i
1425 1.395 304. 1167 N-(6-methoxypyridin-3-y1) -1-methyl-1ll-indole-6-carboxamide [M+H] + 304. 10999 C16H15N302 In"‘J]e;“!filif’:{‘:"f‘leg and IEYPTSQYHVVDAC-UHFFFAOYSA-N 0=C (NC1=CN=C (0C) C=C1) C=2C=CC=3C=CN (C3C2) C
1426 154.16919 Phlorhizin [MeH] + 1454, 17078 21124010 Flavonoid 0-glycosides TOUVKUPGCMBWBT-QNDFHXLGSA-N O=C(C-1C(0)=0C(0) icmczosic(g)c(o)c(o) C20)00C3-CC~C(0)
1427 4.398 178. 01389 S-CARBOXYMETHYL-L-CYSTEINE [M-H]- 178,017 C5HINO4S L-cysteine-S-conjugates GBFLZEXEOZUNRN-VKHMYHEASA-N 0=C(0)CSCC(N) C(=0)0
1428 4,399 250. 10684 Goniothalenol D]+ 250.10738 CI3H1204 Furopyrans ZKTRVBNLJKGTEM-UHFFFAOYSA-N 0-C1002C (0C (C=3C=CC=CC3) €20) C=CL
1429 4.409 385. 21753 (4aR) ~5-hydroxy—6-methoxy~1, 1-dimethyl-7-propan-2-y1-2,3, 4,9, 10, 10a- [M+H] + 385. 21786 C21H3004 Diterpenoids QQNSARJGBPMQDI-MZVUKIKXSA-N 0=C(0) C12C=3C (0) =C (0C) C (=CC3CCCIC(C) (€) CCC2) € (C) ¢
hexahvdrophenanthrene-4a-carboxvlic acid : i
1430 1415 347. 10925 Demethyleneberberine [M+H]+ 347. 10999 C19H18NO4+ P"““’_}’:I’*ﬁf‘f“;é’:k:‘l"‘d“ HVTCKKMWZDDWOY-UHFFFAOYSA-0 0c=1 €=CC (0C) =C (0C) C4=C[N+]3CCC2=CC10
{ derivativ
1431 4,415 327. 11804 Dendrophenol DM+H] + 327.12 C17H2005 Stilbenes YTRAYUTKLRABOQ-UHFFFAOYSA-N 0C1=CC=C (C=C10C) CCC2=CC (00)=C (0) € (00) =C2
1432 4,417 288. 18002 (4oxido=2,3,5,6,7, 8-hexahydro-ll-pyrrolizin-4-fun-1-yljmethyl 2,3 D]+ 288. 18054 C14H25N05 Pyrrolizidines QWYNXLBAFAPSKQ-UHFFFAOYSA-N 0-C(0CCLCCN2 (=0) CCCC12) € (0) € (0) (C)CC
dihvdroxv-3-methvlpentanoat
1433 4.428 367. 18542 Tobramycin 1-N- or 3-N-carbamoyl, ion source fragment [M+H] 367. 18301 C14H30N407 | Aminocyelitol glycosides TUFQFQNFCIGNHJ-FZEZGNBXSA-N 0CC10C(0C2€ (0) € (OCON) € (N) CC2N) € (0)€ (V) €10
1434 4,434 267. 16922 Panaxynol [M+H]+ 267. 17001 C17H210 L“““;‘{}‘f ; ”] fatty UGJAEDFOKNAMQD-ZHAC JKMWSA-N 0C (CHCCHC
cohols
1435 4.44 285. 15955 Tropisetron D]+ 285. 15976 CI7H20N202 I“d"if:adri‘_’fyi’fv:_"]ds ZNRGQMMCGHDTET-UHFFFAOYNA-N 0-C (0CICC2N (C) C(CC2) C1) C3=CNC=4C=CC=CC43
1436 4,445 273.14383 Sempervirine DM+H] + 273. 13861 CI9H16N2 Beta carbolines UQVUBULZDJRMJR-UHFFFAOYSA-N C10CC2=CC3=CAN=C5C=CC=0C5-CAC=CN3C=C2CL
1437 4,448 271. 16354 19-Norandrosta-4, 9-dien-3, 17-dione [M+H]+ 271. 16299 C18H2202 Oxosteroids BHTWZQKERRCPRZ-RYRK JOR JSA-N 0-C1C=C2C (=C3CCCA (€ (=0) CCCAC3CC2) €) CCL
T P EEE NS BT R E TR
1438 1,465 313, 13956 | 0 (1 TPIVETHVLALLYL) =2 (LHYDROXY L METIVLETVL) =2, 3-DIHVDRO-7H-FUROL3, 2 [M-H]- 313. 14453 C19H2204 Psoralens JODLLLXYATCSQV-INTZCTEOSA-N 0=C100=20=C30C (0 =C1C(C=0) (©)0)C(0) (©)C
GICHROUEN-7-ONE
1439 4,467 299. 13745 3-Hydroxy-3", 4" ~Dimethoxyflavone DM+H] + 299. 13629 CI7H1405 Flavonols BXLAVJWSFYZDPF-UHFFFAOYSA-N 0=C1C(0) =C (0C=20=CC=CC21) C=3C=CC (0C) =C (0C) €3
1440 4.471 327.1333 8, 8-dimethyl-2-phenylpyrano[2, 3-f]chromen-4-one DM+H] + 327. 13269 C20H1603 Pyranoflavonoids RBKN JAHRWPDNPA-UHFFFAOYSA-N 0-C1C=C (0C=2C1=0C=C30C (C=CC32) (€) C) C=4C=CC=CC4
1441 1.481 305. 15897 [ (35, 67, 107, 11aR) "6~ (hydroxymethy ) =3 methyl idene-2-oxo-3a, 1, 5,8, 9, 11a- [M-H] 305. 15668 17112205 Germacranolides and XGODCDTVQAHYAH-DZPPMGJRSA-N 0=C10C2C=C (COC (=0) €) CCC=C (C0) CCC2C1=C
xahvdrocvelodecalblfuran-10-vllgethvl acetate derivativ
1442 4 486 163, 12106 (IS, 3R, GF, 75, 85, 9K, 105, 135, 165, 178 -8~tor =buty1=6,9, 12, T7-tetranydrosy- f— 163, 12100 v Ginkeolides and OGHTLIADGEOQ PDZSARNSA N O=CTOCZ0C3IC 0T 0CC O C(C O O O CZ IO CHIC ) Ca0C
16-methvl 2.4, 14,19~ bilobalide 0)C(Q)C630
R - T-arylbenzofuran )
1443 4.486 325.10226 Licarin A [M-H]- 325. 10001 202204 RPN TTDOFWOJEDZPCF-AATRTKPKSA-N 0C1=CC=C (C=C10C) C20C=3C (0C) =CC (C=CC) =CC3C2C
1444 4,488 351. 1058 1- @-hydroxyphenyl) -3~ L (R, 3R, 45, 55, 6R) 3, 4, 5-trihydroxy 6 [M+H]+ 351. 10504 Cisigoos | Fatty acyl slycosides of NPAQHLFPEOMKAL-UXXRCYHCSA-N 0-C (C1=CC=C (0) C=C1) CCOC20C (C0) € (0) € (0) C20
(hvdroxvmethvl) oxan-2-viloxvoropan-l-one mono— and disaccharides
1445 4.49 411. 18939 Picraline [M+H]+ 411, 19101 C23H26N205 (’m‘y:*“::?e‘::’“"e DXTJMQCRVEWNBD-FTHDSK JGSA-N o=c(occt =000 cae
1446 1,494 165. 05476 3-Phenyllactic acid [M-H]- 165. 05573 911003 Phenylpropanoic acids VOXXWSYKYCBWHO-UHFFFAOYNA-N 0=C(0)C(0)CC=
. N Ferulic acid and . !
1447 4.528 281. 06595 Feruloyl Lactate DM-H]- 281. 06479 CI3H1407 ot ZWAYKTOAUPTGML-HVKANZRONA-N €0C1=CC=C (\C=C\C (=0) 0CC (0) € (0)=0) C=C10
1448 4.531 109. 02869 CATECHOL [M-H]- 109. 029 61602 Catechols YCTMNLLNPGFGHC-UHFFFAOYSA-N 0C=1C=CC=CC10
1449 1.535 316. 2113 [-hydroxy=3- (hydmxyme“‘ylL’i:?‘;i;i:::ﬂgz’y]”’“Mhex’ken’l’ﬂ] > (M4 316. 21182 16112605 Menthane monoterpenoids BUOADWXGP JXKRM-UHFFFAOYSA-N 0=C (0CLC (=0) € (=CC (0) C1C (€) €) C0) CC (C) CC
1450 4.541 188. 03438 A-HYDROXY~2-QUINOLINECARBOXYLIC ACTD [M-H1- 188.035 CI0H7NO3 Q““‘”l“‘: ]“:rb“‘“““ HCZHHETFKROPDY-UHFFFAOYSA-N 0=C (0) C1=CC (=0) C=2
.
1451 1. 542 167. 03738 3, 4-Dihydroxyphenylacetic acid [M-H]- 167. 03499 C8H804 Catechols CFFZDZCDUFSOFZ-UHFFFAOYSA-N 0=C (0) CC1=CC=C (0)C (0)=C1
1452 4,543 120. 08041 Indoline D]+ 120. 08077 C8HON Indolines LPAGFVYQRIES JQ-UHFFFAOYSA-N C1=CC=C2C (=C1) CON2
1453 4.543 208. 09602 N-Acetylphenylalanine [M+H] + 208. 09682 CLIHI3NO3 Phe;y:‘mv:"’l"f and CBQJSKKENMDLON-UHFFFAOYNA-N 0=C(0) C (N=C(0) €) CC=1C=0C=CC1
1454 1,514 275. 01813 6-Phospho-D-gluconic acid [M-H]- 275.01736 C6H13010P ‘\{“:::":'::‘:‘“d" BIRSGZKFKXLSJQ-SQOUGZDYSA-N 0[C=H] (COP (0) (0)=0) [C=H] (0) [C=H] (0) [C=H] (0)C(0) =0
)
1455 1.545 129. 20035 elegantissine [M+H]+ 429. 20001 C23H28N206 Indolizidines TTZREOINXHJHCY-DWROLHPLSA-N 0=C(OC)C1=C0C(C) LZCMCL’L%CCSO) NC5=C (00) C(0C) =CC=C4) ¢
1456 4,549 367. 20892 3-[2-66, 7-dihydroxy~1,2, da-trimethylspiro[3, 46,7, 8, 8a-hexahydro-2i [M+H]+ 367. 21152 €20H3006 Butenolides QMW JARHMJRTJMQ-UHFFFAOYSA-N 0=C10C (0) € (=C1) CCC2 (C) € (€) CCC3 () €2CC (0) € (0) C430C4
paphthalene-5. 2" ~oxiranel-1-v1) ethvl1-2-hvdroxv-2H-furan-5-op
N 9-hydroxy5b, 8, 11atrimethyl 1 prop-1-en 2 yl- o N . T - I Y 0=C(0)CI20CC (C () 0) (2 5(0) CCC(0) C(C (=00 0) (C) CoC
151 . 534, 3425 - A (- UHFFT
1457 1.549 L e e T 01011 Lib 12 18 L 14 [M+H]+ 534. 34253 3014407 Triterpenoids FTGKHGAVFGGOMY-UHFFFAOYSA-N Ll L0 0L
1458 4.552 233.00833 FT-sulfone [M-H]- 233.01009 C6HIF304S PFSA FTHR JQNFESLACH-UHFFFAOYSA-N 0=C (0) CCS (=0) (=0) CCC (F) (F)F
, (8)-2- (((S) ~7-acetamido-1, 2, 3-trimethoxy 9-0x0-5, 6, 7, 9~ . - .. ; ; 0-CIC-C2C (-CC-CINC (C (-0) NC3-CC=C (0C) C=C3) ) CA-C (00) C (0
45 562 . 2 ’ 4 562. 2 3138 Alpha ¢ acid amides v ) ~XDHUDOTRSA-
159 156 562 25578 tetrahvdrobenzolalhentalen-10-v1) aning) -N- (4-methoxvphenyl) propananide il 62. 26001 CSUH3ENS07 | Alpha amino acid amides RVLHHZKCFQVHL L XDHUDOTRSA 0)=C(00) C=CACCCNC () C
1460 4,563 322. 09183 Metazachlor ESA D)~ 322. 0867 CL4H17N304S Anilides TPVCSECPEVHQOV-UHFFFAOYSA-N CC1=C0=CC (€) =CIN(ENIC=CC=NI) € (=0) €S (0) (=0) =0




1461 4. 564 255. 12265 DL-Liquiritigenin [M-H]- 255. 12166 C15H1204 Flavanones FURUXTVZLHCONA-UHFFFAOYSA-N 0=C102=CC=C (0) C=C20C (

1462 1. 568 217. 09651 4-Formyl-antipyrine DM+H] + 217.09715 CI2H12N202 Phenylpyrazoles QFYZFYDOEJZMDX-UHFFFAOYSA-N CNIN(C(=0) € (C=0)=C1C) C1=CC=CC=CL

1463 4,573 357. 17981 Arnicolide C D]+ 357. 17001 C19H2605 Sesquiterpene lactones WKUOPGZYLRFCHJ-APDQSUQKSA-N 0-C(0C1C2€ (0C (=0) €20) CC (€) C36=CC (=0) C130) € (C) €

1464 1.582 308. 11105 Tolnaftate [M+H]+ 308. 10999 CI9H17NOS Naphthalenes FUSNMLENX JSCDT-UHFFFAOYSA-N $=C(00=10=CC=2C=CC=CC2CT) N (C3=CC=CC (=C3) ) €

1465 1.588 301. 11749 Pesticided Desnediphan CI6M16N201 3-[ (:thoxycarbonyl)aminoJphenyT [M+H1+ 301. 11801 C16116N204 Phenylcarbamic acid WZJZMXBKUWKXTQ-UHFFFAOYSA-N 0C (=NC=1 £C1) 00=2C=CC=C (N=C (0) 0CC) €2

phenvicarbanate ter

1466 4.591 171. 06548 1, 4-Cyclohexanedicarboxylic acid [M-H]- 171. 06628 C8H1204 Dj“‘r}iz’i’f\i: j‘:d* and PXGZAGDTEZPERC-UHFFFAOYSA-N 0=C (0)C10CC (C(=0) 0) CCL

1467 4,594 254. 06645 methyl 2-[(2, 3-dihydroxybenzoyl) amino]-3-hydroxypropanoate [M-H]- 254. 067 CLIHL3N06 “j“"d“rr’i;f;di and NQIZIOGKLJAGSU-UHFFFAOYSA-N 0=C (0C) € (N=C (0) C=1C=CC=C (0) C10) CO

1468 1.59 48112912 Lusitanicoside [M+H] 481. 13086 21H30010 Phenolic glycosides DAELTTGCCPRYTP-ZLQZEYEISA-N oeico)elocea0c(oc: :C(C:(()?f!)CC:C)C(())C(O)C2())0C((‘)(?l

1469 4,603 299. 10245 Scutellarein 4’ -methyl ether [M-H]- 299. 10306 C16H1206 '11’gfi"f'l’:‘y‘}:“d XVMMEYCPXZYLAT-UHFFFAOYSA-N 0=C1C=C (0C2=CC (0)=C (0) C (0)=C12) C

1470 4,604 339, 11752 Licodione base + 30, 2Prenyl [M-H]- 339. 12079 2012005 Prenylated licodiones TXMVCKVQOAGJGJ-UHFFFAOYSA-N 0=C (C=C (0) C1=CC=C (0) C=C1) C=2C=C (€ (0) =CC=2 (0) ) CC=C (C) C

1471 4.615 153. 01921 2, 3-Dihydroxybenzoic acid [M-H]- 153. 01933 CTH604 Salicylic acids GLDQAMYCGOT JDV-UHFFFAOYSA-N 0-C(0) C=1C=CC=C (0) €10

1472 4.617 204. 02948 XANTHURENIC ACTD [M-H] 204.03 CIOHTNO4 Q“’“””':ci‘;m“’xw“" FBZONXHGGPHHIY-UHFFFAOYSA-N 0=C (0) C1=CC (=0) C=2C=CC=C (0) C2N1

1473 1.618 2070112 2-Naphthalenesulfonic acid [M-H]- 207.01213 C10H8035 | 2-naphthalene sulfonates KVBGVZZK JNLNJU-UHFFFAOYSA-N 05 (=0) (=0) C1= =020=C1

1474 4.62 317. 11447 Rhodocladonic Acid DM-H]- 317. 11322 C15H1008 Naphthofurans XKWWCTTSHMFHJB-UHFFFAOYSA-N 0=C1C(=0) C=2€ (0)=C3C (0)=C (0C3=CC2C (0)=C10C) € (<0) €

1475 4,623 217.10738 Hydroxysebacic acid [M-H]- 217.10789 C10H1805 Organic acids 0QYZCCKCJQVHTE-UHFFFAOYNA-N 0-C (0) CCOCCCC (0) CC (=0) 0

1476 1,629 269. 11374 Galangin [M-H] 269. 11237 C15H1005 Flavonols VCCRNZQBS JXY JD-UHFFFAOYSA-N 0=C1C(0) =C (00=20=C (0) C=C (0) C12) C=3C=CC=CC3

1477 4. 301. 09186 2- (3-hydroxy-5-methoxyphenoxy) -6~ (hydroxymethy1) oxane-3, 4, 5-triol [M-H]- 301. 0929 C13H1808 Phenolic glycosides S JBWDSQCMPAGHA-UHFFFAOYSA-N =€ (0C) C=C (0C20C (C0) € (0) € (0) €20) C1

1478 1,648 363. 23743 2-[ (2E)-3, 7-dimethylocta-2, 6-dienyl]-3-methoxy-5- (2-phenylethyl) phenol D~ 363. 23294 C25H3202 Stilbenes ZDSBUUDXDQSCSK-DEDYPNTBSA-N 0C=1C=C (C=C (0C) C1CC=C (C) CCC=C (C) €) CCC=20=CC=CC2

1479 4.651 587.29132 T DDﬁ'i‘ﬂ?‘ﬁ'hE':]':’SV)W76 as';i_jj:yir:xy :latnfzf’lﬂmhvl L5 DM-H]- 587. 20706 C28H28014 Flavonoid O-glycosides YPFUHFNAEWURDN-ZKPBLSLZSA-N OZU«’CCMwfg;g?gfgfgg;?& (;;fc((:&)éh;i coeec

1480 1.653 370. 07071 Pesticided Diniconazole CISHITCIN30_(IE)=1=(2, 4-Dichlorphenyl) =1, 4= [M-H] 370.073 C15H17C12N30 Cinnanyl alcohols FBOUTAKE JMZPQG-AWNIVKPZSA-N C1C1=0C=C (C=C (NaN=CN=C2) € (0) C(C) (€)€)C (C1)=C1
dimethvl-2-(Il-1.2. 4 triazol-1-vl)pent-l-en 1

1481 4.658 224.12704 4-Hydroxybenzoylcholine D]+ 224, 12756 C12H18N03 Benzoic acid esters BAPATONRGIBFJT-UHFFFAOYSA-0 CIN] (€) (€)C00C (0) =C1C=CC (=0) C=C1

1482 1,658 315. 11966 Pinoguercetin DM-H]- 315. 11609 C16H1207 Flavonols DTFXGVGTRNSCQQ-UHFFFAOYSA-N 0-C1C (0)=C (0C2=CC (0) =C (€ (0) =C12) €) C=3C=CC (0) =C (0)C3

1483 1.66 503. 24872 . dmiﬂ&;g% L(ﬂ:ﬁz?ﬂﬁzbﬂ jf(&fﬁidf'i “j()r‘(;h/l d?;hL:::;”Dl o D]+ 503. 24869 24138011 l;‘?:ntoy, a:]’dl ril?ff’shfjic“_f TDPRQTHSAHGSDW-BTOUMFTXSA-N O=CIC-C© U“:“(Ow”cg%‘z&?ﬂ;ii‘” C206300C(0) (0130 ¢

1484 1.667 279. 14386 3-[(3aS, 8R, 8aR) -8-hydroxy-6, 8-dinethyl-3-methylidene-2-0x0-3a, 1, 5, 8a- [M-H] 279. 14893 15112005 Terpene lactones PPUVIGSDWLRHCY-PSOPSSQASA-N 0=C10C2C (C1=C) CCC (=€ (CCC (=0) 0) €2 (0)€) €
tetrahvdrocvelohenta(blfuran-7-viloropanoic acid

1485 1.668 157. 19702 21‘70 7]3:(3:{ }‘\7]7}‘[‘:“"'%}‘5;1 ;1 8(;;'):" L.,}f:wln:‘nc]r;:57’?!1739’“1761;;7' l{“](:i’j: [M-H1- 157. 19882 26113107 Naphthopyrans JFYYCQXZVTOBKU-UHFFFAOYSA-N 0=C10C(0) (G cace o iﬂ()vc ?fj’r( IC)) 81(2(;0) oclcEoCaci=aC

1486 1,669 220. 0966 Aniracetan D]+ 220. 097 CIZH13N03 Bc“z‘:i\"‘ddi and ZXNRTKGTQJPT JK-UHFFFAOYSA-N 0-C (C1=CC=C (0C) C=C1)N2C (=0) CCC2

1487 4.67 230. 14677 N-cyano-N = (1, 1-dimethylpropyl) -N' ~3-pyridinyl-guanidine [M-H]- 230. 14111 CIZHI7N5 P;’;?\‘:Tf “2“ HKZNADVVGXKQDL-UHFFFAOYSA-N NECN=C (NC=1C=NC=CC)NC (€) (C) CC

1488 1.672 481. 19406 [3-(13-methyl tetradecyl) -5-sul fooxyphenyl] hydrogen sulfate [M+H] 481.19241 C21H360852 Phenylsul fates NGNLEVXPPLCHNC-UHFFFAOYSA-N 08 (=0) (0) 0C=1C=C (08 (=0) (=0) 0) C=C (1) CCCCCCCCCOCCC (€) C

1489 4.678 271. 18942 (F)-2-decylpent-2-enedioic acid D]+ 271. 19037 C15H2604 Long-chain fatty acids BWSQDEWKZUMY 1G-ACCUTTESSA-N

1490 4,681 572. 34351 Veratrosine DM+H] + 572. 34998 C33H49NOT Fluorenes WXQHVBNTINGJJR-UHFFFAOYSA-N ocetoc (OLZCCS’L’L“%’ cccgm(cc f; Csféfccfo(o Ce2)6yc(c) cence

1491 4,685 467. 28165 10-hydroxyusambarine [M+2H] 2+ 167.28 C30H34N40 Harmala alkaloids QYONROBEKPAESK-YBTNASEBSA-N Oemte=Ce=N CSZC(QU”“&;ETO € (CCC-GNC-TC-CC-CCTCE

1492 1.687 589. 30579 12-0-[deca-27, 4E, 6E-trienoyl]-13-isobutyroyloxy-4-deoxyphorbol [M+H] + 589. 31 C34H4607 ﬁg]i;‘j";r"‘;:n;j"dg_en‘]“e WHPZSY IEWQPEHY-OMZYKPTLSA-N o=c(cicoez (()f?&:g)(tjo(:g)((

1493 1,695 578. 37183 4-Ketoalloxanthin [M+H]+ 578. 37543 C40H5003 Diterpenoids MMOXINAUTUSUTD-RREWO C\C<\C(,:)C\§§ ((,/:Cg:ii(w,(,(]?&( - :(0(’))[(3”(5?(;):5{ (C(:)C(/ c=C

1494 1,695 249. 09604 Carnosine DM+H] + 249. 09581 COH14NA03 Hybrid peptides CQOVPNP JLQNMDC—ZETCQYMHSA-N 0=C (0) C (N=C (0) CON) CC1=CN=CN1

1495 1,696 182. 11682 (8)-4-methyl-2- (1H-pyrrol-1-yl) pentanoic acid [M+H]+ 182.11 CIOHI5NO2 ‘“"h“da“;ijzt?“is and CCTUTWFXXDCCOJ-VIFPVBQESA-N 0-C(0) C(NIC=CC=C1)CC(0) €

1496 1.706 211.06017 2, 4, 5-trimethoxybenzoic acid [M-H] 211.06 CLOH1205 P""i;:“f;’tﬁf}“f:;;;“’id” KVZUCOGWKYOPID-UHFFFAOYSA-N 0=C(0) C1=CC(0C) =C (0C) C=C10C

1497 1.706 264. 08649 Albendazole Di-H1- 264. 08121 CIZH15N3028 H’”"‘j_’:f]d;‘z:lly1:““"”"1‘" HXHWSAZORRCQMX-UHFFFAOYSA-N C=1=CC2-C (C1NC (-N2)N=C (0) 0C

1498 4.721 204. 06543 Cinnanoylglycine DM-H]- 204. 0666 CLIHIINO3 [ N-acyl-alpha amino acids YAADMLVHGMUGQL-VOTSOKGHSA-N 0=C (0) CN=C (0) C=CC=1C=CC=CC T

1499 4.721 302. 1593 Phenylethyl 2-Glucoside DM+H] + 302. 15979 C14H2006 0-glycosyl compounds MLRTJUNUQTVDQE-RKQHYHRCSA-N 0CC10C (00CC=2C=0C=CC2) € (0) € (0)C10

1500 4.728 252.12213 Alibendol [M+H]+ 252,123 CI3H17NO4 Salicylamides UMJHTFHIGDEGKB-UHFFFAOYSA-N 0=C (NCC0) C1=CC (=CC (0C) =C10) CC=C

1501 1.728 233. 09171 Nalidixic acid (NegGram) [M+H]+ 233. 092 C12H12N203 I\‘_:th]t(;‘”;i;"l;m‘:”i"‘“:“ MHNLWQUZZRMNG J-UHFFFAOYSA-N 0=C (0) C1=CN (C2= £201=0)C) CC

1502 4,731 273. 16623 <E)’B’h"dr"”’g’iS"b“tyk&(3’"‘”""“’?”1ij“C)’l’G’dihyd“’pyrazj“ﬁ(g")’ D]+ 273.16 C16H20N202 ‘“phad‘:’fi’\‘f"j“iqs and VVXVZIGTGDNTDE-NTEUORMPSA-N 0=CINC (=CC2=CC=CC (=C2) €) € (0) =NCLCC (C) C

1503 1.734 43723785 5-0-methyllicoricidin [M-H]- 437.23334 C27H3405 T-Omethylated GDAAEAXMNLVRCZ-SFHVUR JKSA-N C-CEO=CIEC=CIO O C2CC-CC 00 =L (C 00 -Cse €

isoflavonoids

=CQC




Alpha amino acids and

1504 4.736 250.10771 Dimethachlor OXA [~ 250. 10847 C13H17NO4 PR MHGVSAFPNAK TRZ-UHFFFAOYSA-N COCCN (C(=0) € (0)=0) C1=C (C) C=CC=C1C
1505 4.741 308. 11472 CP M308a DM+H] + 308. 11603 CI5H18CIN302 Chlorobenzenes TVFRBVSPAOYOOK-UHFFFAOYNA-N C1CC1C(C0) € (CN2C=NC=N2) (C3=CC=C (C=C3)C1) 0
1506 4.741 326. 12619 Monocrotaline D]+ 326. 12665 C16H23N06 Pyrrolizines QVOMHGGNRFRMAD-XFGHUUTASA-N 0-C10C2CCN3CC=C (COC (=0) € (0) (€)C(0) (€) C1C) €32
1507 4.741 182. 08051 Tyr [M+H] 182. 08118 COHLINO3 | Tyrosine and derivatives OUYCCCASGSFEME-QUMMGPOBSA-N NLC=H] (CC1=CC=C (0) C=C1) € (0)=0
1508 4.744 199. 086 Harmol Hydrochloride D]+ 199. 08658 C12H10N20 Harmala alkaloids LBBJNGFCXDOYMQ-UHFFFAOYSA-N 0=C1C=CC=2C (=C1) NC=3C2C=CNC3C
——
1509 4,775 176. 03455 FORMYL-L-METHTONYL PEPTIDE [M-H]- 176. 03799 C6H1INO3S [i;:‘:f\fjic :f‘d PYUSHNKNPOHWEZ-UHFFFAOYSA-N 0=CNC (C(=0) 0) CCSC
1510 4,784 369. 09335 paulownin [M-H]- 369. 09796 C20H1807 Furanoid lignans CAQZFLPWHBKTTR-WNTSUXOKSA-N 001200 (C3=CC=CA0C0C4=C3) C2C0C1C5=CC=C60C0C6-Ch
1511 4.787 291. 12567 curvularin D1 291. 12378 1612005 |Macrolides and analogues VDUTGYAPSXCJFC-UHFFFAOYSA-N 0=C10C (€) CCCCCC (=0) =20 (0) =CC (0) =CC2C1
1512 4.792 308. 11157 altenusin [M+H]+ 308. 11285 CI5H1406 B;Zt‘?“y&: _;‘"d ADPBTBPPT IKLEH-UHFFFAOYSA-N 0=C (0) C1=C (0) C=C (0C) C=C1C=2C=C (0) C (0) =CC2C
1513 1.794 137. 16907 Picropodophyllin [M+H]+ 437. 16586 C22H2208 Podophyllotoxins YJGVMLPVUAXTQN-HAEOHBJNSA-N 0=C100C2C(0) CS’LL”lOCOL”IL’CCISS (G5=0C100) =CU0) CL00)=C5)
1514 4,804 326. 09903 Tumonoic acid E DM+H]+ 326. 10001 CISH3INO4 | Proline and derivatives UUFOMZNZQYHUJH-XTVPCCRVSA-N 0-C(0) CIN(C(=0) € (€) € (0) € (=CC (€) CCCC) O CCCl
1515 1.835 305.09125 Oxypeucedanin hydrate [+ 305. 10001 C16H1606 Psoralens PEWFWDOP ] 1SUOK-CYBMUJFWSA-N 0=C100=20=C300=CC3=C (00C (0) € (0) (€)€) C2C=CL
1516 1.844 208. 13234 Benzoylcholine D]+ 208. 13266 C12H18N02 Benzoic acid esters HOPVGFKDVOOCHD-UHFFFAOYSA-N CIN+] (€) () C00C (=0) C1=0C
1517 4.847 281. 09552 culpin [M+2H] 2+ 281. 09384 C16011802 | Prenylated hydroquinones QUYWKEZKRYCUMA-UHFFFAOYSA-N 0C1=CC (=C (0) C=C1CHCC (=0) €) CC=C () C
1518 4,818 283. 12842 biochanin A DM-H]- 283.13037 C16H1205 4 ~0-methylisoflavones WUADCCWRT TWANL-UHFFFAOYSA-N 0-C1C (=C0C=2=C (0) C=C (0) C12) C=3C=CC (00) =CC3
. — o teans | 7 Th o-dihvaroxy 6 (h»dmxvmethy]) 33,4, 5 trihydroxyoxan 2 yl) oxyoxan 2 R - Tsof Tavonoid 0 . 0=CIC (=C0C=2C (00) =C (00) C=C (0C30C (C0) € (0) € (0) C30CA0CC (0
1519 1.852 621.18243 o o bt o 1o [M-H] 621. 1825 29134015 e NGUSMSQYMDPBGE-UHFFFAOYSA-N 1) 00 s
- ) , TR SETRTS 8R 35 ok 3R, NEERE tyloxy)-13- (furan-3-y1)-9- (2 — o - o — . 0-C{OCIC2003C (=C ()€ (C DC3)C2(©)C(CC000C5©
1520 1.853 539. 22491 pethoy 2 oxoe ) L& 10,12 e conet bl oz 16 [M-H] 22864 C30H3609 Limonoids NHOTBRJOQAYBT-WILUFPLZSA-N ) Ol (s () 18)
o1 et - methyl 3 (1-(2- (Ii-indol-3-yD) ethyD) -2-hydroxy-6-methyl-4-oxo-1, 1- [ 1002 J— 3 alkolindoes OUBREE IS TOPG UHFFAOYSA N 0-CIC-CONC (@) CICC2-CC 00 -C00)C 00 -CATT 000 0
dihvdropvridin=3-v1)-3- (3.4, 5-trinethoxvohenvl) propanoate C3=CNC: =
: - " I - P— 0-CIN-CNC2=CIN-CN2C30C (COP (=0) (0)OP (=0) ([0
> 854 ) -H)- 4 : : 5 ) ~dinuc s DGV VRNA- ysA-
1522 4,854 664. 09021 NICOTINAVIDE HYPOXANTHINE DINUCLEOTIDE [M-H] 664. 09302 C21H26N6015P2 | (5" ->5")~dinucleotides DGVSTBCCYUVRNA-UHFFFAOYSA-N 1) 000100 N ORI C () A L) GO
1523 1.858 186. 11198 3 (2-amino-2-oxoethyl) -5-methyl-hexanoic acid [M-H] 186. 11099 COHLTNO3 | Medium-chain fatty acids NPDKTSLVWGFPQG-UHFFFAOYSA-N 0=C(0)CC(CC(=N) 0)€C(C) C
1524 1.864 280. 09427 9-Methoxy-2, 2-dimethyl-2, 6-dihydro-pyrano[3, 2-c]quinolin-5-one [Me2H] 2+ 280. 09439 C15H15N03 Pyranoquinol ines TXRKDGGGFFCRTR-UHFFFAOYSA-N
1525 4.867 178. 04965 Alliin DM+H] + 178.05 C6HLINO3S L-alpha-amino acids XUHLIQGRKRUKPH- JDLYGLENSA-N 0=C(0)C(N)CS (=0) CC=C
1526 4,869 300. 19412 (58) -5-hydroxy-1, 7-diphenylheptan-3-one DM+H] + 300. 1958 C19H2202 Linear diarylheptanoids CONKTMVNRP JQHV-SFHVURJKSA-N 0-C(CCC=1C=CC=CC1) CC (0) CCC=2C=CC=CC2
1527 4.871 362. 18076 Z’U’hydmxy’l’('1’"““}'“*“""”"'”'],)‘;“f’“t“r;zo?l]Oxy’h’(hydmwmethy])“X"‘"e’ [M+H] + 362. 18094 C16H2408 0-glycosyl compounds JYWSAREDLXXOHT-UHFFFAOYSA-N 0CC10C(0C (€) € (0) C2=0C=C (0C) C=C2) € (0) C(0) C10
1528 1.873 285. 13025 3-Hexen-1-0l 0-b-D-glucopyranoside [M+H]+ 285.13 C12H2206 Fnj:nt" mvdl :‘il"‘”’rjd‘”;:[ 0ZIPFYKATOOVE J-ODWUMMNUSA-N 0CC10C (0CCC=CCC) € (0) € (0)C10
* and disacchar
1529 1,875 479. 18799 4-(2-Nitroethyl) phenyl 6-0-2-D-xylopyranosyl-?-D-glucopyranoside DM+H] + 479. 18713 CI9H27NO12 Phenolic glycosides ZHVLPKFAODFQST-BVVMOQKNSA-N ON <’0)LLCI’CC’L(OCZOC(LOCfng(°>C<°)C3°>C<O)C(°>CZO)C
1530 1.894 sos 10613 | PRI 2 G dlhyd;ffi?:if‘;{)a:éfgd;h;f:;"lj’ 1-dihydro-2IT-chromen [M+H]+ 423. 1264 20622010 | Flavonoid-7-0-glycosides UQKKDJWFQBNZBJ-PTVYBAHFSA-N 0C1=CC=C (C=C10) C2063=CC (0C10CC (0) € (0) €40) =CC (0) =C3CC20
1531 1.905 430. 30078 PF-1052_130138 [+ 430. 29599 C26H39N04 N-alkylpyrrolidines NPWKEUKXVOMELT-LNVKXUELSA-N GeccEncuoco (oé?i)(fr( - ©oc:
1532 1.912 383.13275 Ochrephi lone D]+ 383. 13297 2312605 Cyclohexenones GATVGTNVGXHETA-ZAAJWPATSA-N 0=C1002 (C (20) C=C3C=C (0C=C3C2C1C (=0) €) C=CC (=CC (C) CC)€) C
1533 4.917 428. 21677 Pesticide2 Benfuracarb C20H30N205S Oncol DM+H] + 428.22198 C20H30N2058 Coumarans FYZBOYWSHKHDMT-UHFFFAOYSA-N 0-C(0C1=CC=CC2=CL0C (€) (C) C2) N (SN (CCC (=0) 0C0) € (C) ) €
1534 4,926 197. 11649 Loliolide D]+ 197. 117 C11H1603 Benzofurans XEVQXKKKAVVSM-UHFFFAOYSA-N 0-C10C2(C(=C1)C(C) (0)CC(0)€2)C
1535 1.928 193. 04929 Monoethyl phthalate [M-H] 193. 05063 C10H1004 Benzoic acid esters VWWHKOHZG JFMIE-UHFFFAOYSA-N €00C (C1=0C=CC=C1C (=0) 0) =0
- - o 1*(‘?*0xobuul)hhuwl 6-0-[ (2E) ~3-phenyl—2-propenoyl]—2-0- (3, 4, 5~ N ) N - ) I =C (0CCT0C (0C2=C0=C (C=C2) CCC (=0) 0) C (0 (=0) C3=CC (0) =€ (0
1536 1,932 631.17334 e csbenzarl) bt bl [MeH] + 631. 17999 32132012 Phenolic g]ycoa»\des AHLBWJHZDLMJOJ-STHJTGPPSA-N ) ) L) e
1537 4.94 3311752 TR 560201 hydroxy-2, 6- d“““hyl“‘" 2 T-dienoxy) 6= [M-H]- 331. 17621 cioizsoy | Fatty acvl slycosides of WEHZDNHJZBEGME-SPONZJCFSA-N 0CC10C (0CC (=CCCC (0) (€=0)€) C)C(0) €(0) €10
(hvdroxvnethvl) oxane=3, 4. 5-tr mono— and disaccharides
; = PR e S _—
1538 ot 151 22095 7, a dihydroxy 3~ (3-methoxy-3-oxoprop-L-en 2 »1) Sa methyl 5 oxo o 1. 2200 2012500 Beta hydroxy acids and [ —— 0-C(00) C(=C) C1C(0) C2C (-0) CCC (0) C2 () CCLOC (=0) C (=C) € (0)
4.4a.6.7, 8-octabvdronaphthalen-2-v11 3. 4-dihvdro derivatives
(4as, G«JR 6bR, 10S, 12aR) -1, 2, 6b, 9, 9, 12a-hexamethyl-10-[ (2R, 3R, 1S o - s . . . e 0=C(0)C12C( €0)C(0)C(0)€50)C(C) (C)C
1539 1.944 666. 42291 P A [+t 666. 42114 3656010 Triterpene saponins AXNXSFBKZQIMPF-RTBCLATCSA-N AL C000ch
1540 4.945 471, 24402 3AIpha-Hydroxy-3-Deoxyangolensic Acid Methyl Ester [M-H]- 471, 24536 C27H3607 Delta valerolactones QFRUZVNPYYYLAN-UOTCJKMOSA-N 0=COCCICEO (c>c<o)cczoc31c CWCCCI(C)”OC( 0e)C
O RN R A R HETIRE
1541 1.945 178. 18442 Pralatrexate (Folotyn) [M+H]+ 478, 18301 C23H23N705 Glutanic acid and 0GSBUK JUDHAQEA-WMCAAGNKSA-N 0=C(0) CCOINC(=0) C1=0C=C(C cnc(fchc)cc N=CICENC2IN=C
___derivatives (N=CNNCE00
1542 1,946 347, 12262 Nifedipine [M+H]+ 347. 12375 CITHIBN206 ”f“:ff;_’”;‘:f]d"ci_cj“‘;‘b;’i"fcl_‘ HYTMSNHJOBLNT-UHFFFAOYSA-N 0-C(0C) C1=C (NC (=C (€ (=0) 0C) C1C=2C=CC=CC2N (=0) =0) €) C
1543 1.952 148. 03983 Hydroxymandelonitrile [M-H] 148. 04041 C8HTNO2 Ihydroxy=2- HOOOPXDSCKBLEG-UHFFFAOYNA-N NHCC (0) C1=CC=C (0) C=C1
unsubstituted benzenoid
1544 1.97 231.1232 Melatonin [~ 231. 12207 C13H16N202 3-alkylindoles DRLFMBDRBRZALE-UHFFFAOYSA-N 0C (=NCCC1= €C(00)=CC21)C
1545 4.974 601.3418 Desferrioxamine £ DM+H]+ 601.34198 C27HA8N609 Macrolactams NHKCCADZVLTPPO-UHFFFAOYSA-N O’C“\(0>LCCCCN’L(O>CC(CE’C(K):“C<(% « ICCH O)CCEONOICE
1546 4.98 327. 04868 Acid Orange 7 (free acid) [M-H]- 327. 04449 C16H12N2048 Naphthols and RDUJRVXKATVIDH-UHFFFAOYSA-N C1=CC=C2C (=C1) C=CC (=CRN-NC3=CC=C (C=C3) $ (0) (=0)=0) 0

derivatives




1547 1.98 361.1012 Demethoxycurcumin [MeH] + 361. 10001 C20H1805 Curcuminoids HJTVQHVGNGKONQ-LUZURFALSA-N 0=C (C=CC1=CC=C (0) C=C1) CC (=0) C=CC () (0C
1548 262. 09906 (E)-3-(3-chlorobut-2-en-1-y1) -2, 8-dimethylquinol in-4-ol DM+H] + 262. 10001 CISH16CINO Hydroquinolones YRXDKQKYWMHRSY-JXMROGBWSA-N C1C(=CCC1=C (0) C=20=CC=C (C2N=CIC) €) C
1549 4,993 268. 16434 Azacyclonol DM+H]+ 268. 17001 CI8H2INO Diphenylmethanes ZMISODWVEHHWNR-UHFFFAOYSA-N 0C (C=1C=CC=CC1) (C=2C=CC=CC2) C3CCNCE3
1550 1,991 440, 20276 Protostemonine [M+H]+ 140. 20001 C23H31N0G Ste[:(":':“‘l:ty“‘; JDGNFRYDHRYXNL-ROHJGGRPSA-N 0=C10C (€ (0€) =C10) =C20C3CCONAC (CCCACC2C) C50C (=0) € (C) C5
1551 1,999 150. 09082 2" Methylacetanilide DMt + 150. 09134 COHLINO Acetanilides BPEXTIMJLDWDTL-UHFFFAOYSA-N cc ©o
1552 5.003 423.29526 Ticoricidin [M-H]- 423, 2905 (26113205 5 -Omethylated GBRZTUJCDFS THM-KRWDZBQOSA-N 0C1=0C=CC(0)=CICC=C (€Y ) C20003=0C (0) <C (L (0C) =C3C2) CC=
isoflavonoids c@c
1553 5.015 357. 16394 Hycanthone DM+H] + 357. 16312 C20H24N2028 Thiochromenes MEZWMTSUNYWVBU-UHFFFAOYSA-N CON(C0) CONCI=C2C (=0) C3=CC=CC=C3SC2=C (C0) C=C1
1554 5.017 146. 05962 Indole-3-carboxyaldehyde [M+H] 146. 06004 COHTNO Indoles OLNJUISKUQQN - UHFFFAOYSA-N 0=CC1=CNC2 =C12
— I Sodium (2R)—2- (2R, 55, 6R) 6~ ((3E, 5E) 6~ ((3aK, 45, 7a5) —4- (IF-pyrrole-2- N I B ) I " TNa+]. 0=C ([0~
1555 5017 521. 26886 arbonvl)=2.3 39, 4.5 Ta-hexahvdro-1H-inden-5-vD) hexa-3 5-dien-3-v1) -5 D 521, 27002 C30HONNa01 Aryl alkyl ketones BPPSGNVGAIGXQI-AREVZEEPSA-M 1) C(CO) C10C(C (=CC=CCIC=CCACCOCICC (<0) CA=CC=ONA) COIC(C
1556 5.018 361. 20032 Cortisone DM+H] + 361. 20093 C21H2805 21-hydroxysteroids MFYSYFVPBIMHGN-ZPOLXVRFSA-N 0=C1C=C20CC3C (€ (=0) CC4 (C) C3CCC4 (0) € (=0) €0) €2 (€) CC1
N T6, 10a dihydroxy 4 (hydroxymethyl) 4, 7, L1b trimethyl 9 oxo — - 0-CI0CZ(0)C(=C1) C(C)C3C (0) € (0C (=0) ) CAC (C) (C0) CCCCA ()
55 .0 v ’ -H]- . 3 : ans WEGFCV, - (SA-
1557 5.021 407. 20593 L 03t 86 T L1 e o omhtin 2. o)LL e e ol 1 [M-H] 407. 20752 2213207 Nahthofurans GWEGFCVAOPNYPT-UHFFFAOYSA-N e
1558 5.021 379.14713 Glyasperin C [M+H] 379. 14999 2112405 “;(L’t‘,““:‘!'nynl‘:fd RCZMWVKBVFOCEE-UHFFFAOYSA-N 0C1=C0=C (€ (0)=C1) C200C3=CC (0) =C (€ (00) =C3C2) CC=C () C
1559 5.023 609. 33606 Reserpine [MeH] + C33H40N209 Yohimbine alkaloids QEVHRUUCFGRF TF-MDEJGZGSSA-N 0:c<061cczmcc(§) © ?rc(:g:)(:og?;(cc(.‘sN%cscgzc<c<:0>0c)c10
T —
1560 5.028 361. 13901 Nitrendipine [M+H]+ 361. 13901 Cigiponzop | Dibvdropyridinecarboxyli PVHUJELLJLJGLN-UHFFFAOYSA-N 0=C{OC) CI=CINCE=C(C 0y 0O CLC=20=Ce=C (C2) N+ Oy [
. acids and derivatives DOcC
1561 5.03 144, 04489 4-Hydroxyquinoline [M-H]- 144. 04549 COHTNO Hydroquinolones PMZDAR JGMBOGBF-UHFFFAOYSA-N 0-C1C=CNC2=CC=C0=C12
1562 5. 031 206. 11729 Dehydrosalsolidine [M+H] 206. 11755 C12H15N02 Others VASUQTGZAPZKFK-UHFFFAOYSA-N COCI=0C2=C (C=C10C) € () =NCC2
—~— T — - -
1563 5.036 269. 12769 (3aS, 523, 9bR) —ba, 9-dimothyl -3 methyTidene—32, 4,6, 7,5, 9 [M+H]+ 269. 12912 C15H1803 Eudesmanolides, CPHPAWJXZHHPEN-PSOPSSQASA-N 0=C1002C3=C (C) CCCC3 (C (=0) CC2C1=C)
hexahvdrobenzolel [11benzofuran -2, 5-dione eudespanolides, and
1564 5.036 221. 08017 Dihydropiplartine D]+ 221.078 CI7H21NO5 Cl"“{;’:’i’f\“:‘&]dj and HPXUNEGPCPQBQY-BQYQTAHWSA-N 0-C (C=CC1=CC (0C) =C (0C) € (0C) =C1) N2C (<0) CCCC2
TR TR RE S, TR TR W, w ey (e - " P’ a y ycosi ]
1565 5.04 127.16019 (2R, 35, 45, 5R, 6R) -2-[ [ (2R, 35, 45, 5R) -3, 4-dihydroxy~5~(hydroxymethyl) oxolan [M-H]- 427. 16095 cooizgoo | FAtty acyl glycosides of TEBFEMIXXHT TSM-RJSCAXEBSA-N 0CC10C (0CC20C (0CC=CC=3C=CC=CC3) € (0) € (0)€20) € (0)C10
—v1loxvnethyl]-6-[ (E)-3-phenvlprop-2-cnoxvloxane-3, 4, 5-triol mono— and disaccharides
1566 5. 055 195. 06493 trans-4-Hydroxy-3-methoxycinnamate [M+H] 195. 06519 C10H1004 Hydroxycinnanic acids KSEBMYQBYZTDHS - HVKANZROSA-N COC1=C(0) C=CC (\C=C\C (0)=0) =C1
1567 5. 062 305. 18475 Piperanine [MeH] + 305. 18594 CI7H21NO3 Benzodioxoles QWOFMXDKFORMO-XVNBXDOJSA-N 0=C (C=CCOC1=00=C2000C2=C1) N3COCCC3
1568 5. 068 276. 08633 ACTIPHENOL DM+H] + 276. 08603 CI5H17NO4 Alkyl-phenylketones YTLMTHBTPWTPEV-UHFFFAOYSA-N 0=CIN=C (0) CC (C1) CC (=0) C=20=C (C=C (C20)C) €
1569 5.075 218.21074 Triacetin DM+H]+ 218. 21001 C9H1406 Triacylglycerols URAYPUMNDPQOKB-UHFFFAOYSA-N 0-C(0CC (0C (<0) €) COC (=0) C) €
1570 5.084 415. 19446 Hexose + CI3H190 (isomer of 1062) [M-H] 415. 19489 C19H3007 Terpene glycosides SZOPSAFLRCY JCX-UHFFFAOYNA-N 0=C20=C (C) € (C=CC(0C10C (C0) € (0)C ()€1 (0)) ) € (C) (C) €2
1571 5.092 170. 2735 Hypaconine [M+H]+ 470. 27399 C24H39NO8 __ Aconitane-type BQTYHFZQSAKNQU-UHFFFAOYSA-N OCIC (00} €2 (0)CCIC (€203 CL (O) CACTO0) C5C6 (COC) CN(C) CAC3sC
diterpenoid alkaloid (00 CC6
1572 5,094 197. 16608 (IR, 3r, 83, 9r) -1, 8-dimethyl-3, 6-diazatricyclo[4. 3. 1. 1(3,8) Jundecan-9-ol DM+H] + 197. 164 C11H20N20 1, 4-diazepanes INARJHDJLSPXGM-UHFFFAOYSA-N 0C1C2 (C) CN3CON (C2) CC1(0) €3
1573 5.121 179. 06984 Coniferylaldehyde DM+H] + 179. 07027 C10H1003 Methoxyphenols DKZBBIWMURDFHNE-UHFFFAOYSA-N 0-CC=CC1=CC=C (0) € (00) =C1
1574 5. 136 345. 14279 Tyr-Tyr [M+H] 345. 1445 CI8H20N205 Dipeptides JAQGKXUEKGKTKX-UHFFFAOYNA-N 0=C (0) C (N=C (0) € () CC1=0C=C (0) C=C1) CC2=CC=C (0) C=C2
1575 5.143 164. 10643 N-acetyl-2-phenylethylamine [M+H]+ 164. 10698 CLOH13NO Nacetyl-2- MODKMHXGCGKTLE-UHFFFAOYSA-N
arviethvlanine
1576 5. 143 443. 20349 Perlatolic acid DM-H]- 443.20001 C25H3207 Depsides and depsidones UTAQXQVSEKTWBB-UHFFFAOYSA-N
1577 5.15 381.20328 1-Myristoyl-2-hydroxy-sn-glycero-3-phosphate DM-H]- 381. 20477 CITH3507P ! “C:hlf_l:::“’_l 3 FAZBDRGXCKPY JU-MRXNPFEDSA-N
1578 5. 151 509. 30313 18b-glycyrrhetinic acid [M+2H] 2+ 509. 30276 3014604 Triterpenoids MPDGHE JMBKOTSU-ANOGJAJBSA-N ecictooce ((‘)“’(’g ¢ :i)( i,)f;‘g(”((’)C(‘(‘m)(’(o ©G
1579 5. 152 369, 29314 of(sfmoumxynhouyl)f.\H(nc(ahy&'lmll‘l-}l;q\;;]r;oll:zm*kvl)uu‘th)1)’1“’95'“2“1“’ [M+H]+ 369. 23001 C21H28N402 Phenylpyrazoles ZZFSKJTAKTBPSR-UHFFFAOYSA-N 0=C (NCC1CCCN2CC C (= € (0C) 4
—carl :
1580 5. 152 382. 14096 Capecitabine (Xeloda) DM+H] + 382.138 CI5H22FN306 | 5" ~deoxyribonucleosides GAGWJHPBXLX JQN-GHTLJSCSSA-N 0-C (0CCCCC)NCI=NC (=0) N (C=CIF) C20C(€) € (0) 20
1581 5. 152 353. 16904 meso-dihydroguaiaretic acid [M+H] + 353. 17001 202604 Dibenzylbutane lignans ADFOLUXMYYCTRR-ZTAGYGMSSA-N 0C1=CC=C (C=C10C) CC (€) € (€) CC2=CC=C (0) €(0C) =C2
1582 5. 153 193. 1331 Isoproturon-monodemethyl [M+H] 193. 13354 CLIH16N20 N-phenylureas DOULWWSSZVEP IN-UHFFFAOYSA-N CON=C(0)NCT=CC=C (C=C1) C(C) €
1583 5. 157 282. 13272 4,7, 8-trimethoxy-3, 5-dimethylchromen—2-one [M+H]+ 282. 13361 Cl4H1605 C‘(;:“"]’r “'[‘: _:"‘1 PKKTXAMCHL IVDS-UHFFFAOYSA-N 0=C10C2=C (0C) € (0C) =CC (=C2C (00) =C1C) €
1584 5. 159 383. 19971 Voacristine DM-H]- 383.19763 C22H28N204 Alkaloids OYMQKBZMKE JPMH-UHFFFAOYNA-N €0C (=0) C12CC3CC (€ (€) 0) CIN(C3) CCC1=CRNC2=CC=C (00) C=C12
1585 5,174 174. 18509 MENTHOL (-) D]+ 174. 18523 C10H200 Menthane monoterpenoids NOOLISFMXDJSKH-UHFFFAOYSA-N 0C1CC(C) CCC1C () ¢
1586 5.175 401. 1597 aschantin [M+H]+ 401. 15948 2212407 Furanoid lignans ONDWGDNAFRAXCN-VUEDXXQZSA-N 500005=C4)C
1587 5.176 327. 08426 Isosaxalin DMt + 327. 08401 C16H1606 Psoralens FOINLJRVEBYARJ-UHFFFAOYSA-N 0036200C (0)C(0) (©)C
1588 5.179 209. 07835 Sinapyl alcohol DM-H]- 209. 08194 CLIH1404 Methoxyphenols LZFOPEXOUVTGJS-UHFFFAOYSA-N 0C=1€ (00) =CC (C=CC0) =CC10C
1589 5. 184 309. 11179 Warfarin DM+H] + 309. 11212 CI9H1604 4-hydroxycoumarins P JVWKTKQMONHTT-UHFFFAOYNA-N €C(€C(C1=CC=CC=C1) €2=C (C3=CC=CC=C3002=0) 0) =0




9, 11, 12a-trihydroxy-2, 3-dimethoxy-8- (3-methylbut-2-eny1) -6, 6a—

0=C1C2=C (0) C=C (0) C (=€20€3C0C4=CC (0C) =C (0C) C=C4C130) CC=

1590 5.186 42715753 _ : [M-H]- 427. 16016 2312408 Rotenones LAUJNTGOOTBBOB-UHFFFAOYSA-N SN
Jihvdrochronenol3. 4-blchronen12-one CQC
1591 5. 186 187. 09703 Azelaic acid (Not validated) DM-H]- 187. 0974 COH1604 Organic acids BDJRBEYXGGNY IS-UHFFFAOYSA-N 0=C (0) CCOCCCCC (=0) 0
1592 5. 189 276. 99207 FT-PFCA D)~ 276. 99167 C6H3F902 PFSA PMNVMTTBUTR JHZ-UHFFFAOYSA-N 0-C0)CC(F) (F)C(F) (F)C(F) (F)C(F) ()F
1593 5. 191 317.065 methyl 2-(2, 6-dihydroxy-4-methylbenzoyl) -3, 5-dihydroxybenzoate [M-H] 317. 06668 C16H1407 Benzophenones GLJDACMRETMBET-UHFFFAOYSA-N 0=C(00) C=1C=C (0) C=C (0) C1€ (=0) (2=C (0) C=C (C=C20) C
= = y 50C (C=CCo-CoNCT,
1594 5.191 166. 23239 Norgenamide D 130072 D]+ 166.233 C26H31N305 Pyrroloindoles DMITGSHOFYCWKY-RRGUOATGSA-N O=CIN2CCCC2 (0 CC o)hsggcg({){)@c?m 060 (C-CCB=CANC34C
, - , - - - -CINCCONIC (C (-0) NC (CC-2C=CC-CC2) CC (0) C (NC (=0) COC=3C (=
: 5.195 651. 3¢ avir (ABT-: o 51, 37HASNA Valine and derivatives W ~SUGCFTRWSA-
1595 195 651. 35663 Lopinavir (ABT-378) [M+H] + 651. 35199 C37HABNA05 Aline and derivatives K JHKTHYMRKYK JE-SUGCFTRWSA-N 0030 O C O ()T
. . — Anthocyanidin 0 - 0C=2-C (0) C=3C=C (0C10C (C0) € (0)C(0)CL (0)) C (-[0+]C=3 (C-2
. Anthocya ase + 40, 2Me0, 0-Hes -+ 3. 3H: vant X ILI- YNA- .
159 5. 197 493.13254 Anthocyanidin base + 40, 2Me0, 0-Hex [M+H] + 493. 13281 23125012 e PXUQTDZNOHRWLT-UHFFFAOYNA-0 O (O0C Q) -CAOCY O
1597 5. 197 293.1012 Benzyl glucopyranoside [M+H] 293. 10001 C13H1806 0-glycosyl compounds GKHCBYYBLTXYEV-UJPOAAT JSA-N 00C10C (00C= €2)C(0)€(0)C10
1598 5.197 310. 20081 Methadone [MeH] + 310. 20099 C21H27NO Diphenylmethanes USSTQXCVUNKGNF-UHFFFAOYSA-N 0=C(COIC(C C=CC1) (C= 02) CC(N(C) ©) C
1599 5. 199 288. 25189 Emodin DM+H] + 288. 25159 CI15H1005 Hydroxyanthraquinones RHMXX JGYXNZAPX-UHFFFAOYSA-N 0=C1C=20=C (0) C=C (0) C2C (=0) C3=C (0) C=C (C=C13) C
1600 5. 201 189. 11185 Azelaic acid D]+ 189. 11211 C9H1604 Mediun-chain fatty acids BDJRBEYXGGNY IS-UHFFFAOYSA-N 0-C (0) CCOCCOCC (=0)0
1601 5. 205 295. 06955 alpha-Naphthoflavone [M+H] 295. 07001 C19H1202 Flavones VEMMPHCGERXGTP-UHFFFAOYSA-N 0=C1C=C (0C2=C1C=CC=3C=0C=CC32) C=4C=CC=CCA
1602 5.212 367. 16376 U@ ‘q”dlhydr“"“““’[b]‘[rl’):];ll“’:“‘f’fl,) ’j‘,’:‘;’”"11“"’”““1’5”1)’6’ [M+H]+ 367. 164 C21H22N204 Phenylpyrazoles FOUMOTACEBZYPT-UHFFFAOYSA-N 0C=1C=C (0) C (=CC1C=2NN=C (C2C3=CC=C40CCOCA=C3) C) CCC
. 13
1603 5.251 365. 14929 T-hydroxy-4-[ (25, 3R, 4S, 5S, 6R) -3, /1,a—mhydroxrb’<hv_droxymcthyl)°““’2’ [M-H]- 365. 15024 CI7HI809 Phenolic glycosides SGTNXGSCHXKQIX-0QAPJDJNSA-N 0=C (0) C=1C=C (0C20C (C0) € (0) C (0) €20) C=3C=CC=CC3C10
1loxvnaphthalene=2-carboxvlic acid
1604 5. 251 235. 16858 Curcumenol D]+ 235.16925 C15H2202 Guaianes TSFMXVMVEWLJGJ-UHFFFAOYSA-N 0012003 (CC1=C (€) €) € (€ (=C2) €) CCC3C
1605 5. 251 316. 03421 Efavirenz [M+H]+ 316. 03467 CL4HICTF3NO2 Benzoxazines XPOQHMRABVBWPR-UHFFFAOYNA-N C1OCICHCC2 (C=3C=C (C=CC3N=C (0) 02) C1) C (F) (F)F
1606 5.253 35111884 Isoflavone base + 20 + 1MeO + 1Prenyl [M-H]- 351. 1218 2112005 Prenylated isoflavones JQNSUDIGI IGTOL-UHFFFAOYSA-N 0=C1C (=000=20=C (0) € (=€ (0) C1=2) CC=C (C) €) C3=CC=C (0C) C=C.
1607 377. 12982 Griseofulvic Acid DM+H] + 377. 12964 CI6H15C106 Benzofurans KUTVEHNZHKAAAO-UHFFFAOYSA-N 0=C1C=C (0) €2 (0C=3C (C1) =C (0C) C=C (0C) C3C2=0) € (C) C1
A - . .... N . Dihydropyridinecarboxyli — ~ 0-C (0CC-CC=10=CC=CC1) C2=C (NC (=C (C (=0) 0CCOC) C2C=3C-CC-C
1608 5. 265 515. 18005 _ Cilnidipine DM+H] + 515. 17902 CamHasN0T | KJEBULYHNRNJ TE-DHZHZ0JOSA-N () el ) [0 O
1609 5. 268 135, 16080 | 7L 3RS, 55,60) 3, 4, 5-trihydroxy~6- (hydroxymethyl) oxan-2-y1Joxypentan- [M+H] + 435. 16254 Coonpsog | Fatty acvl glycosides of RMFDCHYDPYVNFA-AKVNERCLSA-N 0-C(0C (€) €C (0C10C (C0) € (0) € (0) €10) €) C=0C2=CC=C (0) C=C2
2-v] ()3 (4-hvdroxvohenvl)prop-2-enoate wono- and disaccharide
1610 5.282 355. 14804 Tsoxanthohumol DMt + 355. 14999 2112205 8-prenylated flavanones VYKGCBLWTLMDSAV-SFHVUR JKSA-N 0=C10=2C (0€) =CC (0) =C (C20C (C3=0C=C (0) C=C3) C1) CC=C (C)
6 ; 3 0-alpha-L-arabinosi N . o - - I CICOC (0C2CCC34CC54CCC6 (C) C7C (C) CCB0CT (0C8C (0) (©) C)C (0
1611 5. 287 643. 38629 Cimigenol-3-0-alpha-L-arabinoside [M+2H] 2+ 643. 38202 C35H5609 Cucurbitacin glycosides BTPYUWOBZFGKAT-BK JHYQRZSA-N )6 (0) CCea0 () O (010
1612 5. 302 206. 08046 Methoxyindoleacetic acid DM+H] + 206. 08118 CLIHLINO3 I“d(’lde :i\j";fj“i acid COCNDHOP THDTHK-UHFFFAOYSA-N C0C1=0C2-C (NC=C2CC (0) =0) C=C1
) , ) e — P OC1C-C2C(OCIC(=0)C FIOLE 60 (-CC-C7C608
1613 5.303 570. 35529 Secopenitrem D 120253 [M+2H] 2+ 570. 35699 C37HATNOA Naphthopyrans VZQRMJFPWMHAJV-DTOROETDSA-N ) Oy RO D) (O N
1614 5.328 225.14819 Methyl jasmonate DMt + 225. 14851 C1312003 Jasmonic acids GENDNTWNSAZUDX-UHFFFAOYNA-N 0=C (0C) CC1CCC (20) C100=0C
, o - N - - " ~ e TRCO\C-CAC-CAC (VO =CC-CAC (VO ~CAC-CINC (©) =CC (00 CCT (©
1615 5.337 562. 37933 Rhodoxanthin DM+H] + 562. 38055 C40H5002 Xanthophylls VWXMLZQUDPCJPL-ZDHATZATSA-N O o om0 e et Yo ) el e
1616 5.339 351. 1651 candidone [M-H]- 351. 16019 2212404 8-prenylated flavanones JYESOAFLKFHYHP-SFHVURJKSA-N 0-C102=C (0C) C=C (0C) € (C20C (C=3C=CC=CC3) C1) CC=C (C) €
1617 5.339 397. 95212 Perfluorohexanesul fonamide i) 397. 95258 6H2F13N02S PFSA WDZLGCS ] JWEQJO-UHFFFAOYSA-N 0=5 (=0) (V) C(F) (M) CE) B CE) B CE) B CE) @ CE) @F
1618 5.349 232. 09625 Pesticide3 Propoxur Cl1HI5NO3 Baygon DMt + 232.09399 C1IH15N03 Phenol ethers TSRUGKGCCG10Q0-UHFFFAOYSA-N 0C (=NC) 0C=1C=CC=CC10C (0) C
1619 5.35 167. 07001 3, 4-Dimethoxybenzal dehyde DM+H] + 167. 07027 C9H1003 Dimethoxybenzenes WJUFSDZVCOTFON-UHFFFAOYSA-N 0=CC1=CC=C (00) € (0) =C1
1620 5.355 235. 06218 austadiol D]~ 235.06119 C12H1205 Azaphilones QVMUHZHZYCDMAT-RYUDHWBXSA-N 0-CC=1C(=0)C(0) (€) € (0) C2=C0C (=CC12)C
1621 5. 356 148. 07509 Cinnamanide [+t 148. 07568 C9HINO Cinnamic acid amides APE JMQOBVML ION-UHFFFAOYSA-N C1=CC=C (C=C1) C=CC (=N) 0
1622 5.36 180. 1378 MEX_180. 1383 11.9 [MeH] + 180. 13829 CLIHITNO Phenol ethers VLPTATFUUWWMKC-UHFFFAOYNA-N C=CC=C (C)C10CC (0N
1623 5.372 309. 14584 1,7, 8-trihydroxy-3-methyl-2, 3, 4, T-tetrahydro-1H-benzo[aanthracen-12-one [M-H]- 309. 14124 CI9H1804 Phenanthrols FDVOVSCQDWKKHH-UHFFFAOYSA-N 0=C1C=20=CC=C (0) C2C (0) C3=CC=CAC (=C13) C (0) CC (C) C4
1624 5.385 336. 16632 Olopatadine [M-H]- 336. 16052 C21H23N03 Dibenzoxepines JBIMVDZLSHOPLA-UHFFFAOYSA-N 0-C (0) CC1=CC=C200C=3C=CC=CC3C (=CCON (C) €) C2=C1
1625 5. 404 229. 06003 Pesticide_Aldicarb sulfoxide C7HIIN203S Propanal, 2-methyl-2- [M+H] 229, 062 CTHIAN203S Oxime carbamates BXPMAGSONXBZHS-WEVVVXLNSA-N 05 (€) C(C=NOC (0)=NC) (€)C
(ethvlsulfinvl) -, O-[ (methvlanino)carbonvlloxine, (F
1626 5.405 162. 09091 Tryptophol [MeH] + 162. 091 CIOH11NO 3-alkylindoles MBBOMCVGYCRMEA-UHFFFAOYSA-N 00CCI=CNC= 21
1627 5.407 144, 08031 I-Naphthylamine DM+H] + 144. 08078 CI0H9N Naphthalenes RUFPHBVGCFYCNW-UHFFFAOYSA-N C1=CC=C2C (=C1) C=CC=C2N
1628 5. 418 326. 06641 Fluazifop D)~ 326. 06458 CI5HI2F3NO Aryl""”’hi“f;;ypr"‘”°“‘C YUVKUEAFAVKILW-UHFFFAOYNA-N €C(0C1=CC=C (0C2=NC=C (C=C2) € (F) (F)F) C=C1) € (0)=0
1629 5.434 189. 98151 2, 6-Dichlorobenzamide [M+H]+ 189. 9821 CTH5C12N0 Z’h‘]](’ge:‘:’qi]af“lg and JHSPCUHPS TUQRB-UHFFFAOYSA-N
1630 5.435 261.11215 violaceol i [~ 261. 11188 C14H1405 Diphenylethers YRZXKRQRZJMBFT-UHFFFAOYSA-N 0(0)=C20) 0) C10)C
1631 5.437 303. 23126 Methyltestosterone DM+H] + 303. 23184 2013002 4:32’%0"3 ‘L‘“d GCKMFJBGXUYNAG-UHFFFAOYNA-N 0=C1C=C2CCC3C (CCC4 (C) €3CCCA (0) €) €2 (C) CCL
1632 5. 461 259, 15439 3-hydroxy-2-octylpentanedioic acid [M-H]- 259. 15509 C13H2405 Mediun-chain hydroxy ROYTOVVK JBERGN-UHFFFAOYSA-N 0-C (0) CC (0) € (€ (=0) 0) CCCCCCCC

acids and derivatives




0=C5€2=C0C (0C10C (C0) € (0) € (0) C1 (0)) € (C=C) C2CCOC=4NC=3C=

1633 5. 169 197. 19168 Strictosamide [~ 497. 19171 C26H30N208 Carbolines LBRPLJCNRZUXLS-UHFFFAOYNA-N cCeocaricoxs
1631 5.47 265. 11737 conocarpan -1~ 265. 12051 C18111802 2’*‘???{?“;?”“ GXJSAHXNLJFDPO-CGBXWHSCSA-N 0C1=CC=C (C=C1) C20C3=CC=C (C=CC) C=C3C2C
1635 5.471 103. 16257 ()-8~ (-hydroxyphenyl) N-[4-[[ (£) -3~ (4-hydroxyphenyl) prop-2 [M+H]+ 103. 16281 C22H24N204 Counaric acids and PYVBFDCHJDMSMM-MFUUTURDSA-N 0C (SNCOCON=C (0) C=CC1=CC=C (0) C=C1) C=0C2=CC=C (0) C=C2
cnovllaninolbutvl lorop—2-enanide derivatives
36 o 7 1| TP ArOW 2L, 3R, 45,55, 60) 3, 4, 5-Lrihydroxy~6- (hdrovsmethyD oxon-2- o 17 1508t 212200 Favonoid 0 glycosides R 0-CIC2=C0=C (0) C=C20C (C=CC=C (OCHOC [CO)C (0)C (0)C0)C=Ca
1loxvphenvll -2, 3-dibvdrochronen-4-one Cl
1637 5.475 119. 14609 Isosakuranin [MeH] + 119, 14199 22124010 | Flavonoid-7-0-glycosides KEEWTHDTSNES J7-ZJHVPRRPSA-N O’CICH(O)C’C(OCBOC(CW(Oifg?CBO)C’CZOC<C'1’CC’C<°C)
1638 5.495 130. 27469 Mifepristone [M+H]+ 430. 27405 C29H35N02 Oxosteroids VKHAHZOOUSR JNA-UHFFFAOYNA-N 0=CIC=C2C (=CaC(Ca=C=C ((;CCCD?C(EI Y CCEOCCCCH 0t
1639 5. 498 183. 07932 Tricthylphosphate D]+ 183. 07808 C6H1504P Trialkyl phosphates DQWPFSLDHJDLRL-UHFFFAOYSA-N CCOP (=0) (0€C) 0CC
1640 5.504 619. 36914 Desferrioxamine Gl [Ms2i] 24 619,37 C27H50N6010 N-acyl amines MIVGUYBAQIHKPJ-UHFFFAOYSA-N C=CI0) L EDN ()0 SRl
1641 5.511 335. 1221 "’hyd’”“’l2"1”"“””'1’10’(2’"“"”"1b""“3"""2”'l)"y"‘"”[3’ 2-gJchromen-8- [M+H]+ C19H2004 Linear pyranocoumarins WYMMNGQSPNWCTK-UHFFFAOYSA-N 0=C10C =C1) € (0)=C3C=CC (0C3=C2C ©0) (©)C
— - Cycloartanols and 0-C(CC () C1C(=0) CC2 (C3-CCCAC (O) (C) € (0CB0CC (0)C (0) C50) C
5.512 617. 365 Simicidanol-3-0-alpha-L-arabinoside 4 . 35He k VBFX - /SA-]
1642 51 617. 36523 Cimicidanol-3-0-alpha-L-arabinoside DM+H]+ 617.37 C35H5209 P PYBFXJMIKJNNAJ-UHFFFAOYSA-N CAICCA60 (0) CO120) ) CTOCT (01
1643 5.515 325. 14825 Aramino-2-hydroxy~5- LU hydroxy1-(5-ox0 6 bicyclol4. . 0Jhept -3 [M-H]- 325. 14774 CI5H22N206 Glutanic acid and SYGQXRLXOOXDRP-UHFFFAOYSA-N 0-C(0)C(0)CC(N) € (0)=NC (C) €(0) C12C (=0) C=CCe2Cl
envl)propan-2-vllaminol-5-oxopentanoic acid derivatives
1644 5.52 284. 12744 Coumaroyl tyramine [M+H] + 284. 12851 CL7HI7NO3 (’0”:“: q;‘] d and RXGUTQNKCXHALN-UHFFFAOYSA-N 0=C (C=CC1=CC=C (0) C=C1) NCCC2=CC=C (0) C=C2
1645 5.523 389. 25281 Ticicolin A [~ 389. 2518 2311310103 Sesquiterpenoids MHVOMRMBQGSTFS - TCHOHKRSA-N 0-CC1=C(0)€ (=C (0) € (C1) =C1€) CC=C (C) CCC=C (€) CCC=C (C) €
1646 5.537 213. 07297 N, N-Dimethy1-N' ~p-tolylsulphamide DM-H]- 213.07033 C9H1AN2025 Sulfanilides UDCDOJQOXWCCSD-UHFFFAOYSA-N CN(C)S (=0) (0)NCI=CC=C (C) C=C1
1647 5.551 257. 12698 6-ethyl-2, 3, 5-trimethyl-7H-furo[3, 2-g] chromen-7-one D]+ 257. 12 C16111603 Psoralens USSZROTZVDHBKM-UHFFFAOYSA-N 0-C100=20=C30C (=C (C3=CC2C (=C1CC) €)€) €
- - - . (1S, 2, 145, 6ak, 60K, 105, 12aK, 1163) 1, Z, 6b, 9, 9, 12a hexamethyl 10- — o — - — - 0-C(0) C12C (-C0C3CA (€) CCC (0C50C (©) C (0] C{0) C50) C(O) () C
1648 5. 568 650. 4295 N T S TP [Mei1) 650. 42621 36115609 Triterpene saponins PUOQHFWXBKTHST-MPLVROMBSA-N O O LR )
e, 45.00 G- E— T ey e
1619 5.573 321. 24225 5-1(8a5)~2, 5, 5, Ba~tetramet vl-3-oxo~da, 6,7, 8-tetrahydro-dii-naphthalen-l [M+H]+ 321. 2424 €20H3203 Diterpenoids BARZJLALPXZLMN-RJGDCVCESA-N 0=C (0) CC(C) CCC1=C (C (=0) CC2C1 (C) CCCC2(C) ) C
v11-3-methvlpentanoic acid
1650 5. 582 322, 12711 HERALENOL D]+ 322. 12851 C16H1606 Psoralens FOINLJRVEBYARJ-UHFFFAOYSA-N 0=C100=2C (C=C1) =CC=3C=C0C3C20CC (0) € (0) (0)C
1651 5. 588 179. 03394 4-Hydroxyphenylpyruvic acid [M-H]- 179. 03499 C9H804 Phe“dylrpjy\f::;]C :“”d KKADPXVTOXHVKN-UHFFFAOYSA-N 0-C(0) € (=0) CC1=CC=C (0) C=C1
1652 5.588 259. 09692 6-methoxy-7- (3-methylbut-2-enoxy) chromen-2-one [M-H] 259. 09756 C15H1604 (Z”‘I"]‘I'q"': Y‘]“d ZLPLFUBVEZVYDX-UHFFFAOYSA-N 0=C10C=2C=C (0CC=C (C) C) € (0C) =CC2C=C1
1653 5. 596 133. 17191 osmanthuside H [MeH] + 133, 17014 C191H28011 0-glycosyl compounds TVRQZYXJBVMHCH-OTCFHACESA-N 0 (C=C1) CC0C20C (COC30CC (0) (C0) €30) € (0)€ (0) €20
1654 5. 598 263. 12848 Abscisic acid DM-H1- 263. 12888 C15H2004 fibs di’i‘:\'j‘&]dja“d JLIDBLDQVAYHNE-UHFFFAOYNA-N 0-C (0)C=C (C=CC1 (0) C(=CC(=0)CC1 (€) ) O)C
1655 5. 601 137. 02368 4-Hydroxybenzoic acid [M-H]- 137. 02441 CTH603 Mrz*i’;i:t(j’mjm FJKROLUGYXJWQN-UHFFFAOYSA-N 0C (=0) C1=CC=C (0) C=C1
- TSR, 10, 115, 11aS, 135) 0 ethyl 8, 13 dihydroxy 7 (2 (((10S, 138) 14 hydroxy . - . Cardenol ides and A o
1656 5.602 843, 35504 10 L it A7 oe 9 5 bt bt 3el) hoatechode i D)+ 813, 34998 C451161BrN207 S JPBBOIVVPLONQC-YWVZAZLPSA-M | 01000 (=C1) CACCER (Q) CACCORCE (00 (=0 CINABTC QN ()
1657 5.601 507. 15305 Scutellarioside 1T [~ 507. 15079 241128012 Counaric acid esters MVTLXFDHKDVATC-LQQBYVAQSA-N OfC(OCCIZOCZC(0)CBC*C??((‘(Ii‘i((())C)((‘Ci(:‘{C(O)C(O)MO)CBI)CICS
~CC=C(0)C=C5
1658 5. 601 352. 16827 Usaranine D]+ 352. 17001 CI8H25N06 [ Macrolides and analogues BCJMNZRQJAVDLD-VNOBNTEOSA-N 0-C10C2CCN3CC=C (COC (=0) € (0) (C0) €(C) CC1=CC) €32
1659 5. 608 265. 1431 (9F)~11a~hydroxy=3, 6, 10-trinethyl 6, 7, &, 11-tetrahydro-dlf D]+ 265. 14343 C15H2004 Germacranolides and SCOXWKWLERTELY-WEVVVXLNSA-N 0-C1002 (0) € (=C10) €CC (=0) € (€) CCC=C (C) €2
cvelodecalblfuran-2,5-dion derivatives
1660 5. 608 273. 13394 afzelechin [M-H] 273. 13797 C15H1405 Flavan-3-ols RSYUFYQTACJFML-DZGCQCFKSA-N 0C1=CC=C (C=C1) C200=3C=C (0) C=C (0) C3CC20
1661 5.612 255. 11237 Nepafenac D]+ 255. 11301 CI5H14N202 Benzophenones QEFAQIPZVLVERP-UHFFFAOYSA-N 0=C (N) CC=1C=CC=C (C (=0) C=2C=CC=CC2) CIN
1662 5.614 448, 27548 Jervine D]+ 148.28 C27H39N03 Jcr»:r;]t]ruin‘;_mm CLEXYFLHGF JONT-UHFFFAOYSA-N 0=CIC2C(C)C3 (omcc<c)umc135c)u CBO0C=CBCC (0) 00C6 (C)C
1663 5.619 274, 08472 Pomalidomide D]+ 274. 082 C3HIINGO4 Phthalimides UVSMNLNDYGZFPF-UHFFFAOYSA-N 0-C1C=20=CC=C (N) C2C (=0) N1C3C (=0) NC (<0) CC:
1664 5.63 479, 15591 Isolindleyin D)+ 179,155 231126011 Phenolic glycosides KHUVRRVIZOSFT1-UHFFFAOYSA-N oeactee :(/ii'r(o)‘i‘:(?)mon((/mc(O)(IO)CH( N
1665 5. 664 457. 2757 Mundulone [M+H]+ 457. 2749 C26H2606 G-prenylated KJTDZAHLWHEULN-UHFFFAOYSA-N 0=CICEC0C=2C=C30C(0) (€)C (0) CC3=CC2T) C=AC=CC=H0C (C=CC5
isoflavanone 400) (O
1666 5. 668 218. 1898 Prolintane DM+H] + 218. 19032 C15H23N A"‘p:i‘i"\"“‘:[‘fi and 0JCPSBCUMRIPFL-UHFFFAOYNA-N €0CC (CC1=CC=CC=CTINICCCCT
1667 5.67 331. 12057 sulochrin D]~ 331.11725 C17H1607 Benzophenones ¥ JRLSCDUYLRBIZ-UHFFFAOYSA-N 0-C(00) C=1C=C (0) C=C (0C) C1C (=0) C2=C (0) C=C (€=C20) C
1668 5.672 255. 11191 Obtusaquinone D)+ 255. 11137 C16111403 P-quinomethanes LUZUAYAKZLCOCQ-BHHNFLABSA-N 0=C1C=C (0C) € (=CC=CC=20=CC=CC2) C=C10
-L14-(2, 4~dihydroxy-3, 5, 6-trime S —2-hydroxy—6-— =C =C =C(0) O~ =0) C=2C (0) =C (C (0) =C (C2C
1669 5.671 165. 18945 2114 (2, -dihydroxy~3, 5, 6-trinethylbenzoyl) oxy-2-hydroxy6 D]+ 165. 18674 22125N09 | Depsides and depsidones NJVQCZVYETAGLE-UHFFFAOYSA-N 0=C(0) CA=C O CI-CO) C=CUCE0) C=2C(0)=C L) =CC20)0)
wethvlbenzovllaninel-3-hvdroxvbutanoic acid QC=CI0CIOC
1670 5. 676 319.20114 Chaulmoogric Acid D]+ 319. 20337 C18113202 Long-chain fatty acids XAVQINRDPAAMJB-UHFFFAOYSA-N 0=C(0) CCCCCCCOCCCCCTC=00CT
1671 5.677 238. 14311 N, N-Diethyl-3, 4-dimethoxybenzamide D]+ 238. 14377 CI3H19N03 Dimethoxybenzenes ZQTIMIZZ1CSOBJ-UHFFFAOYSA-N CON(CC) € (=0) C1=CC (0€) =C (0C) C=CL
1672 5.678 163. 28424 Methyl-nappain [+ 163. 28201 30113804 Stilbenes MRYGJOGASBBDTM-FVFOHYRDSA-N ‘:“(0(’)(’£_‘Mf’(i) . OGO
1673 5.68 208. 13298 Pesticide3 Fenobucarb C12H17N02 Bassa [MeH] + 208. 133 12117802 | Phenyl methylcarbamates DIRFUJHNVNOBMY-UHFFFAOYSA-N 0C(=N0) 0C= C1C(C) 00
1674 5. 681 179, 15488 calceolarioside A [M+H]+ 1479. 15479 23H26011 Counaric acids and UHIGZYLCYRQESL-VJWFJHQPSA-N 0=C(OCIC(0)C(0) C(0C0C2=CC=C (0)C(0) =C2) OC1C0) C=CL3=CC=C
derivatives ©CO=c3
1675 5.681 281. 19653 Aspidofractinine D]+ 281. 20099 C19H24N2 | Aspidofractine alkaloids BIBZWCCHSCCFBB-MKCYZYCBSA-N €=1C=CC2C (C1)NC34CCC5 (CCONBCCC23C65) CCA




0=C (NC1=CC=C (C (=C1) C (F) (F)F) CN2CCN (C) CC2) €3=CC=C (C (C&#C

1676 5.684 267.11902 Ponatinib (AP24531) D]+ 267. 11801 C29H2TF3N60 Benzanilides PHXJVRSECTGDHY-UHFFFAOYSA-N C4=CN=CHC=CONR) =C3) C
T -
1677 5.686 229.10693 2- (6-hydroxyhexyl) ~3-methylidenebutanedioic acid DM-H1- 229. 10814 C11H1805 afﬂ;_“";‘;:“d]:‘“hy::"f_ DHVXMTMJTVCPBB-UHFFFAOYSA-N 0-C(0)C(=C)C(C(=0) 0)CCOCCCO
1678 5.687 50123007 | N (1 @amino2 OXOethy”p]‘pe“dm D)= (- hydroxy 6 methyl-2-oxo- 2l DiH]+ 504. 23001 C25H33N308 | Alpha amino acid amides YETWCFPXBQSECZ-UHFFFAOYSA-N 0-CIOCELC(D)=CIE (C2-CC-C (00 L (00 =200) CC CONCICAN(C
1)-3- (2.3 4-trigethoxvohenvl) propananide i CEONCEC
1679 5.693 34913013 R b”(“'dm“"""h) )-3-methylidene-2-0x0-3,4,5,6,7, 8,9, T1a- [M-H] 349. 13354 C19H2606 Germacranolides and RJHSXEZOOUJAQE-ZSOTEALJSA-N 0=C (0C1CC (€C0) COCC (=CC20C (=0) € (=€) €21) C0) € (=C) €
tabvdrocvelodecalblfuran-4-vl]l 2-methvlprop-2-enoate derivativ
1680 5.702 279.1813 cyclopeptine [M-H]- 279, 17978 CITH16N202 1, 4-benzodiazepines KSQNKZMANGACTL-UHFFFAOYSA-N
1681 5.72 488. 97534 Pesticidel_Temephos_CL6H2006P253 0,0, 0', 0" “Tetranethyl 0,0°- DM+H] + 488.979 C16H2006P253 | Phenyl thiophosphates WWJZWCUNLNYYAU-UHFFFAOYSA-N =P (0C1=CC=C (SC2=CC=C (OP (=5) (0C) 0C) C=C2) C=C1) (0C) 0C
sul fanedivldi-d, 1-phenviene) bis(hosphorothioate)
1682 5.723 483. 30066 TRIDESACETOXYKHIVORIN D]+ 483. 30237 2613607 Limonoids MGQUMSFBIYXTTE-FTYJXLSPSA-N O-CroC(c2-cac=c2) MO&L;@ c?s;t))ctléom OO OGO
1683 5.725 477, 15842 Benzyl alcohol + Hex-Hex [M-H] 477, 15961 C19H28011 Alkyl benzyl hexosides WKXRKKUZTXTFJY-UHFFFAOYNA-N occsoc ocer FCDCORC O COC 200
(1S, 8K, 165, 17011, 12-dinethoxy -5, 15~ Aminoquinolines and ] -
581 370. 2150¢ s 2 1H24N20: Iz -GEOUXATOSA- (1) 00040256
1684 5.727 370. 21509 LQ15 42,02, 22.02. 22,09 2202, 92 bonionsact, & 1113 teiraen- [MeH] + 370. 21249 C21H24N203 PR BOPPUHZKTKFBHH-GEOUXATOSA-N (C1)€0CAC256
. , [(145 1bS, 25, bak, 65, 6aS) - La- (hydroxymethyl) -2-1 (2, 3K, 43, 55, Ik 3,4, 5- Coumaric acids and ] 0-C (0C1C20C2 (C0) C3C (0C-CC13) 0CA0C (C0) C (0) C (0) CA0) C-CCh
5. 37, -H]- 537. 1613 s MIY-GGRKSNITSA-
1685 l 537 16302 tribvdroxy-6- (hvdroxvmethyl) oxan-2-v1]oxv-2, 5a, 6 6a-tetrahvdro- bl il 37. 16138 (25130013 derivatives LRHPZILIPIMIY GORRSNITSA =CC=COOCO)=C5
1686 5.727 161. 0594 4-Methylcoumarin [M+H] + 161. 05971 C10H802 L‘d)““r‘:\r::‘f “2“ PSGACCSGKGJLRL-UHFFFAOYSA-N CC1=CC (=0) 002=CC=CC=C12
1687 5.727 295.04913 Butin [+ 295. 04999 15H1205 Flavanones MJBPUQUG JNAPAZ-ANEZNGCLSA-N 0=C102=CC=C (0) C=C20C (C3=CC=C (0) € (0)=C3) C1
1688 5.727 139. 18497 Diferuloyl putrescine [M-H]- 439. 18689 C24H28N206 FU‘(;Ll‘fi"v“*'l‘;‘_lfL and CHEMZHJQHCVLFT-UHFFFAOYSA-N OC<:I\CCCCN:C(0)CZCCZIC;C%EE)(‘ZC:(OC)C:UCZCCZZCzCC(O):C(
1689 5.727 336. 07516 Gossypetin DM+H] + 336. 07138 C15H1008 Flavonols YRRAGUMVDQQZTY-UHFFFAOYSA-N 0=C1C(0)=C (0C=2C (0) =C (0) C=C (0) C12) C=3C=CC (0) =C (0) €3
1690 5.727 341. 05438 Tecanoric acid D]+ 341.06 C16H1407 Depsides and depsidones HEMS JKZDHNSSEN-UHFFFAOYSA-N 0-C(0) C1=C (0) C=C (0C (=0) C=2C (0) =CC (0) =CC2C) C=C1C
L6901 5 707 339, 08389 methyl 2-(9-hydroxy-1-methyl-5, llﬂffll\):i::("’l“hY“m’l”"“‘"m[ﬂ]‘”““h“"““’"’ [M+H]+ 339. 08389 C1TH1606 Benzoisochromanequinones FMEUWTKCS ICJBO-UHFFFAOYSA-N 0=C(0C) CC10C (C=2C (=0) C=3C (0) =CC=CC3C (=0) C2C1) C
o - - 3135, 105, 130 14-hydroxy 3 14 methoxy-6-methyl 53, 1, 5 trhydroxy 6 N I T Cardenolide glycosides - G=CI0CC (=C1) C2CCC3 (0) CACCCACC (0C60C (C) C (0C70C (COCBOC (©
1692 5129 88139075 (3 4.5 trinvdrosv-6-(hvdroxvmethvl) oxan-2-v1loxwnethyl loxan-2-vl loxvosan- L 881. 39313 CazHee017 and derivative ITKDSJDYFJAVTI BURHGRNRSA~N 0)C(0)C(0)CROIC () C.() CT0) C(OC) C) CCCH (C) CACCCRIC
1693 5.73 289. 08957 (25, 35)~2- (3, 4-dihydroxypheny1) -3, 7-dihydroxy-2, 3-dihydrochromen-d-one [M+2H] 2+ 289. 08755 C1501206 Flavanonols FNUPUYFWZXZMIE-CABCVRRESA-N 0=C1C2=CC=C (0) C=C20C (C3=CC=C (0) € (0)=C3) C10
1694 5.732 290. 08984 (2R, 3R, 48, 50 -2~ (6-amino-9ll-purin 9ﬂ;i ) (hydroxymethyl) tetrahydrofuran [M+2H] 2+ 290. 09 CIOH13N504 Purine nucleosides OIRDTQYFTABQOQ-KQYNXXCUSA-N 0CC10C (N2C=NC=3C (-NC=NC32) N) € (0) €10
— T(2R, 3R, 4R, 5K, 65) 6 L(6F) 3, 7 dimethyl 8 oxo 8 L(2S, 3K, 45, 55, 6R) 3, 4, b I - - — R . 0=C(0CT0C (C0) C (0) C (0) C10) C (=COCC (0020 (C0) C (0T (
5 73 37732 . 3775 accha MUSOLE V-WJHJMGTLS
169 572 87937732 |\ vinvdroxv-6- (hvdroxwmethvl) oxan-2-v1loxvocta-1, 6-dien-3-vlloxy-5-hydr et 579, 3175 eIl Saccharolipids OLMUSOLEDHEDCY WJHJMGILSA N CCC(O) (=00 QCIOCEN CECCCC(0) (=000 C20)
1696 5.732 325. 9588 Bifenox free acid [~ 325. 96286 CI3HTCI2NO5 Diphenylethers TUSYSZLVZMUVDO-UHFFFAOYSA-N C1=CC (=€ (C=C1C1) C1) 00=2C=CC (=C (C2) € (=0) O)N (0) =0
1697 5.732 239. 01831 Cystine [M-H]- 239. 01657 C6HI2N20452 | L-cysteine-S—conjugates LEVWYRKDKASTDU-UHFFFAOYNA-N 0-C(0) C(N)CSSCC(N) C(=0) 0
) N-((S) 1,23 trimethoxy 10 (((S) 4 methyl I oxo I (4 (piperidin | N I - — — 0-CIC-C2C (~CC-CINC (C (~0) N3CCN (CCC3) S (=0) (=0) NACCCCCA) ©
. ! ] + . 35088 cine a WIRSX-SMCANUKXSA-
1698 5.732 750. 35034 Ll f0aeD) | 4 diszenan vl oentan2-v) anine) 9 o0 5.6.1.9 [M+H] 750. 34998 C37H53N5088 | Leucine and derivatives 0JTOQAJKIWTRSX-SMCANUKXSA-N OO a0 00 Ot
1699 5.738 282, 01874 Pesticide3 Forchlorfenuron (’uHm("th‘:) ll"m’ \-(2-chloro-4-pyridinyD) -\ - [N 282. 01999 C12H10CIN30 halopyridines GPXLRLUVLMHHIK-UHFFFAOYSA-N
1700 5. 744 371. 18033 Ingenol [M+H]+ 371. 17999 C20H2805 T“"h(';’{"t‘;:“‘:'" )‘{"f“”““‘" VEBVPUXQAPLADL-WOVKOYSOSA-N 0=C1C2C=C (C0) € (0) €3 (0) € (0) € (=CC13C (€) CCAC2CA (C) €) €
penoic
1701 5.748 738. 47974 Phosphatidylethanolanine (16:0/18:2) Abbr: PLPE D] + 738. 48199 cagnraogp | hosphatidylethanolanine HBZNVZIRJWODTB-NHCUFCNUSA-N O’C<0“’(OCH))L’LLL““}LFCFC{(CFCF(FLF’LFC)COP(’(» (0)0CaN) oo
1702 5. 761 399.19025 11, 12-Methylenedioxykopsinal ine DM+H] + 399. 19144 C22H26N205 Alkaloids JVIKUDVTJCANPX-UHFFFAOYNA-N €0C (=0) C1 (0) CC23CCONACCCS (C24) C2-CC=CA0C0C4=CRNC15CC3
1703 5.77 372. 27298 o [ohydroxy 3 Vdm“"""h) )pentyl]-8a~(hydroxymethyl) 5, 6 dimethyl- [+t 372, 27444 20113405 Colensane and clerodane VOCJFEUCIDTXSA-UHFFFAOYSA-N 0=C (0) C1=CCCC2C1 (€0) CCC (€) €2 (C) CCC (C0) CCO
4,40,6,7.8 hexahvdronaohthalene 1 -carboxvlic gcid diterpenoids
1704 5.774 343. 21155 FA 18:2+40 [~ 343. 21219 C18H3206 Oxidized fatty acids BHWUKOCNOLCGLB-UHFFFAOYNA-N 0= (0) CCOCCCOC (0) C=CC10C (CCT (0)) €(0) CC
1705 5.779 271. 04926 (25, 35) ~3-hydroxy-4-methoxy-2- (2-phenylethy1) -2, 3-dihydropyran-6-one DM+H] + 27105197 C14H1604 Kavalactones VJCNEDVMYQUMBK-FZMZI THTSA-N 0=C10C (C0C=20=CC=CC2) € (0) € (00)=C1
1706 5.78 391, 14954 (28) 8- L) -3 -hydroxy-3-methylbut 1 enylJ"5, T-dinethoxy 2-phenyl 2,3 DM+H] + 391. 15158 2212405 7-0-methylated DKYFESWWIPJYTA-DVQDXYAYSA-N 0-C1C=2C (0€) =CC (0C) =C (C=CC (0) (C) €) €20C (C=3C=CC=CC3) CL
dihvdrochropen-4-on flavonoids
1707 5.787 278. 17386 PF1140_120159 [M+H]+ 278. 177 C16H23N03 Chromenopyridines VXWXVUSGNDTE Y- LRXDAGSUSA-N 0=C102=C (0C (C) €3 (€) CC (0) CC (€) €23) C=CN10
1708 5.791 257. 10278 1,1’ -biisoquinoline [M+H]+ 9257. 10001 CI8HI2N2 B;”]y“id\‘r"‘?;r;‘:‘d MVVRNAUFPUDQIB-UHFFFAOYSA-N N=1 043
c i
1709 5.796 380. 12756 3 (3, 5-dimethyl-7-oxo~Th-furol3, 2-glchromen-6-y1) - (2~ [M+H]+ 380. 13 C22H18FNO4 Psoralens WGJRLHFGQUT THP-UHFFFAOYSA-N 0=C10C=2C=C30C=C (C3=CC2C (=C1CCC (=0) NC C4F) C) C
fluoroohenvl) orovananide
1710 5.799 242. 13823 (B, 28, 3R) -5~ [3-hydroxy-2- (hydroxymethyl) phenyl Jpent~4-ene-2, 3-diol DM+H] + 242. 13867 C12H1604 Cinnanyl alcohols MCATMPGCHVIODY-PHTUBK JSSA-N 0C1=C0=CC (€=CC(0)€ (0) €) =C1C0
. T (5[5 hydroxy 3 (([(22) 2 methylbut 2 enoyl]oxylmethyl) pentyl] 8a_ ) U Colensane and clerodane T — 0=C (0CC (CC0) CCCI (0 C C21700C (<0) CCC (=0) 0)
1711 5.799 521. 3092 v i 3 6 diaethrl 8 A 1 5 6.2 8 Bo oot thlon s [M-H] 521. 31195 2914608 e OVBBFGXDDIFFMB-SDPNRITHSA-N YT
1712 5.805 367. 20786 Hirsuteine D1+ 367. 20001 C22H26N203 C"‘y:"}’{("]']‘”:“;”““ TZUGTFAYWNNSAO-CPHCKLLXSA-N 0-C (00) € (=C0C) C1CC2C=3NC=4C=CC=CCACION2CC1C=C
1713 5.817 518. 32831 Retapanulin DM+H]+ 518. 33002 C30HATNOAS Pleuromutilin and STZYTFJPGGDRJD-FAJFTSBPSA-N 0=C{OCIOC(C=C) (DI CI0)CLC) C23CCC =0 C2C1 (D C O OL3) G4
derivatives CON(QCCCRI ¢l
1714 5.819 344. 10837 Omeprazole [M-H]- 344.10742 CITHION303S | Sulfinylbenzimidazoles SUBDBMMJDZJVOS-UHFFFAOYNA-N CC=1C=NC (€S (C2=NC=3C=CC (=CC3N2) 00) =0) =C (C) C10C
1715 5.86 Polygalacic acid [M+H] 527. 33002 3014806 Triterpenoids KGGGRGBDMBZXKF-PYFTOTGMSA-N e=COc1200ee) (“)“’mm ((_') HCOICO Corcsce
=C 2C = “C2C3=CCCACH > o(C
1716 5. 861 Phytolaccagenin D]+ 3114807 Triterpenoids CYJWWQALTTKOAG-FLORRLIPSA-N o=ClO)Cracce(ce 0)OC),,(Q“{S,F“1??(0“(0)“0)((” ©
0)C500C4 () C3 Q) CCl
1717 5.874 253.11693 Furanodienon DM+H] + 253. 12 CI5H1802 . iif T"f;:ﬂcj & XVOHELPNOXGRBA-NXATOARDSA-N 0=C1C=C (€) CCC=C (€) CC=20C=C (C12)C
1718 5.891 340.21075 (3aS, 3al5, 100R, 135)“3a-ethyl -5~ (ethoxycarbonyl) [M+H]+ 340. 20999 C21H27N202+ Aspidospernatan-type GIGFTWJRTMBSRP-ACRUOGEOSA-0 0-C (00) C1=C2NC=3C=CC=CC3C24CC [NH]5CCCC (C1) (CC) €54

1.2.3.32,3a1.4,6, 11,12, 13-decabvdroindolizino[8. 1-cdlcarbazol-13-jum

alkaloids




1719 5.897 238.10706 Bupropion [M-H]- 238. 10042 CI3H1SCINO Alkyl-phenylketones SNPPWIUOZRMYNY-UHFFFAOYNA-N 0=C(C= cHeneme©) ©oc
. GE, TE, 11E, 15F) 5, 9, 13, 17, 18-pentahydroxy 4, 6, 8, 10 tetramethyl 2-[(E) 2 Very long chain fatty - — 0-C{0)C(0)C (0)C-CCC (0) C-CC (OIC (0) € (-CC(C) C O C (L (C (=
2 5.8 +H]+ 542. 33234 4 ’ AQENKKQWMYFZ-SLELSECNSA-]
1720 99 pethylbut-2-envllnonadeca3, 7. 11,15 tetraenedioic acid il 12. 33231 (2811109 acids VKAQENKKQUMYFZ SLELSECNSA QOCCERONQC
1721 5.939 296. 10309 1-Methylguanosine [M-H]- 296. 10004 CLIHI5N505 Purine nucleosides UTATYTHA JQNGDY-UHFFFAOYNA-N 0-C1C=2N=CN (C2NC (=N) N10) €30C (C0) € (0) €30
1722 5.941 213. 0648 3~ (2-hydroxyethyl) quinazol in-4 (3H) -one [+ 213.06 C10H10N202 Quinazolines OCFTUNGSKQZES J-UHFFFAOYSA-N 0=C1C=2=CC=CC2N=CN1CCO
1723 5.941 284. 05457 Cladribine [~ 284. 0556 C10H12C1N503 Purine 2= PTOAARAWEBMLNO-UHFFFAOYNA-N C1C=1N=C (N) C=2N=CN (C2N1) C30C (€C0) € (0) €3
deoxvribonucleoside
1724 5.943 285.03915 3,47, 5, T-tetrahydroxyflavone DM-H]- 285. 04047 C15H1006 Flavones TQPNAANSBPBGFQ-UHFFFAOYSA-N 0=C1C=C (0C=20=C (0) C=C (0) C12) C=3C=CC (0) =C (0) C3
_ N . (6aR, 8a5) 10 (4 (N-acetylacetanido) 3 methylbutyl) Ga, 8a, 9 trimethyl ) — Furostanes and - — - 0-C (0C1CC2-CCC3C (COCA (C) ChC (<C (0C5CC31) CCC (C) ON(C (=0) C
: . 562. ¢ ’ ! +H]+ 2. 3H49NOZ W /NHV-PLECQVPFSA-]
172 5917 562. 35303 4.5.6,6a.60.7.8 8 80 11a. 12, 123, 19b-tetradecabvdro-1H- [he] 562. 31998 C33HIONOS derivatives VURLGASLEZVAHY PLECQUPFSA 1CE000RE@ENC
1726 5.954 425. 20551 Benazepril hydrochloride [M+H] 425.207 C24H29C1N205 Dipeptides VPSRQEHTHIMDQU-FKLPMGAJSA-N ”‘O’(’(m(‘M(’(’m(‘(M’(C(’S)g‘E’) a2l ¢
1727 5.954 268.11746 Citrinin [+l + 268. 11795 C13H1405 Benzopyrans CQTUKKVOEOPUDV-TYSWYEEDSA-N 0=C (0) C=1€ (20) C (=€2C (=00C (C) €2C) C10) C
1728 5.979 393. 16168 Corynanthin DM+H] + 393. 1575 C21H26N203 Yohimbine alkaloids BLGXFZZNTVNLAY-UHFFFAOYSA-N 0=C (00) C1€ (0) CCC2CN3CCC=AC=5C=CC=CCENCAC3CC12
1729 5.979 415. 31894 diosgenin [M#H]+ 115. 32001 C27H4203 Triterpenoids WAQLVFSAGQJTQCK-VKROHFNGSA-N 0c1ce2 L(Ut<ttt1(L)Ldttaouls((JLL(L)cw)c(n)ca/nu(uu
e N U CCTOC (0C2CC3=CCCAC (CCC () CICCH0CT (0CC (C) CCT) € (C) C65)
1730 5. 982 577. 36346 Polyphyllin A [M+H] 577.37 33115208 Steroidal saponins WXMARHKAXWRNDM-GAMIEDRGSA-N O L)
1731 5.988 317. 06497 3-0-methylquercetin [M+H]+ 317.065 CI6H1207 3’?;"}“:'::%3“’“ WEPBGSTAWZTE JR-UHFFFAOYSA-N 0=C1C(0C)=C (0C=2C=C (0) C=C (0) C12) C(0)=C(0)€3
I cyanidin-3-0- =1C-C(0) C-2C-C C ] “(=[0+]C2C) C=
1732 6.001 464. 09738 Delphinidin-3-glucoside Di-HI- 164. 09549 C21H21012 A“th‘zyv:“]_?;“y 0 XENHPQQLDPAY1J-UHFFFAOYNA-O ociccoc=ze L(OCSZ%C&%)(%(?CL(S?)C?O)L lorJezcncac
1733 6.001 251. 16333 2-L (15,25, 4aR, 8a5) ~I-hydroxy~da-methyl 8 -methylidene-1, 2,3,4,5,6,7, 8 [M+H]+ 251. 16417 C15H2203 Budesmane, isoeudesmane QTSQCCYLTMKKDP-SFDCQRBFSA-N 0-C(0) € (=€) C1€0C2 (C) CCCC (=€) C2C10
tahvdronaphthalen-2-vilprop-2-enoic acid or_cvclocudesnan
1734 6.005 270. 11206 (22)-2-benzylidene-6-methoxy-1-benzofuran-3 (2H) ~one [M+H] 270. 11246 C16H1203 Aurone flavonoids LKW JGGLULNRBP-DHDCSXOGSA-N 0=C1C(0C2=CC (0C) =CC=C21) =CC=30=CC=CC3
1735 6.005 297. 06497 (5E) ~4-methoxy~5-[methoxy~[ (2R, 35) flsf:;h:m Toxiran 2y1]methylidene] furan- [MeH] + 297. 06296 C15H1405 Butenolides RTNGMIUMJUOABT-ONKY JTCLSA-N 0-C10C (C(0€) =C1) =C (0C) €201 3
.
1736 6.007 301. 06006 Carbazochrome sulfonate DM+H] + 301. 06012 CL0H12N4055 | Indole and derivatives 0ZCACMPSTYQSMV-UHFFFAOYNA-N CNIC (CC2=CC (2NNC (0) =N) € (=0) C=C12) $ (0) (=0)=0
N -~ (1S, 4aS, TR, 7aS) 7 hydroxy 7~ LL(E) 3 (4 hydroxyphenyl) prop 2 ) — - — . 0-C (0) CI=C0C (0C20C (C0) C (0) € (0) C20) C3C1C=CC3 (0) COC (<0} C
3 531. +H]+ . 2 —glycosides L B >SA-]
1737 6.008 537. 15936 R i o et [M+H] 537.16028 C25H28013 Iridoid O-glycosides WJPRKOJNQTZCGY-O0ZOLURDPSA-N IS
1738 6.008 283. 26233 Oleic acid [M+H]+ 283. 26401 C18H3402 Long-chain fatty acids ZQPPMHVWECSTRJ-MDZDMXLPSA-N 0=C (0) CCOCCC0C=00CC0CC0C
1739 6.018 2011127 Sebacic acid [~ 201. 11324 CIOH1804  |Mediumchain fatty acids CXMXRPHRNRROMY~UHFFFAOYSA-N 0C (20) CCOCCC0CC (0) =0
1740 6.019 301. 03595 Ellagic Acid [M-H]- 301. 03583 C14H608 Hydrolyzable tannins AFSDNFLWKVMVRB-UHFFFAOYSA-N 0-C10C2=C (0) € (0) =CC=3C (=0) 0C=1C (0) =C (0) C=C1C4C23
N o 11on . o - P 0CCI0C (0C2=CC (0) =C (C30CC (0) C (0) C30) C3-C2C (~0) CC (03) (2
4 . 02 581. 1479 ave , O-Hex, C-P -H]- . 30015 ", O-glycosides DULWLC- NA-] ! .
1741 6.021 581.14795 Flavanone base + 40, 0-Hex, C-Pen [M-H) 581. 15021 26130015 | Flavanone C, 0-glycosides QETQPQDBDULWLC-UHFFFAOYNA-N () (002 (O (010
N - (18, 28, 5R, 7R, 108, 118, 14R, 16R, 19 25R) -5, 14-diethyl-2, 11, 20, 23~ - . N TRINY . ] . 0=C10C (C) CC20C (CC2, 0C 30C(CC3) C(C(=0)0C (CC
g 2 35144 5 2 2H52 \a a a A J V 4
1742 6.024 579. 35144 eranetel A 1422 26 29, %0 i) 579. 35382 3215209 |Macrolides and analogues MXZXIBZNZUOHER-VHWZNAHMSA-N D L O
=C °C2 > (= 50C54C3(C)C =0)C,
1743 6.024 527. 26678 3Beta-Acetoxydeoxodihydrogedunin [M-H]- 527. 26721 C30H4008 Limonoids LCTHKUJMKQOYDY~ZY TGBFDLSA-N e=clocieac2© Cw;ffgf;?f;jgfff:fgm Oclctnocc
1744 6.03 375. 10605 2-(3, 4-dimethoxypheny1) -5, 7-dihydroxy-3, 6-dimethoxy-4H-chromen-4-one D]+ 375. 10699 C19111808 6’?;7:?‘::"%:@ SDTFURCSGHUESP-UHFFFAOYSA-N o=cico0-clocz-cco=c (OOE(O) e eseaco0-co0c
1745 6.03 487. 25217 Alpha-Dihydrogedunol DM+H] + 487. 25009 C28H3807 Limonoids TVHWWYNBMIROCY-AJTQNVKKSA-N o-clocicec©@ ©¢ w%;ééfééﬂ cé)( Cl (OCOCC0CCLS
1746 6.033 491, 29947 caudatin [M+H]+ 191. 29999 28114207 Gluco/mineralocorticoids VWLXTXALPNYWFH-UV J ZLUDHSA-N 0=C(0CICC2C (0) (CC=C3CC(0) CCC32C) €4 (0) 0L (0) (C (=0 C)ClA
Drogestoeins and QCCOCQC
1747 6.034 272. 12668 3-(alpha, alpha-dimethylal lyl) psoralen D]+ 272. 12811 C16H1403 Psoralens FYCCOUNGXGKNJV-UHFFFAOYSA-N 0=C100=20=C30 €20=C1C(C=0) (©)C
1748 6.034 524, 3335 Phosphatidylcholine lyso 16 Di-H- 524, 33575 C241148N07P Zracyl-sn-glycero-3- GNEZONVWGDDOJ-NXVVXOECNA-N (OCCOCCOCCCYC=C/CLC (=0) OC (C0) COP ([0~
oot Lae 1) (<0)0CCIN-1 Q) (O1C
N ) 5 L(2R, 35) 6 hydroxy 2 (4 hydroxyphenyl) 4 L(E) 2 (4 ) ) 2-arylbenzofuran P N OCI=CC=C (C=C €(0) C=C30C (C4=CC=C (0) C=CA) € (C=5C
! . 054 ) 3 -H)- ¥ 22 WLMRXY Pl WA
1719 6051 153 19968 hvdroxvphenvl) ethenvl]-2, 3-dibvdro-]-benzofuran-3-vllbenzene-1. 3-diol ] 165 20023 (2812206 _flavopoids FOFLURXVKZGLELPAKDJIOHSATN “CO)CCOICRICI2
1750 6.057 285. 08676 (2R, 3R) -3, 7-dihydroxy-6-methoxy-2-phenyl-2, 3-dihydrochromen-4-one [M-H] 285. 0853 C16H1405 E”?}‘:“f"ﬂ'yj‘;m GUMFPOT JOXLCLA- JKSUJKDBSA-N 0-C162-CC (00) =C (0) C=C20C (C=3C=CC=CC3) C10
1751 6.071 174. 08405 Citrulline [~ 174. 08841 C6H13N303 L-alpha-amino acids RHGKLRLOHDJ JDR-UHFFFAOYNA-N 0=C (0) C () CCONC (=) 0
- 712 [19-acetamido 6 (3, 4 dicarboxybutanoyloxy) 16, 18-dihydroxy 5,9 — - 0-C{0) CC (€ (-0)0) CC (=0) 0C (CC (C) CCCCCCT (0 CC(O)C (N-C (0 C
5 085 5. 4 ’ H]+ 5. 43793 3 sins WFPDXATUKS- SA-]
1752 6.085 765. 43829 et o] Loy o T [M+H] 765. 4379 C36H61NO15 Fumonisins GQCIWFPDXATUKS-UHFFFAOYSA-N : 0CONCO RN EnaC QT
1753 6.09 487. 21536 Vardenafil [M-H1- 487.21329 C23H32N604S Benzenesul fonami des SECKRCOLJRRGGV-UHFFFAOYSA-N CCCCINC(0)=C2CON-C (C-3C-C (C-CE3000 SMCCN (COY €C) (<0
,_ - — G (furan 3 y1) 6,8, 12, 16, 21 pentahydroxy 7, 15 dimethyl 9 oxo 3, 17, 19 . N - v 0=C(0CICC (0
1754 6.096 622. 28156 {rioxahentacvelol9. 9. 3 09,22 02,2 02.2. 092 99 099 99]tricocan-14-y] 2 [M+H] 622. 28577 31H40012 Limonoids GSAWBDXYMSQMRT-UHFFFAOYSA-N (00 (Q) (C7-C00-CT CCROLBERC ()
1755 6.098 294.13675 Pizotifen [M-H]- 294, 1322 CI9H21NS Cycloheptathiophenes FIADGNVRKBPQEU-UHFFFAOYSA-N S10=C02=C1CC 2=CACON (C) CC4
1756 6.109 602. 38922 dehydroxynocardamine DM+H] + 602. 38715 C27HA8N608 Macrolactams ABHHIGWFFMCQOC-UHFFFAOYSA-N O=CIN(0) CCCOCN=C o) Cec (\;i)gﬁ()(;)égccmc (0)cocto)=Ncocee
N N (82,8 2) 8,8 bis(((3, 4 dimethoxyphenethyl)anino)methylene) 1,1, 6,6 ) . Tignans, neolignans and o 0-CIC(0) =C (C-2C=C (C (=C(0) C2CI=CNCCC3-CC=C (00) C (00) =C3)
1757 612 867. 37931 tetrahvdroxy-5.5 ~diisopropvl-3.3' ~digethvl-[2,2' -binaohthalenel- [he] 867. 38 Co0H56N2010 related ¢ I KXCCPUTITGZBS]-DQWRGTGXSA-N C=4C(0) =CHC (SCNCCCE=CC=C(00) C (00 =C6) C () C.(0) =C (CH=CC
1758 6.134 361.20157 CORTISOL i) 361. 202 21H3005 21-hydroxysteroids JYGXADMDTE JGBT-VWUMJDOOSA-N 0=C C3C4CCC (0) (€ (=0) C0) €4 (C) €C (0) €3€2 (€) CCL
ey Tate = N e OEI (OO ES DI SE
1759 6. 154 103. 10098 5, 7-dihydroxy-3, 6-dimethoxy-2- (3, 4, 5-trimethoxyphenyl) ~4H-chromen-4-one [M-H]- 403. 10101 €20H2009 6 21"]‘"'::%(;“‘1 GGNGEESEARSAMF-UHFFFAOYSA-N 0=C1C(0C)=C (0C2=CC(O) C(ng)((fg) C12)=3C=C(00) CL00)=C
1760 6. 158 243. 15872 (2)-2-octylpent-2-enedioic acid DM+H] + 243. 15907 CI3H2204  |Mediun—chain fatty acids NIXDINZDFZJZHG-LUAWRHEFSA-N 0=C (0) C (=CCC (=0) 0) CCCCOCCC
1761 6.158 287. 06055 Dihydrokaempferol [M-H]- 287. 05612 C15H1206 Flavanone 0-glycosides PADQINQHPQKXNL-UHFFFAOYNA-N 0C1€(0C2=CC (0) =CC (0) =C2C1=0) C1=CC=C (0) C=CL




1762 6.168 357. 09528 Byakangelicin DMt + 357. 095 C17H1807 5-methoxypsoralens PKRPFNXROFUNDE-LLVKDONJSA-N 0=C100=2C (0CC (0) € (0) (C) ©)=C30 (00) c20=C1
1763 6.169 309. 14288 Biflorin DM+H] + 309. 14301 2012003 Naphthoquinones DSVUOBTQVPVZST-UHFFFAOYSA-N 0=C1C(=0) € (=C200=C (C=3C=CC (=C1C23) ) CCC=C (C)C) C
1764 6.171 343. 21268 ERGONOVINE MALEATE D]+ 343. 21283 CI9H23N302 Lysergamides WYVSZNPYNCNODU-XTAGRXLLSA-N 0C (=NC (C) €0) C1C=C2C=3C=CC=CANC=C (C43) CC2N (0) CL
— - - 7 L6, 7 dimethoxy 1,2, 3, 1 tetrahydroisoquinolin 1 ylmethyl] 3 ethyl 9, 10 - - - — O=NTZ0CC3=CC (00) =C (0C) C=C3C2CC (CCANCCCH=CC (00) =C (0C) C=
1765 6.172 195. 28561 e e 8 L e Bt M1 195. 28644 C29H40N205 Enatine alkaloids SSQAXSNCMRBPG-UHFFFAOYSA-N a0
1766 o 172 17 2918 Cynarine [ 17 29126 01100 Cardenol1de_glycosides QCOVURILNF QIR ZDDOCHDSA O=CCIZCCC G000 € {0) € (0C) C3) CC2 () CCUATICNCS (C)C (06~
and derivative CC(=0)0C6) CCC450
1767 6. 187 168. 02977 N-(2-Furoyl) glycine D]~ 168. 03023 CTHINO4 [ N-acyl-alpha amino acids KSPQDMRTZZYQLM-UHFFFAOYSA-N 0-C(0) CNC (=0) C=10C=CCL
1768 6.189 349. 21048 Roxatidine acetate HCL D]+ 349. 21201 C19H29CIN204 N-benzylpiperidines FENCT JHCXOHWNL-UHFFFAOYSA-N €1 0=C (0CC (=0) NCCCOCT=CC=CC (=C1) CN20CCCC2) C
R AT T TS T e my g T wr Epe T1.0.07, ?Theptadeca_
1769 6.19 305. 10461 15, 1T-dihydroxy=9 mf:‘;; 1 lfadt'::::' ]fyfll”d[llins 0. 02, ?Jheptadeca [M-H] 305. 10306 16111806 Aryl alkyl ketones BVDHPBILFRQGEC-UHFFFAOYSA-N 0=C10C (C) CCOC20C2C (=0) C=3C (0) =CC (0) =CC3C1
] T-1(35, 5K, 105, 13K, 145, 175)~14-hydroxy-3- (2K, 35, 45, 55, 65) 3 hydroxy 1 . I Cardenolide glycosides - - 0=CI0CC (=C1) C2CCC3 (0) CACCCACC (0C60C () € (0CT0C (COCB0C (©
) 97. 3 s GZVMBXDQUQRTCT-0ZPZHZNKSA-]
1770 6.2 8o7. 38678 methoxv-6-yethvl-5-[ (25, 3R, 45, 5S. 6R) -3 4.5~ ribvdroxv-6- i L 897. 38806 CA2HEE018 and derivative GZVMBDQUARICT-OZPZHINKSAN 0)C(0)C(0)CR0)C() C.(0) CT0) C(O0) CO0) COCH () CACCC23C
1771 6.225 26.19073 | hvdroxy™s, 5, Ba-trinethyl”3, 4, da, 6;fﬁ’hmhydr"““"hthalc“cfzfc"rb"xyl‘“ D]+ 256. 1907 C14H2203 feta hdyirl"\x‘yt j‘:d* and LQZXAHKUY JVAAR-UHFFFAOYSA-N 0-C (0)C1=CC2 (€) CCCC (C) (€) €2CC10
1772 6.23 257.17358 alpha-dihydrolysergol DM+H] + 257.17001 CI6H20N20 | Clavines and derivatives UFKTZIXVYHGAES-XEGUGHAKSA-N 0CCION (€) C20C3=CNCA=CC=CC (=C43) C2C1
1773 6.235 581, 2735 Tricoumaroyl spermidine (isomer of 2952) [M+H]+ 584, 27441 C34137N306 (’0”:"1‘ vq‘;“]"’d and PEDVI JCSCYDRMZ-UHFFFAOYSA-N e 0>(o) . C(0)C=C2)
) o 018 53, 29501 <2R 5. 35,55, 60 2T [T-fydrons 1[0 5-ydrons 3-neth Tpent 3-cns11- o~ 193, 20673 261108 Diterpene glycosides . OCC=C{C)CCTIC (=0 C(0C20C (COYC O)C (0)CZ0) CCT ) (O 0)
—trinethvl -3 methvlidene2.4.5.6,7 8ahexahvdro 1l naphthalen 2 C0C13C
. o 201 05, LT = [5-hydroxy-7-methoxy-2, 3-dimethyl-6- (3 methylbut-2-enyl)-4-oxo-2, 3~ [ PP o200 Chromomos P 0-C{0) CC(CI=CO0) € (-C (0) C2-C10C ()€ (C2=0) C) CC-C () C) CC
dibydrochroen-8-vilhexanoic acid c
1776 6.274 339. 17966 coronardine D]+ 339. 17966 C21H26N202 Thogan-type alkaloids NVVDQUVGALBDGE-UHFFFAOYSA-N 0-C (00) C12=3NC=4C=CC=CCAC3CONSCC (CC (CC) C51) €2
1777 6.275 345, 18036 Formoterol [+ 345. 18088 C19H24N204 A'"";'i:'}’q“"ff and BPZSYCZIITTYBL-UHFFFAOYNA-N 0C=NC1=CC (=CC=C10) € (0) CNC (€) CC2=CC=C (00) C=C2
1778 6.296 188. 03595 Acetylisatin [M-H]- C10H7NO3 Indoles and derivatives LPGDEHBASRKTDG-UHFFFAOYSA-N 0=C1C(=0)N(C(=0)C)C
1779 6. 296 271.10748 naringenin D~ 271. 10629 CI5H1205 Flavanones FTVWTRXFELQLPT-UHFFFAOYSA-N
- I R, E) 6 acetyl 7,9 dihydroxy 2 (I ((3 (3 (2 methoxyethyl) 1,2, 4 oxadiazol N . A - - T
1780 6.312 512,200 | e g O igeh L bl AL fareas L. 3 (o8, St DM+H] + 512. 20001 C26H29N308 Acetophenones GCKXCHKHBLNGAF-WGKDYUSESA-N
. I SL(2R, 35) 5, 7-dihydroxy-2- (1_hydroxyphenyl) —4-oxo-2, 3 dihydrochromen-3 I o Biflavonoids and T —
1781 6.312 539. 16595 R e, M1 539. 16309 30120010 L VOGANETYFUQWIM-PXJZQJOASA-N
1782 6.316 250. 0712 Phenylacetylaspartic acid [M-H]- 250.0713 C12H13N05 Amino acids SVFKZPQPMMZHLZ-UHFFFAOYNA-N 0=C (0) CC (NC (=0) CC1=CC=0C=C1) C (=0) 0
. . T-L(7R, 115, 145, 160 11 [ (1 mctho\) 6 mothyl 5 [ (25, 3K, S, 53, 6R) 3, 4, b — P 0-CI0CC (-C1) C2-CCC340C54CCCBCC (0CT0C (C) € (0CBOC (COCI0C (
+H]+ . ~glycosyl ¢ s VFXEUYOOYUTOA-DYCWBZJYSA-
1783 6.3 87735803 | {0 invdroxy—6-(I[ (2R 3R, 4SS, 6R)=3, 4, 5~trihvdroxv—6-(hudroxvmethvl) oxan=2- il 877, 36182 CaaH62017 O elycosyl compounds DVFXEUYOOYUTON DYCWBZYSA X £0)C(0)C(0)C90) C(0) C(0) C80) C(0C) CT) CCCE (C) CACCCaAC
N (7S, 9F, 115, 12R, 135, 145, 155, 16R, 175 185, 19E, 217) 13- (acetyloxy) 26 . — 0-C (0C=1C=2C (=0) C=3NC (=0) C (-CC=CC O C(0) C (O C(0) () €T
3 . 4 . y ; Macrolactams g ~ZXWRESOLSA-
1781 6326 819. 5772 (dinethvlanino)~15. 17-dihvdroxv-11-methoxy-3.7,12, 14, 16, 18 22-hentagethy]~ ]+ 87937 CATHSGN2013 [d‘r"l’“("f‘s i CHQPDROLEINGT]-ZXWRESOLSA-N 00O CQCO0 C=C004 OCECCA=N LN NI O CIQ)
1785 6.326 202. 0515 Indole-3-pyruvic acid [M-H] 202. 05096 C1IHONO3 I""“]:r}d ‘(l:’ﬁg]‘:e acids RSTKLPZEZYGQPY-UHFFFAOYSA-N 0=C(0)C(=0)CC =0C=CC21
- . o e (5)—2-(((5) ~7-acetamido-1, 2, 3-trimethoxy-9-0x0-5, 6, 7, 9~ N . - - Vethionine and VO T T A G=CIC=C2C (=CC=CINC (C (=0) NCCN3C (=0) CCC3) CCS0) CA=C (00) C(
1786 6 328 619. 27307 tetrahvdrobenzolalheptalen-10-vi)aning) 4~ (nethvithio) N-(3- (2 L 619, 27002 CaZHNIOTS derivative PURXOQUXLVOS T ZCYQVOINSA™N 00)=C(00) C=CACCOINC (=0)C.
1787 6.337 211. 13293 (+-)~Jasmonic acid D]+ 211. 13287 CI2H1803 Jasmonic acids ZNJFBWYDHIGLCU-HVKXXFMVSA-N €C\C=C/CC=H]1[C=H] (CC(0)=0) CCC1=0
1788 6. 346 389. 00107 PFAP-FT_diPAP D)~ 389. 00061 C8HOF1004P PFSA ZPRPFGDNLHUJEV-UHFFFAOYSA-N 0P (0) (0CCC (F) (F)F) OCCC (F) (F)C (F) (F)C.(F) (F)F
1789 6. 357 515.30316 Ganoderic acid LM2 D]+ 515. 29999 3014207 Triterpenoids YV IVANDTNNUXRH-UGRVWEMWSA-N COCER (0)rr(r)(m0 ?8)““
1790 6.358 307. 12851 Caffeoyl lysine [M-H]- 307. 12729 CI5H20N205 C“fdir *'l‘;i‘fi and WVEMZTOR JFNZPK-UHFFFAOYNA-N NC (CCCONC (=0) C=CC1=CC (0)=C (0) C=C1) € (0) =0
1791 6.36 249.10913 2-hydroxyalantolactone D+ 249. 10852 C15H2003 E“ﬂ'“"‘"“"]l:‘:ff' d FZSKLHDEGNSLTB-ATYMOLOSSA-N 0=C10C20C3 (C(=0C2C1=C) C(0)CC(0) C3)C
1792 6.36 229. 03857 3-methyl-3, 4-dihydro-1H-1, 4-benzodiazepine-2, 5-dione [M+H] + 229. 03738 CIOH10N202 1, 4-benzodiazepines I JONQULKOKMKBR-UHFFFAOYSA-N 0CI=NC (C (0) =NC=20=CC=CC12) €
1793 6.361 326. 09048 Midazolan D]+ 326. 086 cusselss | ;""P"d:"n’ﬂ’f’nm DDLIGBOFAVUZHB-UHFFFAOYSA-N FC=1C=CC=CC1C2=NCC3=CN=C (N3C=4C=CC (C1) =0C24) C
B PRt R Ty B e parn
1794 6. 366 369. 18057 8-hydroxy-6-methoxy~7-L (25, 3R, 45, 55, 6R) 3, 4, 5-trihydroxy~6 [M-H]- 369. 17978 C16H18010 Coumarin glycosides RVWWDDKOKZXKCJ~ZOLYHUHESA-N (0C30C (C0) € (0) € (0) €30) € (0C) 1
hvdroxviethvl) oxan-2-vlloxvehromen-2-on
1795 6.383 302. 19473 heliocurassavicine n-oxyde DM+H] + 302. 194 C15H27N05 Pyrrolizidines DLNWZIVYKQXLTN-YOPTWALVSA-N 0-C(0CC1CCIN+12 ([0-1) CCCC12) € (0) (C(0)O)C(C)C
1796 6.384 431,314 Hecogenin DM+H] + 431. 31558 C27H4204 Triterpenoids QOLRLLFJMZLYQJ-LOBDNJQFSA-N 0-C1002C (CCC3CC (0) CCC32C) CACCH0C6 (0CC () CC6) € (C) CHC14C
1797 6.395 601.37 Timosaponin Al [+ 601. 37 3315408 Steroidal saponins INETTZNXGCTAAL-UHFFFAOYSA-N OCCI0C(OCCCC3 O I (_(U)(f?:)‘)(_lgm7(o“ 2
1798 6.411 129.11752 Formononetin-7-0-glucoside [M-H]- 429 11911 2212209 Isoflavone O-glycosides MGJLSBDCWOSMHL-UHFFFAOYNA-N COC]:CC;C(C:Cl)CHOCHC(?SSOC(CO)C(O)C(O)CSO) e
1799 6.415 300. 18002 Tegaserod [M-H]- 300. 18298 CI6H23N50 | Tndoles and derivatives JWXDRFUZDKKGDV-UHFFFAOYSA-N N=C (NNC=C1C=NC=2C=CC (0C) =CC21) NCCCCC
55T g —— - —
1800 6.436 375. 27365 ()-5-L(1S, 4R, 8aR)~2-formy1-5, 5, 8a-trinethyl-1, 4, 42,6, 7,8~ DM-H]- 375. 27643 2213205 Diterpenoids KLGPVOFVVYHEGO-VBTQWTQDSA-N 0-CC1=CCC2C (0) (C)CCCC2 (C) C1CCC (=CC (<0) 0) COC (=0) C
hexahvdronaphthalen-1-vl1-3- (acetvloxvnethyl) pent-2-enoic acid
o T ) - — - 0=C(0CICC (0C (=0) C) C2 (C) C (CC (0) C3 (C) C2CCCA (C)C (0 (=0) Co
5.1 acetylkhiv . 545, 274 30114 iz WNXHNNQSA
1801 6.436 545. 27655 7-Deacetylkhivorin D)+ 545. 27448 3014009 Limonoids MRMHZWK LOFZZTD-WNXWNNQUSA-N 58 QB0 (I
- — N methyl (1S, 4aS, 7a5) 5 —oxo-1-[ (25, 3K, 45, 55, 6R) 3, 4, 5 Lrihydroxy 6- — o . - = (0C (C1=CC2 (0C1=0) C=CC3C (=COC (0C40C (COYC (0)C (0) CA0) C
1802 6. 445 777. 2204 et b L Lot L L(1S) Lt (LT (05 2 4. 6 68 4 5 [M-H] 777, 22473 36142019 Iridotd Oglycosides AFYTWKNGS TYXCQ-WLJLAZGGSA-N ) el (Ue0e (CC (O (o) ceoy s
1803 6. 447 181, 31943 brassinolide D]+ 181. 35001 28114806 Brassinolides and TXVMHGVQKLDRKH-KNBMWSGSA-N 0=C100C2CICCL LI C O COICEH OO L3 () A O
derivatives ccerd
1804 6. 452 303. 25253 2-Myristoylglycerol DM+H] + 303. 25299 C17H3404 2-monoacylglycerols TV IMZSOUGXNWHO-UHFFFAOYSA-N 0-C (0C (€0) C0) CCOCCECCCOCee




1805 6. 457 104.19101 Nifekalant [~ 104, 19394 C19H27N505 Phenylpropylamines OBBPANQZGGQPHF-UHFFFAOYSA-N 0=C1C=C (NCCN (CC0) CCCC2=CC=C (C=C2) N (=0) =) N (C (F0) N1C) C
1806 6. 462 135. 06587 Pentostatin DM+H] + 135. 06599 CLIH16N404 Inidazodiazepines FPVKHBSQESCTEP-JQCXWYLXSA-N 0CC10C (N2C=NC3=CNC=NCC30) CC10
1807 6.47 220, 09612 | Vesticided dllydroxycarbofuran CIZHISNOLS, T-Benzofurandiol, 2, 3-dihydro D]+ 220. 09599 C12H15N04 Counarans RHSUJRQZTQNSLL-UHFFFAOYSA-N 0C (=NC) 0C1=CC=CC2=C10C (€) (C) €20
—digethvl-, 7-(nethvlcarbamate)
1808 6.471 395.21036 FA 18:0+20+504 [M-H] 395. 2095 CI8H3607S Oxidized fatty acids SODLPGVKTPLRNA-UHFFFAOYNA-N CCOCCOCCC (0) € (0) CECCCCCC (=0) 08 (0) (=0)=0
1509 o 173 A 6 0-heetylglycitin o 12 o210l TsofTavonoid 0- DUBPGE GOV 20D LRATZC IS 0=C 0CCI0C (0C2=CC=300-C (C (=0) C3C=C200) C-1C-CC () =CCD T
glvcosid (QCOCINC
1810 6.489 289. 17883 (16alpha, 17beta) -estra-1, 3, 5(10) ~triene-3, 16, 17-triol D]+ 289. 17999 C18H2403 E:zf‘fi'ﬁ ‘L‘“d PROQTPRRNZUXQM-ZXXTGHHRSA-N 0C1=CC=C2C (=C1) CCC3C2C0CA (€) € (0) € (0) CC34
1811 6.489 186. 1132 Ecgonine DM+H] + 186. 11247 C9HIENO3 Tropane alkaloids PHMBVCPLDPDESM-UHFFFAOYNA-N 0-C(0)C1C(0) CC2N (C) CICC2
1812 6.497 487. 26788 Tonantzitlolone A [+t 487. 26801 2614007 Fatty acid esters VMEATOHYS 1GDJY-VCOIMRFZSA-N 0=t (”(’lc((‘)(’(’zom(O)(’((»Ejj(?ij)(ff‘w G0 ©oc
1813 6.5 347.91959 Tetrachlorosalicylanilide [M-H]- 347.9158 CI3HTCIANO2 P-chlorophenols BDOBMY TEWHZYDL-UHFFFAOYSA-N =C1)N=C (C2=C (C (=C (€ (=20) C1) C) C1) €10
1814 6.508 383, 11044 Zf[thydr"”’l’M’"‘Cth""y”hc“yl)pf;f‘;zf”’6’(hydr°x""‘“hy1)"“‘“073’4’ - [M+H]+ 383.11026 C16H2408 0-glycosyl compounds TBLEDTIZHJLTTF-UHFFFAOYSA-N 0CC10C (0C (€2=CC=C (00) C=C2) € (0) ) € (0)C (0) €10
_ N N — - - - - - ) 0-C{OCIC(C) CC2 (0C (=0) C) C (-0 C (-CC3C (CC (0C (=0) C
) X a fac 4 - Lathyra 4 . 42 s OXLENB- IENKGUOGSA-
1815 6.516 676. 35193 Euphorbia factor L14 - Lathyrane diterpenoid [M+H] + 676. 34601 38H42010 Diterpenoids JBQJQRQPOXLENB- TENKGUOGSA-N ) ) 0 ) ) CL2) C (O Y C) CoBeCOC
1816 6.519 216. 19469 Rhodinyl Acetate [M+H] 216. 1958 1212202 Fatty alcohol esters JOZKFWLRHCDG JA-UHFFFAOYSA-N 0=C(00CC () C0C=C(€) C) €
1817 6.521 199. 16882 delta-Dodecalactone [MeH] + 199. 16925 C12H2202 Delta valerolactones QRPLZGZHJABGRS-UHFFFAOYNA-N 0CCCTC00C (20) 01
1818 6.532 427.19339 37128, 35)“5-tydroxy~2, 3, 8, 8- tetramethyl 4 oxo"2, 3-dihydropyranol2, 3- DiH+ 427.19211 C22H2806 Pyranochronenes MXFUJXTOAUPXPT-LAGVYOHYSA-N 0-COECCIECOE=2CEOCO O30 OO0
Wlchronen-6-v1lhexanoic acid cc
1819 6.532 278. 21088 Venlafaxine D]+ 278. 211 CI7H28CINO2 Anisoles QVRYPNHXARDNFZ-UHFFFAOYSA-N €1 0C1 (COCCCT) € (C2=CC=C (00) C=C2) N (C) €
1820 6.536 288. 25256 Lauryl diethanolamide D)+ 288. 25333 C16H33N03 N-acyl amines AOMUHOFOVNGZAN-UHFFFAOYSA-N CCOCCOCCOCCC (N(CC0) CC0) =0
1821 6.54 319. 26248 bilobol [MsH] + 319. 26315 2113402 Resorcinols TUGAUFMQYWZJAB-FPLPWBNLSA-N 0C=1C=C (0) C=C (C1)CC oce
1822 6.513 gsi sy |0 L methowr 2oL 25 3R 45&:*’32 ff:‘:::ﬁ"r”"‘yj (hydroxymethyl)oxan-2- D]+ 381. 1156 C16112209 Phenolic glycosides LIVNOUBJFOXZOR-YMILTQATSA-N 0=C(0) CCC1=CC=C (0C) C=C10C20C (€0) € (0) € (0) €20
1823 6.543 474. 30865 Tomatidine HC1 DM+H]+ 474.31 C27H46CINO2 bp]d”’:j“\}a“t"f’ j"d SXXHVPYRDF JKPG-VXJLCZPPSA-N “’0“““(0‘(L“M““(%T““OL(’ Neeoa st
521 o 557 w07, 29913 R, 57 LIS, 25,85, 8al) 2-nethy 18- (-methy butanoy [0xy) -1, 2,6, 7,8, 8a- e 07 29905 o608 VedTun-chain hydroxy BOZILGPLQYBIIY PN S om0 (0) 00 (0) 06 (0) CCCIC (C-062-0000 (00 () OO0 CZIN
hexabvdronaphthalen-1-vi1-3, 5-dihvdroxvheotanoic acid acids and derivative
1825 6.578 257. 22168 5-beta-Androstane-3-alpha, 17-beta-diol [M+H]+ 957. 22638 C19H3202 432::’“‘"‘: _;‘"d CBMY JHIOY JEBSB-GCFMDFLISA-N (€C120CC3C (CCLC=H]4C[C=H] (0) CCC34C) C1CCLC=H]20
6 LL(2K, 3K, 6aR, 6bS, 8aS, 12aS, 14bR) -2 hydroxy 4, 4, ba, 6b, 11, 11, 14b- , - 0-C (0) C10C (0CZC (0) CC3 (C) CACC-C5C6CC (C) (C) CCC6 (C (-0) 00T
82 502 X -H]- 9. iterpene saponins AAS ~BIOGTAEPSA-
1826 & 59 809. 43079 hentanethyv]-8a-[3. 4, 5-tribvdroxv-6-(hvdroxvmethvl) oxan-2-vlloxvearbonvl- il 809. 12987 (12166015 Triterpene seponins CNCPASLEFTRY BIOGTAEPSAN 0C(CO)C(0)C(0)CT0) CCCH (Q) CA Q) CCCAC2 (A LTI CI0
QL0 C(0) L) CT0) 0L (O LA LQ LCCata (O O COICOICI0
1827 6.601 483. 23465 3-Deoxo-3Beta-Hydroxymexicanolide 16-Enol Ether [M-H]- 483.23724 2813607 Naphthopyrans WIHQHAFOOMOTBJ-MSHADUKESA-N o-clooccez (€ Lg) . (O)Cltfé’;éff“” oc-e O cce
1828 6.612 202. 21573 DDAO [M+H]+ 202. 21654 CI2127N0 lnngﬂ\ﬂ:)nizlekyl amine ZRKZENZP JKEWPC-UHFFFAOYSA-N ce CON(O) (©)=0
ES B e e e Pt — = - 3 g - IR
1529 o 623 o7 1471 (R, 35, 15, 3R, 6%) 3, 4, 5 r hydroxy 6 (2 (3 hydrosy-5-ovooxolen3 o . P Counaric acids and NPOTPRYQTHOR) STLNGHLSA Y 0-CTOCCTOC 00T (O C2 ) COC (00 CYC 0T C 01 CT0) C=CC-C0-C
w1 oronoxvloxan-2-vilnethvl (B)-3- (3 4-dihvdroxvohenvl)opron—2-enoate derivative (Q)C(O)=C
1830 6. 627 277. 25204 2-heptadecanone DM+H] + 217.25 CI7H340 Ketones TVTCXPXLRKTHAU-UHFFFAOYSA-N 0=C (€) CCOCCCCCCOCeeee
1831 6. 641 182. 11716 3, 4-Dimethoxyphenethylamine DM+H] + 182. 117 CIOH15N02 Dimethoxybenzenes ZHSFEDDRTVLPHH-UHFFFAOYSA-N 0(C=10=C(0€) C=C (C1) CCN) €
1832 6.652 380. 16968 N (oxo 10,5, 6, Ttetrahydrospirolinidazold, 5-clpyridine=4, 17 [M+H] + 380. 17001 Cisiizansog | acylralpha amino acids JQBOIGWHYPDAGZ-UHFFFAOYSA-N 0=C (NC (C (=0) NLCCC2 (NCCC=3N=CNC32) CC1) €) C=40C=CC4
piveridinl 1’ ~vl)propan-2-v1) furan-2-carboxanide and derivative:
1833 6.656 389. 21774 (2R, 3R, 4, 55, 6R) ~2-L6-hydroxy-3L (B) 3~hydroxybut-l-enyl]-2, 4, 4- [M-H]- 389. 21808 C19H3408 Terpene glycosides FPWYMVMNRFRHQC-BVWWHRDXSA-N 0CC10C (02C (0) CC () (€) € (C=CC (0) ) €2C) C(0) € (0) C10
trimethvicvelohexvlloxy 6 (hvdroxvmethvl) oxane 3, 4.5 triol
, T2-(acetyloxy) -6- (Furan-3-y1)-14-hydroxy-1, 7, 11, 15, 15-pentamethyl -5 oxo 3 — - - 0-C{OCICC(0) C(0) () CZCC (0T (07 ) C3 () C(CCCA () C (€ (-0)C
834 ) vt ’ 1~ 527, 3 ds U - SA-
1834 6. 66 527. 35828 ot lol8 8005909 2. 9. 22 et st sl [M-H] 27. 35876 C30H4008 Limonoids LZMUZSFHETXT JR-UHFFFAOYSA-N 1) CECOACE) L0 C
1835 6.672 303. 21649 Aleuretic Acid [M-H]- 303. 21768 C16H3205 Long-chain fatty acids MEHUJCGAYMDLEL-LSDHHATUSA-N 0-C (0) CCOCCCCC (0) € (0) COCCCCO
1836 6.676 238. 14369 Albuterol [M-H] 238. 14487 C13H21N03 Benzyl alcohols NDAUXUAQIAJ ITT-UHFFFAOYNA-N 0C1=C0=C (C=C1C0) C () ENC(C) (€) C
) ) B 3,1, 5 trihydroxy-6- (hydroxymethyl oxan-2-y1 (2, 60) -6 I N - - G=C (0C10C (C0) C (0) C (0) C10) C (=CCCC (C) C2CC (0) C3 (C) CACCTB0
: ) 943. 4854 1~ ; Cucurbi tac jcosides ZBYUSXAWFZDAY-SDCBS
1857 6 681 913 48517 | [ (1R 3R 65 SR 125, 15R 16R) 13 17-dihvdroxv-1.7. 12, 16-tetranethv] -6 ([ (JR)- b 913. 19078 CITHTEO9 | Cucurbitacin glycosides NZBYUSKAVFZDAYSDCBS (0) (0) C(OCROC(COCTONC(0)C () CT0) C.(0) C(0) C6O) CCCSHCCASC
1838 6. 688 583. 20563 Tanegoside (Not validated) [M-H]- 583. 20441 26134012 Lignols WMABCPOXSNGIJO-UHFFFAOYNA-N ocflc—u(fccf1(oc))cgg)tg((gé)()cgo:&cség)(o)c(o)cz ones=c
1839 6.691 645. 2395 Irinotecan Hydrochloride D]+ 645. 23999 C33H39CINA06 Camptothecins GURKHSYORGJETH-WAQYZQTGSA-N clo=C (0‘:“:(%) a0 C/gl\ *cc(t CONICCC -Cac cCy coe
1840 6.704 511.19415 Alpha-Alectoronic acid [M-H] 511. 19101 28113209 Depsides and depsidones ZDIOCINAHISORH-UHFFFAOYSA-N e cc@ e (::))r i f;] .
1841 6. 709 574. 35779 Phosphatidylcholine lyso 20 [M-H]- 574. 35144 C28H50NOTP 2acylsn-glycero=3- XHKVQFBZSMLFNL-ATLJCPQKNA-N CCCCCC\C=C/C\C=C/C\C=C/C\C=C/ CCC,(:[,))OC(CO)COP([O’
phosphocholine: 1) C0)0CCINE () Q)
, methyl (IR, 45, 4aS, TR, 85, 9R) 4, 8, 9 triacetyloxy 1-ethenyl 1, 4a, 7 trimethyl , ; — 0-C(0CIC2-C (CCC (C=0) () C20C (=0) ) €3 (C) C (€ (=0) € CCC (C(
8 7 3.24 ! H] 513. 24585 38 —oxosteroids ) WIKVYVNYSA-
1842 6.731 513. 2431 SLa 689,10 10 octabvdro ol pheoanthrene ) carbogelate [M+H] 13. 2458 C27H3808 16-oxosteroids HPLALXTLNGTTHC-WJKVYVNYSA-N J00 e ‘
1843 6.734 467. 20972 ginnalin A [M-H]- 467. 21286 C20H20013 Galloyl esters TGKWMHUOBKCUQU-LTCOOKNTSA-N o-cloceroce et “’;fc(%)’f(g;fc(m’“)L(OM“M’“(“
1844 6.736 538. 35596 Phosphatidylcholine lyso 17 [M-H] 538. 35144 C25H50N07P Zracylsn-glycero=3- WRNNGLADZY0S JO-MSUUTHNZNA-N e CCCCAC=C/CCC (=0) 0C (C0) COP ([0~
i phosphocholine 1) GO OCCINL Q) (¢
1815 6.718 350. 23053 9-hydroxy=7-(2-hydroxypropan-2-y1) -1, 4a~dimethyl-2, 3, 4,9, 10, 10a [M+H]+ 350. 23257 C20H2804 Diterpenoids ALGYTGOYQATWBA-UHFFFAOYSA-N 0=C (0) C1 (€) CCCC2 (C3=0C=C (C=C3C (0) CC12) € (0) (C)C) C
hexahvdrophenanthrene—1-carboxvlic acid .
1846 6.748 268. 15479 Rizatriptan [M-H]- 268. 15677 CI5H19N5 Tr:ii‘;‘\'”":il""d ULFRLSNUDGTQQP-UHFFFAOYSA-N N=1C=NN(C1) CC=2C=CC=3NC=C (C3C2) CON(C) C
817 o 702 PR T3, 4,5 trihydroxy 6 LL(E) 3 (4 hydroxyphenyl) prop 2 enoylJoxymethylJoxan D Jr— P S L ROXCURLY QLI ZZXKIV FSA 0-C (0CCLOC (0C (=0) C2=CC (0) =C (0) C (0) =C2) C (0) C (0) C10) C=CC

2-v1] 3.4, 5 trihvdroxvbenzoate

3=CC=C(Q)C=C




(18, 4aS, 7aS) =7-[ [ (E) -3-pheny 1 prop-2-enoy1Joxymethy1]-1-[ (2S, 3R, 45, 55, 6R) -

0=C (0) C1=C0C (0C20C (€0) € (0) € (0) C20) C3C (=CCC13) COC (=0) C=

1848 6.763 527. 15222 o e osact o 8 2 Do)+ 527. 15234 251128011 Iridoid 0-glycosides VIQUQEWGT JRVHB-VHPPHY TLSA-N e
1819 6.772 302. 13748 Nicotiananine -]~ 302. 13577 CI2H21N306 L-alpha-anino acids KRGPXXHMOXVAMM-CTUDSAMLSA-N N[C=H] (CON[C=H] (CCNICCLC=H]1C (0)=0)C (0)=0) € (0) =0
Tihydrobenzo (6] 1, 4]dioxin 6 y1) 4 oxo 2 (trifluoromethy D) A1 N - - 0-C{OC(0) (C)CINC (C(=0) 0CT-CC-C2C (-0 C (C-3C-0C-100C0CAC
5 785 . ! 4 . : soflavones v V- ASA-]
1850 6.1 651, 18812 hronen-7-v] 2-((tert-butoxvearhonvl)aning) -3~ (IH-indol-3-v1) propanoate ]+ o119 COH2OFN208 Lsoflavones ORGFYAVNFQORY XWMPLXPASA™ 2)=C(002=C1) C(F) (F)F) CCB=CNC=6C=CC=CC65
1851 6.817 197. 15352 Chrysanthemic Acid, Ethyl Ester [M+H] + 197. 15359 1212002 mo:\‘z:zx”;?d VIMXTGUGLAOFZ-UHFFFAOYSA-N 0=C(000) C1C(C=C () O)CL(O)
1852 6.82 819. 23162 Smiglaside C (Not validated) [M-H]- 819. 23499 38144020 F“(;':r“' “"‘11 and VIYLZUDAAGEJSD-UHFFFAOYNA-N Oicmccmfwcmum(,(’mo(g:?f(;O()C)Cm)“<OC( =00) €
1853 6.831 361. 09164 Rosmarinic acid DM+H] + 361.0918 CI8H1608 C"“":f;’fwf‘ffdja“d DOUMFZQKYFQNTF-WUTVXBCWSA-N 0C G0y [C=H] (Ce1=Ce (0) L(O)CC CCII)OC( =ONCCACI=0C
1854 6.831 263. 08026 indirubin D]+ 263. 07999 CI6H10N202 Indolines CRDNMYF JWFXOCH-BUHFOSPRSA-N 0=CINC=20=CC=CC2C1=C3NC=4C=CC=CCAC3=0
- > o (25, 35, 45, 5K, 6R) 6 LL(35, 4R, 6aR, 6bS, 8aS, 14bR) 4 (hydroxymethyl) ) — — — — — 0-C(0) C10C (0C2C 6rr(r‘) {00006 (C =0 0C70C
1855 6.838 849. 36938 D N T T i R D]+ 819, 37683 421166015 Triterpene saponins RZQHYSDMLZHIRN-MCTPBCADSA-N ) (T OB TS
1856 6.813 125. 18719 Clindamycin [Ws2i]2+ 125.18713 | C18H33CIN205S | Proline and derivatives KDLRVYVGXTQDK-NOWPCOTGSA-N cecle=cle=x] (F’((i)ﬂc(l()))c[((ojr{?ﬁfﬂ(gﬁfo[c #110[c=H] O
1857 6. 856 385. 15005 2= (1= (benzold]LI, sldioxol 5 yImethyl) “2"hydroxy 5-oxo-4, 5~dihydro-1i- D]+ 385. 14999 C19H20N405 Hydantoins MCCCQARRHCMRDG-UHFFFAOYSA-N 0=C (NCC1=CC=CN1C) CC2N=C (0) N (C2=0) CC3=CC=C40C0C4=C3
iwidazol-4-v1) -N- ((-methvl-1i-pvrrol-2-vDmethvD)acetanide _ o
1858 6.859 40121713 CAPERATIC ACID DM-H]- 101. 2226 C21H3807 [‘“C“r};"ﬁizjijacids and HMJ JWFFZRCLIDN-UHFFFAOYSA-N 0-C(00)CC(0) (C(=0) 0)C (C(=0) 0) CCCCCCCCCCCCCC
1859 6.86 313. 05972 Catechin [+ 313. 06 15111406 Catechins PETAWBLAPZVEMU-DZGCQCFKSA-N 0C=1C=C (0) C2=C (0C (C3=CC=C (0) € (0) =C3) € (0) €2) C1
- , i e methyl (1S, 45, 8K, 115, 145)11-ethyl-12-0x0-7,9, 13- N IO A - — — -
1860 6.863 315. 08347 roxatetacttalE o1 07,22, (2. P tetaduen 2. & diene i carhogrlate [MeH] + 315. 08389 C15111606 Terpene lactones LEYGRBGY JYVHJL-ZKQFBGJWSA-N 0-C(0C) C1=C0C20C3C (C
Tbenzoy1-9, 13, 13- trimethyl 8 oxatetracyclol7. 4. L. 02, 2. 072, 92] tetradeca- - - .
1861 6.867 363. 19339 I7benzoy 19, 13,13 tr]mmh); f g:rtft‘r:f;c;ﬁfof 1022072, 22 tetradeca -]~ 363. 1936 23112404 Benzophenones BQTVXBUAUNSLAJ-UHFFFAOYSA-N 0C (C=1C=CC=CC1) C2=C (0) C=C30C4 (€) CCCHCAC (C3=C20) €5 (C) C
1862 6. 868 519. 25415 Deacetoxy (7)~7-Oxokhivorinic Acid [N~ 519. 25684 C27H36010 Naphthopyrans WROKSYFOSDWFHL-UQVLIQGYSA-N O-COCLECOCEN O 2O CICCO S O A O L0
50053 CEOOA QQC
1863 6. 868 203. 09045 Metani tron [+t 203, 09274 CLOHI0N4O 1,2, 4-triazines VHONQEUWZYOAEV-UHFFFAOYSA-N COL=NN=C (C2=C0=CC=C2) C (NIN) =0
- — methyl (IS, 125, 135) 13 cthylidene 18- (hydroxymethyl) -4 methoxy 8, 15— N . o Corynanthean- type R PV -
1864 6.87 383. 14978 et i o 1 00 b 05 5 02, D9 D]+ 383. 14841 C22126N204 O lploiis JBFBTBEJYNNYPY-ZXWRBSQSSA-N 0-C(0C) C1 (€C0) C2C (=CC) ON: €(00)
1865 6.87 277. 12698 Triethylcitrate D]+ 277. 12817 C12H2007 T““rzxﬁltle_ds and DOOTYTYQINUNNV-UHFFFAOYSA-N €00C (CC(CC (=0) 0CC) (C (<0) 0CC) 0)=0
1866 6.872 395. 20297 21 d]h’fim,”.?,‘"“h”xy 7,67, 8" “trimethyldispiro[bis (oxolane) [M-H]- 395. 20752 C21H3207 0-glycosyl compounds JFEFKYNVIFPFRI-UHFFFAOYSA-N 0-C10C2CC (€) €3 (0C4 (CC3) € (0) 0C (0C) €40) €5 (C) CCCC1 (C) €25
.5 [3loxatricvelol6,3,1.02 221dodecane] 2" ~one
1867 6.874 327. 21576 FA 18:2430 i) 327. 21631 C18113205 Oxidized fatty acids MKYUCBXUUSZMQB-UHFFFAOYNA-N 0-C(0) CCCCCCCC (0) C=CC (0) € (0) CC=CCC
1868 6.871 357. 13553 Matairesinol [M-H]- 357. 13437 20112206 Lignols MATGKVZWFZHCLT-UHFFFAOYNA-N €0C1=CC(CC200C (=0) €2 2(0)€(00) =
- - - - - -C(0CIC(0) C(0C (C) C10) 0CZC (0C (C) € (0) C20) 0C3CC (0) CCA-CC
8 87 5. rolioside o 4 Steroidal saponins STVGTKSVY1ZEB-GDUJLLAZSA-]
1869 6.877 765. 43903 Lirioprolioside B DM+H]+ 765. 44 41164013 Steroidal saponins KSTVGTKSVYTZEB-GDUJLLAZSA-N (08 () CBCI00E (0L (OB L () CT6 CAaC
- e T(ZS, 3R, 45, 55, 60) 3, 1, 5 trihydroxy 6 (hydroxymethy ) oxan 2 y1] " - - ; - -C{OCLOC (C0) € (0) € (0) C10) C230CC (C) (C) CC3CA=CCCHC6 () CC
43445 4 . 434 7 saponins W - A
1870 6.878 805. 43445 (125, a5, G OF 108, 115, 1200) L1 bedroey-(bedsoxumatie ) - D]+ 805. 43445 41166014 Triterpene saponins RTFKMVMUZLBFEN-HEUPFQDZSA-N (LTI CO IO (LR OICHOE
1871 6.88 471, 34668 Enoxolone [+ 171, 34686 30114604 Triterpenoids MPDGHE JMBKOTSU-YKLVY JNSSA-N e e aroco ©es
1872 6.887 349. 20126 8- (3~ ((1-ethoxy-2-methyl-1-oxopropan-2-y1) oxy) phenyl) octanoic acid [M-H]- 349. 20099 C20H3005 Phc”{;ﬂ“yﬂ“\,‘i acid BLLVLMYXVKOFGW-UHFFFAOYSA-N 0=C (0) COCCCCCC=1C=CC=C (0C (€ (=0) 0CC) (€) ) C1
(7S, OF, 115, 12K, 135, 115, 155, 16K, 175, 185, 19E, 212) 2, 15, 17~ trihydroxy 11- - 0-C(0CIC (C)C (0C) C-COCZ (0C3-C (C2-0) C-4C (-0) C (-C (NC (=0) C
g 8 79. 37744 4 9. 56N Macrolactams W K SA-
1873 589 8795774 | pethosv3. 7. 12,14, 16,18, 22-hentanethvl 6. 23, 27. 29-(01raoxo-26-[4- (ovridin- il 879.38 CAGH56N1012 lacrolactans OTBYDINP JARGKLDNQBIDSA (-CC-CCO OO COCIN O C 0 CACO) A0 NFCON (N
- o 008 5. 2010 1-T(2E, 16)-6, 7-Dihydroxy-2, 4-octadienoyl Jprolyl-N-methylvalyl-N2 [ Jr— PR D imentides IO 125 B IR QXTSI = CCOCOIONICCLICEONDOCCEONOCEED
pethvlalaninagide 000
1875 6.913 349, 25797 Oxyphenonium [M+H] + 349. 26059 C21H34N03 Bem’e"; :’;31:“‘1“"”“(‘ GFRUPHOKLBPHTQ-UHFFFAOYNA-N 0=C(0CCIN+] (€) (€C) CC) € (0) (C=1C=CC=CC1) C2CCCCC2
1876 6.921 395. 19562 Deguelin(-) [M+H]+ 395. 19589 2312206 Rotenones ORDAZKGHSNRHTD-UXHICEINSA-N 0=C1e2=0e=C30 (C:C%:CZOMCSCE:CC (00)=C(00)C=CoC14) (©)
— | (35, 45, 504~ (2, 3% -2, 3-dihydroxy-3-1 (25, 3K, 5K, 10K, 13K, 115, 175) -2, 3, 11~ N — - G-C10C () C (CC (0) € (0) (C) C2CCC3 (0) CA-CC (~0) CCC (0) C (0) CC
8 .9 . 295 -H]- 519. 29633 1 iterpenoids 0G-RJRZVDSCSA-]
1877 6.923 519. 29565 10, Lt el Gd 3 4.5 611 19 15, 16, 17 decabudren i -] 19. 296 C29H4408 Triterpenoids NEFYSBQJYCICOG-RIRZVDSCSA-N Aol
. . N o N N ) — - _— ~ . 0-CI0C (C(=0) N2CCCC2C (0)=NC (C CO)N(C) C(C COIN ) C T (0) =
1878 6.955 600. 33636 destruxin A D]+ 600. 33673 C29HATN507 Cyclic depsipeptides XIYSEKTTPHTMT-UHFFFAOYSA-N DO OO O ) ot
1879 6.958 221, 08014 3, 5-dimethyl-7-oxo-6-oxabicyclo[3. 2. 1]octane-2-carboxylic acid [+ 221,08 C10111404 Gamna butyrolactones JPRUQUGBSU-UHFFFAOYSA-N 0=C(0)C1C2€ (=0) 0C (€) (C2) CC1C
S, 3R, 45 3,4, 5 trihydroxy 6- L[ () 3 pho == = =0) C2 =
1880 6.963 161, 23773 [(25, 3R, 45, 55, 6R)3, 4, 5-crihydroxy-6-[L (&)-3 phenylprop [~ 161.23715 221122011 Tannins REBRERQNUHGTMS-PCGJYRBUSA-N 0=C(OCCLOC(OC=0) C2=CC 0 <0)c(0) c)ccoeincec
_ enovlloxwnethviloxan—2-v1] 3,4, 5 trihvdroxvhenzoat
1881 6.966 41513657 | LORES) /Sh&‘R)’E‘affhcnyl* *hgdm;v*tji‘(szv:ct‘}’\oxi{*S;(:X:TI‘('P’1’°"’f’y1>’4’ D]+ 415. 13632 20112408 Terpene lactones FZALQGCAQJLGKE-ZBUWNZDNSA-N 0=C OO CEOCICO)CC m( SR eCOmETee
N — TS, 3R 15, 55 60 1 5-dihydrony 6 (hydrosymethyl) 212, 1 b trihydrory 3 N - - A 0-C(0CIC(0)C(0) C{0CIC=2C (0) cc(o) CC(-0)Ca-CC-Cl0)CC
527. -H)- . : cosides SZU - XSA-]
1882 6.971 527. 11969 R S i) 527. 11951 261124012 Phenolic glycosides CIQDSZUZMUTHGY-FUFTYFEXSA-N 200 e
1883 6.973 170, 92853 Funarprotocetraric Acid [u-11) 170, 92581 22116012 | Depsides and depsidones VEGGRTFDFMUBPD-ONEGZZNKSA-N ACECLENHC0)=C0
1884 6.973 137. 11972 Picropodophyllotoxin DM+ 137.12 22112208 Podophy1lotoxins ¥ JGYMLPYUAXTQN-UHFFFAOYSA-N 0=C10CC2C () C3=0C o L0000 =C5)
. - - -CIN(C) CC (0) ~NC (C () =NCC (0) =NCC (0 CC (0) -NC (€ () C (0) N
8 97 . crosclerode u 51, 49CINSO sopeptides VXS UAWID-TQEAL IBRSA-]
1885 6.979 851, 31927 Microsclerodermin D D]+ 851.31209 | CA0HA9CINGO12 Oligopeptides XSZBEKMOUANTD-TQEALTBRSA-N e 0NN CL) (0 () OO 8 COCN gl
1886 7.025 316. 17493 PSEUDO-ANTSATIN D]+ 316.17545 C15H2206 Lactones NOHXYGXFTACADH-JHLBFKOCSA-N 0-C100C2 (C) € (0) (C(=0) CC3 (C1) € (C) CC (0) C230) €
1887 7,043 273. 16931 Heteropeucenin, Methyl Ether (i) 273. 16537 C16111804 Chromones KVNRDSLYCOJCRD-UHFFFAOYSA-N 0-C1C=C(0C=2C1=C (0) C=C (0C) C20C=C (€) €) C
I 7-[3-1 (D) 6-acetyloxy 2-hydroxy 6-methyl 3 oxoheptd-en-2-y1] — R — - R 0=C (0) CC1C (=CCC2C1 (C (=0) CC3 (C) C (C(0) CCZ30) € (0) (€ (<0) C=
1888 7.044 629. 27155 B T A DI 2+ 629, 27222 321116010 Triterpenoids AEGZYCGXUREGSM-OUKQBFOZSA-N (00 DL (¢
1889 7.047 131. 08652 kaempferol-7-0-deoxyhexoside [M-H]- 431. 09299 C21H20010 [ Flavonoid-7-0-glycosides HQNOUCSPWAGQND-UHFFFAOYSA-N 0=CIC0)=C(0C2=CC (OCSOL’C(CC)S)<$E’4(°) 030)=CC(0)=C12) C=4C=
1890 7.048 337.10251 3-p-Coumaroylquinic acid Di-H- 337.10001 C16111808 Quinic acids and BMRSEYFENKXDIS-FASCMTHUSA-N 0-C(0C1CC (0) (C(=0) 0)CC(0) C10) C=CC2=CC=C (0) C=C2

derivatives




1891 7.053 280. 14859 Tsocycloheximide D]~ 280. 14196 C15H23N04 Piperidinediones YPHMISFOHDHNV-UHFFFAOYSA-N =C(0)CC(C1) CC (0) €2C (=0) € (€) CC (C) €2
1892 7.057 180, 17378 Rimantadine (Flumadine) D]+ 180. 175 CI2H21N Nonoalkylamines UBCHPRBEMUDMNC-UHFFFAOYSA-N NC(0)C120C3CC (CC(C3) 1) €2
_—
1893 7.063 436, 25153 paxilline D]+ 136. 25 C27H33N04 Naphthopyrans ACNHBCIZLNNLRS-FAWQATAASA-N o-cre=cac(oeic() (L)OL“C;&)L(,Z (0) COCACC-5C-6C-CC-CCoN
- (25) 2 [2-L (R, 6K, 75, 05, 16K, 185, 195) 19 amino 6 [(35) 3, - ) ; o - P 0-C{0) CCC (=00 0) CC{=0) 0C (CC (C) CCCCCCT (0) CC () LTI C 0
1894 7.07 706. 39783 learbr il oo 16, 15 b iren st Gttt Lo a7t [+ 706. 40082 C341159N014 Funonisins UXDPXZQHTDAXOZ-CYCMICDFSA-N ) O )00 ) LY
1895 7.074 273. 18375 Galaxolidone D]+ 273. 18491 C18H2402 2-benzopyrans PGVHPYRTXBRRQD-UHFFFAOYNA-N €C1C(C) (€) C2=C (C=C3C (=0) 0CC (C) C3=C2) C1 (€) €
1896 7.075 477. 13519 Flavone base + 20, 2Me0, C-Hex D]+ 477.13708 23124011 Flavone C-glycosides JCIFZANQIXZLGH-UHFFFAOYNA-N 0=CIC=C{0C=20=C(O0) C(CDICL=2) C30C CO)CLO)C (O C3 0))
_ e =4C=CCO)=C 00 C=1
1897 7.077 419. 22565 ®-s-a ’"et“ox>'piir{{§>u hlc n%:r bu‘i‘{"‘ztihlf"f; 3@ methyTbut-2 DM+H] + 419. 22476 2412805 3-prenylated chalcones GGNVSANPVOEGI T-GXDHUFHOSA-N 0-C (C=CC1=CC=C (0C) C=C1) C2=C (0C) C=C (0C) C (=C20C) CC=C (€) C
1898 7.08 271, 01752 Canarione D1 271.01801 C1411806 Naphthopyranones NPUXQAACUNUHT X-UHFFFAOYSA-N 0-C1C=C (0) C=2C (0) =C3C (=0) C=C (0C3=CC2C1=0) €
1899 7.104 275. 13879 Indole-3-acetyl-L-valine D]+ CI5H18N203 Amino acids AZEGJHGXTSUPPG-UHFFFAOYNA-N €C(C)C(NC (=0) CC1=CN 12)€(0)=0
1900 7.106 316. 28351 Dehydrophytosphingosine (not validated, isomer of 1679) D]+ 316. 28461 CI8H37NO3 Lipids CQRNELOTFUSOTP-UHFFFAOYNA-N 0CC (N) € (0) € (0) CCCC=CCC00CCCCe
1901 7.108 193. 06279 9-Phenanthrenol D]~ 193. 06589 C141100 Phenanthrols DZK TUEHLEXLYKM-UHFFFAOYSA-N 0C1=0C=20=CC=0C2C=3C=CC=CC13
1902 7113 336. 0748 Famotidine [M-H] 336. 07318 CHIBNT0253 2"1":';‘:“5?(“‘“1 XUFQPHANEAPEMJ-UHFFFAOYSA-N 0=5 (=0) (N)NC (=N) CCSCC=IN=C (SCL)NC (=) N
- . . | 5 7 dihydroxy 2- (4_hydroxyphenyl) 6-1 (25, 3K, 4K, 55, 6R) 3, 4, 5-trihydroxy 6 — - - e — G=CIC=C (0C2=C1C (0) =C (C (0) =C2C30C (C) C (0) € (0) C30) CA0C (CO
1903 7.115 577. 22717 e o LT (o 3 ) At e 1] 577. 22791 27130014 [ Flavonoid 8-C-glycosides MVOUGOXRXQDXDC-RSPRXDBDSA-N O (O a0) on - (0) ot
1904 7.118 305. 12875 (38)-8-hydroxy-3-methyl-3, 4-dihydro-2H-benzo[alanthracene-1, 7, 12-trione -]~ 305. 12527 C1911404 Angueyelines ZAWXOCUFQSQDJS-VIFPVBAESA-N 0=C1C2=CC=C3C (€ (=0) CC (0) €3) =C2C (=0) C=4C=CC=C (0) C14
. . . 7 [[7 hydroxy I (4 hydroxy 3, 5 dimethoxyphenyl) 3~ (hydroxymethyD) 6,8 N ) - - - C1=C (00) C~-C (C-C100) C2C3-C (0C) C (0) ~C (0C) C-CaCC (C0) C2C0
. 8- - 2674 . sosides v s
1905 7.125 581. 27362 L 2.5 e -] 581. 26746 281138013 Lignan glycosides PQARNPDHS JDAGY-UHFFFAOYSA-N el
- ] - ; ; . - . - — [ AIpha_nethyldeoxybenzoin - P et () (ot 100 (et (O e (0 o
1906 7.127 301. 19992 1-(2, 4-dihydroxypheny1) -2- (3, 5-dimethoxypheny1) propan-1-one (1) 301. 19559 C17111805 ey TURHNAJ JDDLVGC-UHFFFAOYSA-N 0-C (C1=CC=C (0) C=C10) € (C=2C=C (0C) C=C (00) €2) €
n T(ZS, 3R, 45, 55, 6R) 6L (2R, 3K, 4K, 55, 6R) 3, -dihydroxy 6 (hydroxymethyl) 5 . - - — - -C(OCT0C (COC20C (C0YC (0C30C (C) C (0)C (0)Ca0) € (0) C20)C (0
g 133 957. 505 y -H]- ‘ pene saponins WYQUAPG ZKFJACKJSA-
1907 s 957. 505 [(25. 3R, 4R 5R.65)-3.4, 5~ trihvdroxv-6-nethvloxan-2-vlloxvoxan2- b 957. 50641 CISHTS019 Triterpene Sapenne IYQVAPGDARQUBT ZKFJACKISA N () C10) C4500C(0)C(0) CRCE=CCCTCE () CC(0) CO)C(Q) (COIC
1008 T o7 10831 |[@ methoxy7- (4 [(25, 3R, 3, 55, 60) 3, 4,5 trihydroxy-6- (hydroxymethyD) oxan 2- [ PR PR TsofTavonoid 0- A ———————— 0-CIC(-COC-2C=C30C0C3-C (0C) CI2) C=4C-CT(0CRC [C0)C0) ¢
Lloxvphenv1-[1, 31dioxolo[4, 5-¢lchronen-8-one glveosides 0Ca0=CCt
1909 7.205 171, 13734 delta-Decalactone D]+ 171. 13795 C10H1802 Delta valerolactones GHBSPIPJMLAMEP-UHFFFAOYNA-N €CO00C1ECCC (=0) 01
, - - - Anthocyanidin 0- — TOCT=CC (=CC (0C) ~C10) CI=[0+]1C2=CC (0) ~CC (0) ~C2C-CT0CT0C
1910 7.209 191. 11758 Malvidin-3-0-glucoside (1) 191. 11896 231125012 e PXUQTDZNOHRWLI-UHFFFAOYNA-0 D0
1911 7.214 105. 24692 ®-10, 10"“"'”“‘”’10“’(_‘q”_(‘”"”ﬂh’xy?“”"’1)’3' 4,10, 10a~ [M+H]+ 405. 25 C26H32N202 Indoles and derivatives TEFRVMKL IFGNMU-JQT JEIRASA-N 0C1=NC2 (C=C =C (0CCCCC) €3) N (C=4C=CC=CCAC2 (C) €) CC1
tetrahvdropvrinidol1,2-alindol -2-ol
1912 7.222 351. 21356 7T-beta-Hydroxylathyrol D]+ 351. 20999 20113005 Diterpenoids NVDZRSWQUPPKAT-TWGQTWQCSA-N 0=C1C (=CC2C (CC (0) € (=€) € (0) €3C (0) € (€) CC130) €2 () €) C
1913 7.224 120, 11575 |7 13 1rdibydroxy=5 (hydrdoj);]y’;erthf.vz“,o.mla" Zf“; Vozl (hydrovyphenyD) 5,4 D] + 429. 1156 2012209 | Flavonoid-7-0-glycosides XWFQRXGYJ JOFCO-UHFFFAOYSA-N 0C1=CC=C (C=C1) C2003-0C (0C40C (€0) € (0) C40) =CC (0)=C3CC20
ot 7 226 o3 sonr | 7L, oK, 105, TR, 115, 175) 3-L(2K 35, 1k, 5-dihydronyT-nethoxy 6- o w93 91195 a0 Cardenolide glycosides R G=CIO0C (=C1) C20CC3 (0) CICCCBLC (0CG0C (C)C 0)C (00 GBI
nethvloxan-2-viloxy-14-hvdroxy-10,13-dinethyl and derivative 5(0)CAC0C23C
S, AR, 55) 5~ (2, 3R, 4, 55, 6R) 4, 5-dihydroxy-6- methyD 2 (1 =C "2C > (0C20C3-CC=C () C=C3) COIC
1915 7.248 L (35, 48, 68)~5-1 (25, 3K, 45, 55, GR)~4, 5-dthydroxy G- (hydroxmethy1)-2-(4 [~ 523. 26324 24128013 Phenolic glycosides GDCHGVOUTCXBST-JALRXJJFSA-N 0=C(0CCL () Q0C{0C2C () C(0) C(OC20C3=CC~C (0) C=C3) CO) C10)
hvdroxvohenoxv) oxan-3-v1loxv-3, 4-dihvdroxvoxolan-3-vilnethvl 4- CA=CC=C(O)C
- - CCB0C (0CC (C) 0CCA (0) (0C3CC2C5CC-C1CC (0)CCCT (C) Ch (02
639. 37 stane base ~2H + 0-Hes -H]- Steroidal saponins y VHTR- INA-]
1916 7.253 639. 3717 Furostane base ~2H + 0-Hex -] 639. 37299 33115409 Steroidal saponins DFVRTHJUFCVHTR-UHFFFAOYNA-N RO 0 06
1917 7.263 998, 16118 | 2 hydroxy=d-(hydroxymethyl) "6 (Ihydroxy=3 methylbut-2-enyl) -3-[(E) “prop D]+ 298. 16489 C15H2005 Cyclohexenones FSYVGOHCWALMCX-SNAWJCMRSA-N 0-C1C (=C (C=C0) € (0) C20C12€ (0) C=C (€)€) CO
l—envl]l-T-oxabicvclo[4, 1, 0lhept-3-en-5-on
1918 7.271 282. 11319 methyl 2-benzamido-3-phenylpropanoate [M-H] 282. 11356 C17HI7NO3 Ph?;‘::l::l“e and BRQQPHKRRCUYLA-UHFFFAOYSA-N 0=C(0C) € (N=C (0) C=1C=CC=CC1) CC=2C=CC=CC2
) - T(ZS, 3R, 45, 55, 6R) 3, 4, b trihydroxy-6- (hydroxymethy 1) oxan-2-y1] ,, ) - - R 0=C{OCI0C (C0) € (0) C(0) C10) CZ3CCC (CIC (0) (€) CACI-CCCAC6 (©
2 49. 39435 -Hl- 49. 395 C C36HS "pene sa S " GPAY] U, LRNUSA-
1919 7.282 619. 39435 LR s e o R L1k L e e o g 194 1] 619. 39569 361158010 Triterpene saponins MLKQAGPAYHTNQQ-UJKXLRNUSA-N 1)) e () o
1920 7.285 284. 09009 skimnianine D]+ 284.09 C14H15N04 | Dihydrofuranogquinol ines CKDKGHDDRAMHGK-UHFFFAOYSA-N N=10=200002C (00) =C3C=CC (0) =C (00) €13
1921 7.291 583. 20343 Naringin dihydrochalcone D]+ 583. 20001 C27H34014 Flavonoid O-glycosides CWBZAESOUBENAP-QVNVHUMTSA-N o-car=coe=c m‘fé‘]éﬁ?i‘dﬁé‘é&”éﬁ%‘?f OCOCOC0)
1922 7.294 389. 16071 IR, 100 “10-acetoxy 8, 8-dinethyl2-0x0-2,8, 9, 10-tetrahydropyranol2, 3- [M+H]+ 389. 16 21112407 Angular pyranocoumarins ALKTVPEKDYZFGA-WOJBJXKFSA-N C=CI0CZ=CC-LD) C-CO=3C(0) DCICEN O OCOCENT
- flchromen-0-vl 3 methvibutanoate €32
1923 7.295 305. 08936 1, 4-dihydroxy=6, 6, 9a- trinethyl=d, 5, 5a, 7, 8, 9-hexahydro-1H- [M+H]+ 305. 08911 C15H2204 Naphthofurans FFDNVMGPKVVVOG-UHFFFAOYSA-N 0=C10C(0) C2=C1C (0) CC )CCCC3 (C)C
benzolel [21benzofuran-3-on
methyl (1S, 57, 65) -5~ (2-acetyloxyethylidene) 4 [2- (2 (1" - N - 0-C(0C) C1-COC (0C20C (C0) € (0) € (0) C20) C (-CCOC (=0) C) CICC (=
21 . 605. 18 ) i ’ 4 5. 181 34014 rpene glycosides ODJATSNRGA-K SA-
1924 7.297 605 18787 | | e Lot by LIl (95, 3 15, 59, 6R) -3 4 5 r fhudroxyote D]+ 605. 18408 C27H34014 Terpene glycosides DKRXODJATSNRGA-KIOY JQFDSA-N OOt (ot
1925 7.298 348. 11127 Adenosine Monophosphate [M+H]+ 348. 11115 clomnsorp | Purine “,b“_“f“:tec"”de UDMBCSSLTHHNCD-KQYNXXCUSA-N 0=P (0) (0) 0CC10C (N2C=NC=3C (=-NC=NC32) N) C (0) C10
1926 7.299 515. 33972 arthrobactin D21 24 515. 33728 C201136N409 lydroxy fatty acids BPEXJHGGARTCIR-UHFFFAOYSA-N COICO C)CC (0) =NOCCCEN @) C =0
= T T S e N ey T e psvm e e = = = =
1927 7.3 197, 30975 (1 "5-1(15, 25, 3R, 41031 (4€) “hex~4-enoy  I"6-L (28, 48) “hexa2, 4-dienoyL] [~ 197, 30447 28113108 Cyclohexenones CXTHBIKTPKURBP-XPTVNQETSA-N 0=CL0CCI0)=C10) (O L0 0C=CO B L) (O c2cl
5. 7-dihvdroxv—4, 7-dinethvl -8 oxobicvclol2,2, 21oct-5-on-2-v11-4-hvdroxy— CE0C 30)C
2Ll e byl 8 oxobicvclol2,2.2loct-dono v LA hvdroxy
1928 7.3 a7 17287 | [0 chloro 3 TUE3D35 Id]”"['jf‘}:‘\ llh‘cnp, ;‘i\,lﬁsi]ctﬁ] Trmethyl76, §dioxo"2t D+ 107. 17319 C21H24CINO4 Azaphilones DOUKEKLEUAGITQ-NJHPPEEMSA-N 0=C(0C1 (€ (=0) € (C1) =C2C=C (C=CC (=CC (€) CC) O)NC=C2C1=0) ) €
1929 7.301 307. 0856 (-)-Epigallocatechin (EGC) D]+ 307. 082 C15H1407 Epigallocatechins XMOCLSLCDHWDHP-TUODEOHRSA-N 0C=1C=C (0) C2=C (0C (C3=CC (0) =C (0) € (0) =C3) € (0) €2) C1
1930 7.301 177. 1266 geraniol [+ 177.13 C1011180 Acyelic monoterpenoids GLZPCOQZEFWAFX-JXMROGBISA-N
1931 7.302 350. 21988 (3R, 55, 17R) ~3~hydroxy-10, 13-dimethy lhexadecahydro~1H- [M+2H] 2+ 350. 22 C19H34CINO Androgens and QUJWGPKTCDNZHS-YHGFUEDJSA-N
velonentalalphenanthren-17-aniniun chloride derivative
1932 7.303 236.09065 | 1-(4-hydroxy-2-oxo-6-[ (IE)-prop-1-en-1-y1]-2H-pyran-3-y1} butane-1, 2-dione D]+ 236. 09027 C1211205 Aryl ketones CEVGSSZDDUFFQV-HWKANZROSA-N 0-C10C (C=CC) =CC (0)=C1C (=0) € (=0) CC
1933 7.303 353. 22754 Anileridine D]+ 353. 22235 C22H28N202 Phenylpiperidines LKYQLAWMNBEN T-UHFFFAOYSA-N €00C (=0) C1 (CON (CCC2=CC=C (N) €=C2) CC1) C1=0C=CC=C1




1934 7.306 329. 23157 FA 18:1430 [~ 329.2312 C18H3405 Oxidized fatty acids MDTUMSLCYTJBQC-UHFFFAOYNA-N 0-C(0) CCCCCCCC (0) C=CC (0) € (0) CCCCC
1935 7.31 385. 1658 Schisandrin C D]+ 385. 16501 2212406 Hydrolyzable tannins HTBWBWWADZJXID-TXEJJXNPSA-N 0(C1=C2000C2=CC3=C1C4=C (0C) C=50C0C5C=CACC (C) € (0) €3)C
1936 50, 15912 2R, 35,15, 5F, 61 2 ([ (28, 3%, 2103, 4-dihydroxy 5 (hydroxymethy ) oxolan-2 D 50, 18716 conmzot | Tty eevl Elyeosides of DTDTSCRPTXDAD] COUTTLRSA N 0CT=CC=C (C=C1) CCC (0CZ0C (COC30C (C0) C (0) C30) C (0) € (0) C20)
Lloxvnethvl1-6-[4- (4-hvdroxvohenvl) butan-2-vioxvloxane 3. 4. 6-triol wono- and disaccharides c
1937 7.346 315.19052 | 14- (hydroxymethyl) -5, 9-dimethyl tetracyclo[11. 2. 1. 02, 22. 02, ?]hexadecan-5-0l D)+ 315. 19052 19113202 Kaurane diterpenoids LZAZGDZVFQSCRO-UHFFFAOYSA-N 0CCICC2300C4C (0) (€) CCCCA (C) C30CC1C2
1938 7.316 476. 27585 LPE 18:2 [~ 1476. 27609 C23H44NOTP Lipids DBHKHNGBVGNQE-UHFFFAOYNA-N 0-C(0CC (0) COP (=0) (0) 0CCN) C cce
- - ; 0-C{OCIC (0C (0CCC2-CC-C (0)C (0)=C2) € (0) CI0C30C () C{0) C (0
. 24084 chinacoside 4 9.2 35 sosaccharides SBUX - ISAKITKMSA-
1939 7.349 809. 24084 Echinacoside DM+H] + 809. 23999 C35H46020 Oligosaccharides SBUXLDOLNLABB-TSAKITKMSA-N 200 COCI00 00 C (00 C () CAD oL () . (0) o
1940 7.357 383. 29346 Geranylgeranyl 1, 4-hydroquinone DM+H] + 383.29199 26H3802 Diterpenoids FIPAQYYZFDCRDD-FPFAZNTGSA-N 0C1=C0=C (0) € (=C1) CC=C (C) CCC=C (€) CCC=C (€) CCC=C (0) ¢
1941 7.362 611. 20062 Dihydrohesperetin-7-0-neohesperidoside [M-H] 611. 19812 28136015 Flavonoid 0-glycosides TTVGXXMINPYUHD-UHFFFAOYNA-N m(]:(/(0>L:(/((‘(T(((,;?,)(((;;((((J?z,(;)( e (’0)( (@ G0c30
1942 7.362 635. 19659 Neohesperidin Dihydrochalcone Do)+ 635.19 281136015 Flavonoid O-glycosides TTVGXXMINPYUHD-CUVHLRVHSA-N 0=C(CI=C(0) C=C 0C20C D L) CO) GrEGRoRoED
C=C10) COCI=CC=C 00V C(Q)=Cd
1943 7.37 285. 06439 Indigo Carmine DM+H] + 285. 06345 C16110N202 Indolines COHYTHOBJLSHDF-BUHFOSPRSA-N 0=C1C=20=CC=CCNC1=C3NC=4C=CC=CCAC3=0
1944 7.37 593. 24634 Pantethine D]+ 593. 24792 cozmvtosse | Bet d“‘“;]"\“dzf‘df and DJWYOLJPSHDSAL-UHFFFAOYSA-N OCENCCSSEEN-CO CAR-COI O C O O O ER-COCO € (C
, ) I T3 (acetyloxy) 1,6 dihydroxy 8 (hydroxymethyl) 4, 12, 12, 15 tetramethyl 5 N ) N Y 20) CACT (00 (
1945 7.371 527. 20685 atetractclol 50.02.2.02 2lpentadecs 4 B disn Uyl (B2 etk it D21 24 527. 20416 27113608 Phorbol esters PCASZNXKLGTEGB-MDWZMJQESA-N
1916 7.375 101. 30441 5157 (“““yl"”"““"—"“’l’2v4%"tr§mvlhyl*7*ox<r.3,_1,8,$zrtvlwhydf“’2H’ [M+H]+ 401. 30591 C22H3105 Colensane and clerodane OLDFOHABNQZMKB-UHFFFAOYSA-N 0=C (0CC1=CC (=0) CC2C1 (€) CCC (C) €2 (C) CCC () CC (=0) 0) €
naphthalen-1-vl1-3-methvlpentanoic acid diterpenoid,
1947 7.383 314. 26846 Dehydrophytosphingosine (not validated) - 2H DM+H] + 314. 2691 CI8H35N03 Lipids WIVXZQFWOVANTTH-AQASXUMVNA-N CCO0CCCOC\C=C\C=C\CE (0) € (0) C(N) CO
1948 7.381 s57.06m |2 (3 hydroxy'6 "‘e‘h”he‘;‘ naoef':\rin“; L;rf‘ ’"elt:yib‘j“ ZrenyD 2, 3-dihydro-l D]~ 357. 22589 22113004 Counarans GZLIPAFSJXROEC-UHFFFAOYSA-N 0-C(0) C=1C=C (C=20C (CC2C1) € (0) (€) CCC=C(C) ) CC=C (C)C
1019 - 63, 1557 Tda, 7 dihydroxy 7 methyl-1-[3, 4, 5 trihydroxy 6 (hydroxymethyl) oxan 2 o 63, 15529 2012 Iridoid 0-glyeosides L GPYNKGLEKBLA VDL TIQZSA N 0=C(0CICC (0) () C2C (0C=CC120) 0C30C (CO) C (0) C (0) C30) C=CCA
1loxy 1,56, 7a-tetrahvdrocvclopentalclovran-5-vI1 (B)-3-(4
, . N ($)-1- ((7-acetamido-1, 2, 3- trinethoxy-9-0xo 5, 6, 7, 9 N - o Gamma_amino acids and S G=CIC=C2C (CC=CINCCCC 0C0C1=C3) C5-C (00)C (
1950 T8 626. 2533 tetrabvdrobenzolalhentalen10-vD) aning) N (benzold1(1. 3ldioxol - L 626.25 CA3HITNIOS derivative PQOCSSYRLUIAGGDEOSSOPVSA™N 00)=C(00) C=CHCCCINC (=0)C.
1951 7.392 328. 1402 1-0-trans-cinnanoy1-beta-D-glucopyranose D] 2+ 328. 13907 C1511807 O-cinnamoyl glycosides CJGRGYBLAHPYOM-HOLVINUNMSA-N 0=C(0C10C (€C0) € (0) € (0) C10) C=CC=20=CC=CC2
1952 7.399 351. 25076 1, 2-dihydroxyheptadec-16-en-4-yl acetate DM+H] + 351. 25055 C19H3604 Long,.?l::nf-my MFLWBVVCONPUBA-UHFFFAOYSA-N 0-C (0C (CCCCCCCCOCCC=C) CC (0)C0) C
) ) | Gn.8%9%,21 —3—[(6—0—\cec;1—1—o—penmpymmsy1hexopymnosy]>uxy]—1z, 16 ) » , ) ; - (R —— 0=C(0) C (=CCCC (0 CIC () CCZ (C)C
1953 7.406 823. 44666 N [M-H] 823. 44849 43168015 | Cucurbitacin glycosides IRXTEUDBDWXTTL-NKVVMBDVSA-N D) OCE0CE (01 (0) CEONC (o L
. — ) TethyT (IS, 55, 05, 10K, 150 15~ Cacetytoxs) 5-hadrony 4.5, 7, 10, TL 1T I — o - P - — O NN T =N G EE =N OITH
1954 7.415 199. 31714 e o e o s Lo L 10, . 5. 00 25, 02, 29 07 Flnoadeca. 1] 199, 32227 2813608 Steroid esters JYWRCSAWBUATFO-KRRNMHNDSA-N OO (e
1955 7.425 356. 24191 Pesticided Piperonyl butoxide C19H3005 Butacide D]+ 356. 24301 CI9H3005 Benzodioxoles FIPWRTJSWIWJAT-UHFFFAOYSA-N 01C=20=C (C (=CC20C1) CCC) COCCOCCOCCCC
1956 7.43 388. 19675 Alfuzosin D]~ 388. 19904 CI9H27N504 Quinazol inamines WNMJYKCGNZFFKR-UHFFFAOYNA-N N=CINC (=NC=2C=C (0€) € (0C) CC12) N (C) CCON=C (0) C300CC3
1957 7,439 159, 09171 oroxindin i) 459. 09329 221120011 Flavonoid 7-0- LNOHXHDWGCMVCO-NTKSAMNMSA-N G=C(0) CLOC(0C2=CC (O)=C: C0C3=C200) CAC-0=CCaIC
glucuronides ©coco
; - (ZaS, 6aS, 8a5) 10~ (-acetanido 3 methy 1buty]) 6a, 8a, 0 Lrimethyl- ] ) - — G=C (0C1CCC2 (C) C (CCCACZ0CCA (€) C5C (=€ (050034) CCC (C) CNC (
95 ¥ 500. ¢ 4 “31HA9NOA QJLRTCHBT T-FWVIVEMUSA-]
1958 7.441 500. 37161 S e e o 8 e S 1L 15 1o ot e [MeH] + 500. 37 31119804 NNRLQJLRICHBIT-FWVIVENUSA-N OO
1959 7.445 256. 09549 Toradol DM+H] + 256. 09683 C15H13N03 Aryl-phenylketones OZWKMVRBQXNZKK-UHFFFAOYNA-N 0=C (0) C1C2=CC=C (C (<0) C=30=CC=CC3) N2CC1
1960 7.446 287. 20041 Androstenedione DM+H]+ 287. 20056 C19H2602 “;‘di‘]’\gi:‘f “2“ AEMFNILZOJDQLY-UHFFFAOYNA-N 0-C1C=C2CCC3CACCC (<0) €4 (€) CCC3C2 (C) CC1
1961 7.448 303.19485 2-Methoxyestradiol [M+H] 303. 19501 C19H2603 r;tz(f:"': and CQUADQWUFQDJMK~ZGPDX JMCSA-N 0C=1C=C2C (=CCLOC) C3CCCA (€) € (0) CCCAC3CC2
1962 7.449 299. 09183 <22)"1’E”dlhy"“""2’[(3;"‘?:2’;" Jt}:;x’"h“"'l)m“hyl'd‘\"c'717 [M-H]- 299. 09195 C16H1206 Aurone flavonoids WKEOZXMSVNVPCH-RZNTY TFUSA-N 0=C1C (0C=2C=C (0) C=C (0) C12) =CC3=CC=C (00) € (0) =C3
an-3-o
1963 7.451 137. 13232 nyreene DM+H] + 137.13 CI0H16 Acyelic monoterpenoids UAHWPYUMFXYF JY-UHFFFAOYSA-N €=CC(=C) CCC=C (€) €
N . (IR, 3E, 5K, 7S, 11K, 12K, 135, 145) 1, 13 bis (acetyloxy) 3,6, 6, 14 tetramethyl 10 : — - - — 0-C(0C1C (=C) CCC2C (C=C (C(=0) (3 (0C (=0) C) CC () C (0C (=00 C) C
’ ) 4 : s WEM PNWNLVJFSA-
1964 7.452 483. 23553 el brene 2ot eneta 10,3 0. 09, 2 loet e ] Lol sotate DM+H] + 483. 23532 2613607 Diterpenoids WEMPZQDTRPRONA-PNWNLV JFSA-N O O0C
1965 7.452 270. 17044 4-oxo-4- (3-oxodecan-2-ylamino) butanoic acid (i) 270. 17108 C14125N04 N-acyl amines DGBNCMKQNOJ CFB-UHFFFAOYSA-N 0=C (0) CCC (0) =NC (C (=0) COCCCCC) ©
- - ; U, I o | N-carbanoyl-alpha amino I - o OC(:I\C(C("IC’CC’(‘CI)C(O)(‘C(h C(O)C(h C{ONC) CC-2N=C (S
1966 7.459 719. 30804 Ritonavir (-1 719. 30548 comiasNe0ss2 [ o T e e o NCDNCNXCDXHOMX-UHFFFAOYNA-N AP A AV AL
X ) 6 (13, 17-dihydroxy 7, 7, 12, 16 tetramcthyl 6 (3, 4, b trihydroxyoxan 2 . - ; ] T D D T O SR
X . 3834 ’ -H]- 9.38513 35He urbitacin glycosides s ~DJKKODMXSA-
1967 7.466 619.38312 | T 2 0,02 02,9099 99locadecim Gl St lbant o [M-H] 619. 3851 3515609 | Cucurbitacin glycosides LIFSGPPJRHEFEY-DJKKODMXSA-N 00 CCCEACCIRCC 00120 ‘
1968 7.467 413. 21765 purpactin A [M-H]- 413. 21661 2312607 Diarylethers NUYFKDBCHFKOBT-UHFFFAOYSA-N O-Croce2-cet=cc(o ’““u’();“c“ o=crcueenoece
1969 7.48 432. 22995 1L 12-dihydroxy=13-methoxy1, 5, §-tr methyl-3~(2-methyLpropyl) = [M-H] 132. 22992 25139N05 Aspochalasins VMCFTVWDHVNSOB-UHFFFAOYSA-N 0=C10C(0C) C(0) C(0) CCC(=CC2C=C(O)C(C)CRCIN=C(0) CIZ3) €
1L 211, 311 411, Gall, 911 10 201 L3IL 141 150, 15bl-cveloundecalelisoindole 00C
1970 7.485 587.1543 L(2R, 35, 45, R, 65)6-[4-[ () 3~ (2, &-dihydroxyphenyl)~3-oxoprop~1- [MeH] + 587. 15234 30128011 Flavonoid 0-glycosides FCYCVETXTGNXBR-CMUGP JGNSA-N 0=C{OCCIOC(0C2=CC=C (C=CC (=0) C=CC=C () C=C30) C-C2) L) C
envilohenoxvl-3, 4, 5-trihvdroxvoxan-2-vilyethvl (B)-3-(4- ©)C10) Q=4
. - . - . 0-C (0) C70C (0C2CCC3 (C) (CACC=CLC5CC(C) (C) CC (0005 (C) (CCCT
1971 7.486 795. 45044 Soyasapogenol B base + 0-HexA-Hex [M-H] 795. 45752 42168014 Triterpene saponins OKTHRVKXRCAJFQ-UHFFFAOYNA-N (L0 (e (0 () (011 (B0 (0 L) L B0 1
. N . - N R 0-C{OCLCC(0) (C (=C=CC (CC=CC (=CC=CC=C (C=CC=C (€ (=0) CC230
E coxt 4 ¥ ) Ye Als - N A
1972 7.494 659. 28058 Fucoxanthin D22+ 659. 27808 C42H5806 Xanthophylls S JWNTRQNNRNTPU-ABBNZJEMSA-N O D2 OO CELOE
1973 7.541 349. 98532 PFAP-N_PFOSE i) 349. 9892 C6HILF5NOGPS PFSA BGGDX JKUDZPPBR-UHFFFAOYSA-N 0=P (0) (0) OCON(CO)'$ (=0) (=0) C (F) (F) C (F) (F) F
, , - - - TC1(0) CCIC-12 (CCLC=13(C) C (-CCCAC=15 (O CLC- (0) (G- (
’ 1 -G1u-28-Glu-Bayoge 1~ CA2H68015 ‘pene saponins ZUTLGDNVKPMVTA-YRTOFAGUSA-]
1974 7.519 811. 44879 3-Glu-28-Glu-Bayogenin (NVR) [M-H] 811.44855 C42H68015 Triterpene saponins ZUTLGDNVKPMVIA-YRTOFAGUSA-N 60T () et ) TetLl (O ttle0) L1y ()i
1975 7.551 169. 01572 Gallic acid -]~ 169. 01425 CTH605 Phenolic glycosides LNTHITQWFMADLA-UHFFFAOYSA-N 0C(=0) C1=CC (0)=C ()€ (0) =C1
1976 7.561 22211174 Pesticide3 Carbofuran CI2HI5NO3 Furadan D]+ 222.112 CI2H15N03 Counarans DUEPRVBYGDRKAG-UHFFFAOYSA-N 0C (2NC) 0C1=CC=CC2-C10C (€) (C)C2




1977 7.623 304. 26459 Fenpropimorph DMt + 304. 26349 C20H33N0 Phenylpropanes RYAUSSKQMZRVAT-UHFFFAOYNA-N cecee 1)€(0) (0)€) N20C(0)0C (€) €2
1978 7.624 390. 28265 Roquefortine C [M+H]+ 390. 27811 C22H23N502 Pyrroloindoles SPWSUFUPTS JWNG-L IMLNZRCSA-N O=CIC(N=C (0) C2NICHN C"“”CC:’CCNCS“&(“)C(H) QREEE
1979 7.65 284. 29617 I-desoxymethylsphinganine [M+H] + 284. 29401 CITH3TNO 1, 2-aminoalcohols UGVBFHUWZNNK TK-QGZVFWFLSA-N 0C (CN) CCOCCC0CCeeeeee
1980 7.662 172. 16907 Chrysanthemyl Alcohol [M+H] 172. 16959 C10H180 mo:\‘z:zx”;?d HIPTENNKY JOMAP-DTWKUNHWSA-N 0CCLC(C=C(C)C)CL(C)C
" o 7am T3, 4, 5 trihydroxy 6 (hydroxymethy ) oxan2—y1Joxy 9- (3, 4, 5 - ) ; v ; - ) " G=C10CC2CC3-C (0CA0C (C0) € (0) C (0) C40) C=50C0C5CCaC (C6-CC
z 599. 172 : s 599. 17352 28132012 Lignan glycosides ATASCMUTMHGHU-U SA)
1981 7.664 599. 17377 rinetbohot) o 6 B 9 gt rabdte A (2 henagturalt. 5 [MeH] + 599. 17352 28132013 Lignan glycosides PATASCMUTMHGHU-UHFFFAOYSA-N 00O el
1982 7.668 199. 12221 Tacrine [M+H] + 199. 12297 CI3H14N2 Acridines YLJREFDVOTBADA-UHFFFAOYSA-N N=C1C=20=CC=CC2NC3=C1C0CC3
1983 7.669 254. 17445 MWPL-dm D]+ 254. 17506 C14H23N03 | Tyrosols and derivatives CUKXSBOAT JTLRY-UHFFFAOYNA-N €C(€)NCC (COCT=CC=C (C=C1) €C0) 0
1984 7.679 292, 18994 | (48876, 7-dihydroxy-L, 1"“’"’“‘“"17;'“:’ 10, 10a-tetrahydro-2H-phenanthren- (M4 292. 1907 1712203 Diterpenoids JMBKXUYCBVKSSY-OMOCHNIRSA-N 0=C102=CC (0)=C (0) C=C2C3 (C) CCCC () (C) C3C1
T hvdroxy, 4 — —C1C (=COC=2C=C (0CC=3C=CC— )= "12) C=10=C
1985 7.684 149. 22769 Irigenin, 7-Benzyl Ether [M-H]- €25H2208 3 ~hydroxy, 4"~ WSKWDXWDEFVUKX-UHFFFAOYSA-N 0=CIC(=C0C=2C=C(0CC=3C~CC CCS),C(,OC) C(0)C12)C=ACCOC
nethoxvisoflavonoid 00=C00C4
- ) - TCI(C) CC(0) C2 (€) CCC3 (C) € (-CCCACH (0 CCC (0T60C (C (01T (0)C
.68 X Soyasa a -H]- 57. 506 8 iterpene saponins WFRQIKSNAYYUJZ- INA-1
1986 7.684 957. 50177 oyasaponin Ba [M-H] 957. 50647 C48H78019 Triterpene saponins FRQTKSNAYYUJZ-UHFFFAOYNA-N 0C0C(C0)C (0 () CBCE0C (00 L)L) B C.L0)-0) CLC) (o
1987 7.69 433.09933 Reynoutrin [M-H]- 433.10001 C20H18011 | Flavonoid-3-0-glycosides PZZRDJXEMZMZFD-ODPGBAFUSA-N O=CICOC20CC O C 0 C20) o)( (((ZJ((IO)jti OCCOer)ce-cee
1988 7.695 38020721 |2 LD 7"1'"’”}"”']“““’2'6’(“ezyli:7hydr"m‘he"y]]777hydmm\'h"“"‘e"f [M-i1) 389. 20807 25112604 Isoflavones ZBHUUXLHDOUMKM-REZTVBANSA-N 0=C1C(=C0C2=CC(0) =C0=C12 o Ce(0)=c ©c
1989 7.706 281.14209 4-(2, 6-dihydroxy-6-methylheptan-2-y1) ~3-hydroxybenzoic acid [M-H]- C15H2205 Sesquiterpenoids YOUWMGPYKGLQQF-UHFFFAOYSA-N 0=C (0) C1=C0=C (€ (0) =C1) € (0) (€) CCCC (0) (€)
1990 7.707 326. 14691 6~ (2-aminopyrimidin-4-y1) ~4-butyl-7-hydroxy-8-methyl-2H-chromen-2-one DM+H] + 326. 14999 CISH19N303 7T-hydroxycounarins KMPDNLY TCWJCPY-UHFFFAOYSA-N 0=C1002=C (C=C (C=3N=C (N=CC3) N) € (0) =C20) C (=C1) CCCC
1991 7.707 274. 27383 TSOPALMITIC ACTD D]+ 274. 27405 C16H3202 Long-chain fatty acids ZONJATNKKGGVSU-UHFFFAOYSA-N 0-C (0) CCOCCCCCCOCCe (€) C
1992 7.71 455. 13159 (2R, 35, 45’“[{’6?)’”’[(25"”?’ '1R>"%’_'1",11hyd"””’q’()‘ydm“"'f"hy]”’X“l"‘"’z’ [M+H] + 455. 13141 C19H28010 0-glycosyl compounds UWKRNCNWJVCHGZ-DERWZF JFSA-N 0CC10C (0CCC=2C=CC=CC2) € (0C30CC (0) (C0)€30) € (0) C10
11oxv-2- (hvdroxvmethvl) -6~ (2-phenvlethoxy) oxane 3. 4-diol
1993 7.719 192. 13783 DEET DMt + 192. 13829 CIZHITNO | N, N-dialkyl-mtoluamides MMOXZBCLCQITDF-UHFFFAOYSA-N CoN(COIC(C )=C1)=0
1994 7.733 s57.2634 | 01O (S’h"d“’”’d”“cth""y')h;“’il,):li’ms\’i’o‘ ’1ju?" 311h0x£'hy'dr°“’r°[3‘41““”"’ [M-H]- 357. 2594 2012206 Furanoid lignans VRHZMFGDDGFRLP-UHFFFAOYSA-N 0C1=CC (=CC=C10C) C20CC3C (0CC23) C4=CC=C (00) € (0) =C4
1995 7.733 325. 20099 FA 18:3+30 D)~ 325. 20071 CI8H3005 Oxidized fatty acids PLHUEKVESBJ TRC-UHFFFAOYNA-N 0-C (0) CCOCCOCC (=0) C=CC (0) € (0) CC=CCC
- o (25, 3K, 45, 5R) 2 (12 hydroxy 22_(2 hydroxypropan 2 y1) 3,8, 8, 17, 19 L Cycloartanols and — A 0CIC0C (0020 Z(0)0) 06 (C)C(0) C780C (CC {00
1996 7.752 617.36725 O etiel 93 ot M1 617. 36951 3515409 e LTVCFOSNIVVOBK-RSGHPYSYSA-N ()08 (R0 () a0
o e - o o S - - ; B o OGO B O CO LB (T O e
1997 7171 663. 37299 Medicagenic acid base + 0-Hex [M-H] 663. 37347 36156011 Triterpens ssponins XCHARTTTZLLEBL-UHFFFAOYNA-N (0 (0B (oA (O (00 (3O 1))
1998 7.773 391. 23688 Periplogenin [M+H]+ 391. 23999 2313105 C“{ fi"i"\}‘:jfi and QJPCKAJTLHDNCS-FBAXFMHRSA-N 0=C10CC (=C1) C20CC3 (0) CACCC5 (0) CC (0) CCC5 (C) CACCC23C
1999 7.774 221. 0811 Monoisobutyl phthalate [M-H]- 221. 08194 C12H1404 Benzoic acid esters RZJSUNQGFCHNFS-UHFFFAOYSA-N €C(€) C0C (C1=CC=CC=C1C (=0) 0)=0
2000 . 1707245 B, 1R, 6, 107, TTaR)—-hydroxy-10- (rydrosyme thy]) -3-methy 1 derie-2-ox0- o pp— 1805 Germacranolides and T 0-CC1=C000 (200200 (0) C{C) C2C (0) 1) O
a.4.5.8.9, 112 hexahvdrocvelodecalblfuran-6-carbaldehvde derivativ
e TC=C (002 (0 - 30y =CC(0) =012 Cole=
2001 7.787 431. 09491 Apigetrin [M-H]- 431.09399 2120010 | Flavonoid-7-0-glycosides KNOUJOKENFFTPU-GNDFHXLGSA-N 0=C1C-C{0c2 CC((’”OC(C(”%?LC\(S?”O) CC0)=C12)C4e=CC
2002 7.801 252.12329 N-[1- (4-me thoxy~6-oxopyran-2-y1) ~2-methylbutyl]acetamide DM-H]- 252. 12413 CI3HI9NOA P(Vij'l‘i’"‘fi ‘L‘“d LFXMHS JWYXKODV-UHFFFAOYSA-N 0=C10C (=CC (0C) =C1) € (N=C (0) €) € (C) CC
2003 7.807 433.11081 Aloenin D]+ 433. 11099 C19H22010 Phenolic glycosides KFJNVVJUICKJEQ-LADZTQBFSA-N O=Crocceo0 =ce=2e ((“Ué(“’x(U)L(“MU) ~ceo=cez
2004 7.82 173. 11754 FA 9:0+10 D] 173. 11819 C9H1803 Oxidized fatty acids XBUXARJOYUQNTC-UHFFFAOYNA-N 0=C (0) CC(0) C0CCCC
2005 7.823 184. 13998 Uridine 5_—triphosphate [M-H]- 484. 14001 C9H15N2015P3 r{gf;;"‘{‘i;"?de PGAVKCOVUTYSFO-XVFCMESTSA-N OZCH\ZC(O)CZCNMOC(COP(:O(), ?OF(:O) (©0P0) ()0)C(0)
)
2006 7.829 119. 13232 liquiritin [M+H]+ 419.13 2112209 Flavonoid 0-glycosides DEMKZLAVQYISTA-KKPFLKTHSA-N 0=CIC2=00=C (0) C=C200 (CHC; gl(ouloc COCOCOCI0CCs
2007 7.867 171. 10194 FA 9:1+10 D]~ 171. 10181 C9H1603 Oxidized fatty acids WLGDDELKYAWBBL-UHFFFAOYSA-N 0-CCC0CCOCC (=0) 0
2008 7.879 360. 13171 Rabeprazole [M+H] 360. 13763 CI8H21N3038 | Sulfinylbenzimidazoles VYREYEVIYCVEV JK-UHFFFAOYNA-N 08 (C1=NC=20=CC=CC2N1) CC3=NC=CC (0CCC0C) =C3C
, N - I o U Ferulic acid and - — — ofcmccaoc<ocmc(coc<fn>r)c<oc(fo)c)c(n>r1<oc(*0>C))(c
2009 7.879 861. 25421 Smiglaside C (Not validated) + lAcetyl [M-H] 861. 24689 CA0H46021 it 0GAPXYQOTTOKDV-UHFFFAOYNA-N OO0 (00 ) )t
, ® -2 (21, E*trimcthovacnzvlidcnc) 52,34 trimochoxvphcnvlm, = ) - R e S o e e e
882 71.18 k +H]+ 571. 30128 car diarylheptanoids VZBHTVPNWMIBE-WYMPLXKRSA-
2010 7 571. 18127 ihvdro-2H-furel2 3-Flchronenc-3. 7-dio 1] 71. 17999 C30H28010 | Linear diarylheptanoids GYZBHTVPNWMIBE-WYMPLXKRSA-N (0500 (00500
011 . J— LR35, 15, 5%, es) 6-C(25, IR, 58, 65) 2-[2- G, 1 Tihvdrosyprem DS T D 155, 23706 0018 | Flavono d30-glycosides T ——— 0-C (0CCI0C (0C2C (0) € (0) € (0C20C=3C (=0) C=4C (0) =CC (0) =CC40
dihvdroxv-4-oxochromen-3-v1loxv-4, 5-dihvdroxv-6-methyvloxan-3-vlloxy- 4 5
) [5-ethenyl 3-hydroxy-4(3-hydroxyprop-1-er 3-methoxy3-oxoprop- 1 . - - — - ) C0)
2012 7.885 T I O T Sy [+ 191. 12585 2313209 | Elemane sesquiterpenoids IWDKJDOUNOTZPS-PXNMLYTLSA-N 9o
2013 7.888 345. 09595 Eupatorin [M+H]+ 345. 10001 CI8H1607 7’?;"}“:'::%3“’“ KLAOKWJLUQKWIF-UHFFFAOYSA-N 0=C1C=C(0C=2C=C (0C) € (00) =C (0) C12) 0C(00)=C (0) €3
2014 7.908 438. 25751 Bimatoprost D+ 438. 26099 C25H37NO4 P;"ljigj "jf'":‘fm’;‘d AQOKCDNYWBIDND-GCYMYTANSA-N 0=C(NCO) CCCC=CCCTC (0) CC (0) C1C=CC (0) CCC=2C=CC=CC2
2015 7.921 370. 13816 Fleroxacin (Quinodis) D]+ 370. 13699 CITHISF3N303 Q”]“"h“,‘e‘;;_rb”y“c XBJBPGROQZJDOJ-UHFFFAOYSA-N 0-C(0) C1=CN(C2=C (F) C (=C (F) C=C2C1=0) N3CCN (€) CC3) CCF
2016 7.942 323. 08047 Salidroside [M+H]+ 323. 07999 C14H2007 0-glycosyl compounds ILRCGYURZSFMEG-RKQHYHRCSA-N 0C1=C0=C (C=C1) CC0C20C (C0) € (0) € (0) €20
o1t 7 om0 7900573 | & 1 OTmarony - (125, 3R, 18, 5K 605, 1, 5-Ur Thydrosy =6~ (hydroxsmethy D oxan- o~ 179, 09613 2120013 | Flavonoid 3.0 glycosides T TEyw——— O=CIC{0C20C COYC{0)C {0 C20) = OC=3CC ) (= O) I T-IC
—v1loxv2- (34,5 tribvdroxvohenvl) chroen—4-one _ —CC=CO)Cl
2018 7.952 128. 33258 Dendroamide C [M+H]+ 428. 32901 C21H24N605S3 Macrolactams VBKOUAVWXRGGDI-UHFFFAOYSA-N o—cn\c(wnc(c@o)n(cjg)sg!g( ) )C(;((:))NL,(C/Lkalbe/L)CCb
2019 7.952 48111157 Rhodiolin D]+ 48111301 25H20010 Flavonolignans POVCYOFRCMBVKD-LMNTDFBRSA-N O-CICO=Coc2-C30cCoc (o 1) C4=Ce-CO 0

=C4) C=5C=CC(0) =CCH




2020 7.974 250. 17645 N, 0-Didesmethylvenlafaxine Do)+ 250. 18016 C15H23N02 Cyclohexanols MMSWX JSQCAEDLK-UHFFFAOYNA-N CONCC (C1=0C=C (0) C=C1) €1 (0) CCCCCT
2021 7.979 149. 0849 astilbin [M-H]- 449. 07956 C21H22011 Flavonoid-3-0-glycosides ZROGCCBNZBKLEL-MPRHSVQHSA-N 0=C1C=2C(0)=0C(0) ’CCZOL’O()CCSES)CC’;SO) C(0)=CCI0CA0C ()
N I (2R, 6R) 6L (3R, 105, 125, 13K, 17R) 3~ (2 carboxyacetyl) oxy- 12-hydroxy N - - ) ; 0-C (0) CC (=0) 0CLCCC2 (C3-C (CCC2C (C) ) CA (C) CCC (C (0) CCC (=
202 984 vy ’ 4 . 3604 : s MGSPWDYKCAH-CBLCVTABSA-]
2022 7.984 595. 36383 L 1013 L nemtatie 2.3 5 6.3 11 10 1o 16 LTt 1 D]+ 595. 36047 3415207 Tr]t%‘rpcno?ds HMOMGSPWDYKCAH-CBLCVTABSA-N DO
2023 7.997 270, 07587 Dimethenanid OXA i) 270. 08057 CL2H17N0AS Mph“dﬂ'ﬁ‘i::t';i'ds and HOYCASTVMCEOTP-UHFFFAOYNA-N €0CC (C)N(C (=0 € (0)=0) C1=C (C) SC=C1C
2024 8.008 407.17255 Secoisolariciresinol [M-H]- 407. 17114 2012606 Lignols PUETUDUXMCLALY-UHFFFAOYNA-N COCT=0C (CC (C0) € (C0) CC2=CC=C (0) € (00) =C2) =CC=C10
2025 8.009 272. 09085 ()-8~ (1~ (hydroxyimino) ethyl) -4, 9-dimethy1-2H-furo[2, 3-h]chromen-2-one D]+ 272.09 C15H13N04 | Angular furanocoumarins VEUCARGUUJVDOF-CXUHLZMHSA-N 0-C10C2=C (C=CC=30C (C (=N0) €) =C (€32) ) C (=C1) €
o " . N . ; ,,. U 0-C (0) CI=CC2C (C (=0) 0C1) € (0) (COC (~0) C3-CCAC (C (=0) 0C3) C(
2026 8.009 601. 26843 130131 D]+ 601. 263 C30H42011 Terpene lactones LBRJFDBANUVAGH-VGCGLKNTSA-N ) NI YOI LI
2027 8.022 252, 23137 (28, 4E) -N- (2-methylpropyl) dodeca-2, 4-dienamide D)+ 252. 23218 C161120N0 N-acyl amines BBRMJCAPNG JKEM-AQASXUMVSA-N 0C (=NCC (€) €) C=CC=C00CC0ce
o8 S 023 0 9Ty droxy=0-TL(B)-2-(ydrosymethy D -3-[3- Gydrosyme hyD) =6-propan-—2- [ — 20200 Torpene Tactones O O=C{0)CI=CCaC (C(=0)0CD C{0) (COC (0] C{-CC3C-C 0y CCCaC
vicvelohex=2-en-1-vi1oron-2-cnovlloxwethyl -1 -oxo-G-propan-2-vl- c oo QQC0C0CCIQC
020 5 0% 95 12062 | LD T-acetyloxy 6 hydroxy 2 methyl-10-0x0-2,3,6, 7, 8, 9-hexahydrooxecin 3- [— 95 12016 P Hydroxyeinnanic acid T —— 0-CTOCCTOCT0C(-0) C-CC2-CC-C 0 C-C2) T O CI0 C-CC3C
11 (E)-but-2-encate glycosides ccoe=ca
2030 8. 052 213. 14804 Dihydrojasmonic Acid D]+ 213. 14851 C1212003 Jasmonic acids PQEYTAGBXNEUQL-UHFFFAOYSA-N 0-C(0) CC1CCC (=0) C1CCCCC
2031 8.055 598. 30341 o L[5 L[5~ Lacety] (hydroxy) aninolpentylanino] “4-oxobutanoy 1] [M+H] + 598. 30585 C251145N5010 N-acyl amines ZMCWALAQRPULMT-UHFFFAOYSA-N 0=C(0)CCCN (0)C (=0
bvdroxvaninolventvlaninol -4-oxobutanovll-hvdroxvaninolpentanoic acid
2032 8.055 167. 14282 Dihydro jasmone Dwi]+ 167. 14304 C111180 Cyelic ketones YCTXWYOBMVNGTB-UHFFFAOYSA-N
2033 8. 057 103. 03149 Ethylenethiourea D]+ 103. 03245 C3HeN2S Inidazolidines PDAAZBWRQCGBEV-UHFFFAOYSA-N CLONC(=ND)'§
2034 8.058 279. 09235 Triphenylphosphine oxide DM+H] + 279. 09332 CI8H150P Phe“ydlprhj"\f:‘;“ej and FIQUHBFVRAXNOP-UHFFFAOYSA-N C1=CC=C (C=C1) P (C2=CC=C0=C2) (C3=CC=CC=C3) =0
2035 8.063 360. 21573 9-phenyl-1-(2, 4, 6-trihydroxypheny1) nonan-1-one D)+ 360. 21692 C21112604 Alkyl-pheny lketones 00GZWXTAHJKVAH-UHFFFAOYSA-N 0=C (C=1€(0) =CC (0) =CC10) CCOCCCOCC=20=CC=0C2
2036 8.066 260. 20001 Vesamicol [MeH] + 260. 2009 C17H25N0 Phenylpiperidines YSSBJODGIYRAMI-UHFFFAOYNA-N 0C1CCOCCINC
2037 8.075 316. 1167 Piplartine DM-H1- 316. 11905 CITHI9N05 Cl““{;"o"i’ic\“:‘ffdj_ and VABYUUZNAVQNPG-BQYQJAHWSA-N 0-C (C=CC1=CC(0C) =C (0C) € (0C) =C1) N2C (<0) C=CCC2
2038 8.078 236. 1111 1~ (4-methoxypheny1) isoquinol ine [M+2H] 2+ 236. 11 CI6H13NO Phenylpyridines VRGXPRIRDIGSKC-UHFFFAOYSA-N N=1C=CC=20=CC=CC2C1C=30=CC (0C) =CC3
2039 8.083 367. 20914 Pesticided Boscalid CL8HI2CIZN20_3 Pyridinecarboxamide, 2-chloroN-(#"~ [M-H) 367. 203 C18112C12N20 Aromatic anilides WYEMLYFITZORAB-UHFFFAOYSA-N C1C=1C=CC (=0C1) C=2=CC=CC2N=C (0) C3=CC=CN=C3C1
blorol[1. 1’ -biphenvll-2-v1)
2040 8.087 286.1058 arborinine DMt + 286. 10599 C16H15N04 Acridones ATBZZQPALSPNMF-UHFFFAOYSA-N 2(00)=C (0C) € (0) =C13) ¢
2041 8.091 223. 16907 KOBUSONE DM+H] + 223. 16925 C1412202 Ketones UETZJEZFLKASPR-UZWTWUQPSA-N 0=C1C0C20C2 (C) COC3C1CC3 (€) C
2042 8.093 234, 11253 Euparin DM+H] + 234.11246 C13H1203 Benzofurans OPUFDNZTKHPZH-UHFFFAOYSA-N 0-C (C1=CC=20=C (0C2C=C10) € (=€) O) €
2043 8.097 397. 21783 Mitragynine [M-H] 397. 21329 C23H30N204 Alkaloids LELBFTMXCI TKKX-UHFFFAOYNA-N CCCION2COC3=C (NCA=CC (00) =CC=C4) C2CC1C (=C0C) € (=0) 0C
2044 8.098 743.19354 jaceidin [Men]+ 743.18933 CI8H1608 b’?}"}‘:'ky%z“d XUWTZJRCCPNNJR-UHFFFAOYSA-N 0=C1C(0C) =C (0C2=CC (0) =C (0C) € (0) =C12) C=3C=CC (0) =C (0C) €3
2045 8.1 197. 28586 Epoxygedunin [M-H]- 497. 28519 2813408 Linonoids AZGNTKZHFDJEPU-F JONONFLSA-N 0=C (OCLOC2C (€ (=0) C30C3C2(C) CA0CCS (C) C(0C (=0) 0600BEC14C
- )CT=C0C=CT) (QQIC
2046 8.104 193. 08611 Butylparaben DM-H]- 193. 08702 C11H1403 P “y(fl“kxylbe:_zt‘”:_ acid QFOHBWFCKVYLES-UHFFFAOYSA-N €CCCOC (C1=CC=C (C=C1)0) =0
) ) - - PP 0-C(0C12C (0C (=0) CCCCH 7003 (0)CC-C 0 CC(0)
2047 8.107 617. 40112 Phorbol-12 Hyristate13-Acetate [+ 617. 40002 36115608 Phorbol esters PHEDXBVP IONUQT-RGYGYFBISA-N ) AR O CLC (VOO
2048 8.123 119, 32953 (35, T0R, 13R, 14R, 17R) 17~ ((2R, £) -5, 6-dinethylhept-3-en-2-y1) “10, 13- [M+H]+ 119. 32999 C28H440 Ergosterols and DNVPQKGSNYMLRS-QRFHLYGJSA-N 0C1CC2=CC=C3C (CCCA (C) C3CCCAC (C=CC (C) € (C) €) €) €2 (C) CCl
Jinethvl-2.3,4.9. 10 11,1213, 14,15, 16, 17-dodecahvdro-1ii- derivative
2049 8.129 308. 22067 Dihydrocapsaicin DM+H] + 308. 22101 C18H29N03 Methoxyphenols XJQPQKLURWNAAH-UHFFFAOYSA-N 0C1=CC=C (C=C10C) ON=C (0) CCCOCCC (C)C
2050 8. 142 340. 22595 Propoxyphene DM+H] + 340. 22711 C22H29N02 Stilbenes XLMALTXPSGQGBX-UHFFFAOYNA-N 0-C(0C (C=1C=CC=CC1) (CC=2C=CC=CC2) € (C) N (C) €) CC
2051 8. 144 403. 13757 Hexamethylquercetagetin [M+H] + 403. 138 C21H2208 ”?"T‘f‘:y:ted CHXSDKWBSFDZEU-UHFFFAOYSA-N 0=C1C(00)=C (0C=2C=C (0(’)“0(2,,:(’(0(‘)(“)C:
2052 8.16 387.14737 Cetirizine [~ 387. 1481 C21H25CIN203 Diphenylmethanes ZKLPARSLTMPFCP-UHFFFAOYNA-N 0C (=0) COCCN1CCN (CC1) € (C1=
2053 8.163 322. 20074 Jasmonyl isoleucine [M-H]- 322. 203 2213208 Trichothecenes PNKLMTPXERFKEN-UHFFFAOYSA-N wc(omzcc(oc(fo)cc(m)cggczocsc(o)L,(o)m(cmsom)
2051 8. 161 375. 10617 Casticin D]+ 375. 10745 C19111808 T ?WTQ‘:’f;ted PJQLSMYMOKNU JG-UHFFFAOYSA-N COCI=C(0)C=C(C=C) CT=C (o()gf:n)u:g(o)c(on):u(on)n:uo
2055 8. 167 417. 23776 N (dinethylanino)propyl) 2-((3, 4 8, 8-tetrancthyl-2-ox0-2, 8,9, 10~ [M+H] 417 23801 23132N205 | Angular pyranocoumarins SYJCVRHCBPLGH-UHFFFAOYSA-N 0=C10C2=C (€ (0CC (FO)NCCON ()0 © ©cocaz)ccie
tetrahvdropvrano| flchromen-5-vl) oxv) acetamide C
2056 8.18 385. 20999 Corynoxine Do)+ 385. 20999 C22128N204 Indolizidines DAXYUDFNWXHGBE-RCFOJTTRSA-N 0=C (00) € (=C0C) C1CC2N (C0C32C (=0) NC=4 3)CC10C
2057 8. 181 286. 20013 Viridiflorine D]+ 286. 20129 C15H27N04 Pyrrolizidines BWQSLRZZOVEVH]-ABHRYQDASA-N €C(€) [¢=] (0) ([C=H] (C) 0) C (=0) 0C[C=H] 1CCN2CCC[C=H] 12
2058 8.182 400. 23981 Karacoline DM+H]+ 400. 23999 C22H35N04  Aconitane-type HKQZUYOVMYOF 11— JEJCSOMWSA-N 0C1CCC2 () CN (CC) C3CACC2C13C5CCC (0) C5C4 (0) CCH0C
diterpenoid alkaloids
2059 8.192 376. 03693 Pesticided Prochloraz C15H16C13N302 [+ 376.03799 | C15H16C13N302 Phenol ethers TVLSRXXIMLFWEO-UHFFFAOYSA-N 0=C(NIC=NC=C1) N (CC0C=2C (C1) =CC (C1) =CC2C1) CCC
2060 8.204 589. 16992 genipin 1-gentiobioside Dwi]+ 589. 16925 231134015 Iridoid 0-glycosides FYZYXYLPBWLLGT-AUOPOVQUSA-N O:C«Jc)c1:coc(nc20c<c?4c(§0c(§rcfl)40)(ggc<o)cao)c(o)c(o)czo)
. 7-[[1- 14, 6 dihydroxy 3 (3 methylbut 2 enyl) 23, 4, 5 trihydroxy 6 . - - ; - OCI-CC-C (C-C1) C20C=3C-C (0C40C (C0) C(0) € (0) CA0) C=C (0C) C3
) 2 ’ ’ ’ ]+ .2 391148 avonoid-7-0-glycosides MUOJ- SA-
2061 8.213 827. 25452 T A i [M+H] 827.25208 39148018 [ Flavonoid-7-0-glycosides GQOCHCOFYNMUOJ-UHFFFAOYSA-N (0B OB L0020
2062 8.227 505. 27747 Tonantzitlolone B D]+ 505. 28101 2814209 Fatty acid esters BKJAMMLKHPCM T-SMK I TLBYSA-N EHOCOEOCEENCCCCC-00 OOC

LC=COCOCENOC




2063 8.245 281. 09052 4-hydroxy-1" -methylspirolbenzole] [1, 3]oxazine-2, 3’ ~indolin] -2’ ~one Do)+ 281,09 CI61112N203 Benzoxazines OZPNYAHEDUKMPF-UHFFFAOYSA-N 0=CIN (C=20=CC=CC2C3IN=C (0) C=4C=CC=CC403) C
2064 8. 256 384. 15884 Meropenen D]+ 384. 159 C17H25N3055 Thienanycins DMJNNHOOLUXYBV-UHFFFAOYSA-N 0-C(0) C1=C (SC2CNC (C (F0)N(€) €) €2) € (€) CINIC (=0) C3C.(0) €
. . (25,30 2 (I ((S) 2 (tert butoxycarbonyl) 1, 2, 3, 4 tetrahydrolsoquinol ine ; - - — 0-C(0C(0) (©) ONICC 2CCIC (=0) N3CCC (C (=0)NC (C (-0
: ¥ 578. 314 ’ ! +H]+ 3 s WLCAPFQGXOG] VSA-)
2065 8258 578, 31188 carbonv]) ~4-phenvlpiperidine-4-carboxanido) -3-methylpentanoic acid [he] 578. 32001 CISHISNI06 Hybrid peptides NBNLCAPEQEXOG/ZILRLYFBYSAH )0)C(QIC0) (C=4C-CC-CCA) (C3
5K, 9S, 135) 5,9, 13-trimethyl tetracy 2. 1,09, 2. 0%, 7 hexadec 11
2066 8.258 306. 27872 L(R, 58, 95, 135)-5, 9, 13 “‘mt?];gir‘:"“;h];[lll 2.1.0%,77. 0%, ?]hexadec-14 [M+H] + 306. 27911 C20H320 Diterpenoids CIGQQQTZOIDQQR-SGWMQEFOSA-N 0CC1 (€) CCCC2 (€) C3CCC4 (C=CC3 (COC12) C) C
) N T-((11a5) 1, 3-dioxo 5~ (p-tolyl)-11, ITa-dihydro- - N R - - - e G=C(NC () CC TNBC (=0) NAC (C5=CC=C
2067 8.258 583. 2702 (pidazall 5 1 Glavriiol At lindel 2 (UL L 6-e1)- N (4 phenlbutay 2- D]+ 583. 27002 C37H3AN403 Beta carbolines VHNCLONZXOFD1Q-QPQITGATSA-N cteiat
2068 8.258 306. 16904 Anisodanine DM+H] + 306. 17001 CI7H23N04 Tropane alkaloids WIQYWNWRINXDEG-UHFFFAOYSA-N 0=C(OCLCC2N(0) € (C1) € (0)€2) € (C=3C=CC=CC3) CO
2069 8.26 323.18753 calopocarpin [M-H]- 323.19284 C20H2004 Pterocarpans CYXCYFYWIZXENQ-JXFKEZNVSA-N 0C1=CC=C2C (0C3C4=CC (=C (0) C=CA0CC23) CC=C () €) =CL
2070 8. 267 461, 24326 7, 4-dihydroxypheny]) "1 (1-hydroxyphenyl) -5-1 (25, 38, 45, 5%) =3, 4,5 [M-H] 161. 2435 24113009 Linear diarylheptanoids KQQLSXWIDDTWRR-WUOZLOAJSA-N 0=C (CCCI=CC=C(0) C=C1)CC (0C20CC (0)C (0) C20) CCC3=0C=C (O)C
tribvdroxvoxan-2-vlloxvhentan-3-on ©
2071 8.276 267.14206 3, 6-diphenyleyclohexane-1, 2-diol [M-H]- 267. 13904 C18H2002 Cyclohexanols KIDYUEHQXTEBGK-UHFFFAOYSA-N 001C(0)C(
2072 8. 281 527. 45996 N-lignoceroyl-5-hydroxytryptanide [M+H] + 527. 45801 C34H58N202 d":’“lg’:ho’&’:u\f; QLZQXTNKCAWWES-UHFFFAOYSA-N 0=C (NCCC1=CNC=20=CC (0) =CC21) CCCCOCCCCCCOCCCCCeeCeee
. - - N . N - ) ; ’ 0-C(0CI0C (C0) C (0) C (0) C10) C23CCC (C) (C) CCBCA-CCCHL6 (C) CC
: . -glucopyranos agenin, 28- 4 saponins WIMMBVSOQPALFO-DLQTVUGOSA- N
2073 8.284 635. 4093 0-glucopyranosylepiederagenin, 28 DM+H] + 635. 40997 3615809 Triterpene saponins W JMMBYSOGPALFO-DLQTVUGOSA-N )00 (C0) RO (VO VT
2074 8,284 165. 09103 Phenethylacetate [M+H] + 165. 091 CLOH1202 Bem’e"; :”‘{1i‘]‘lf5[‘t”te(‘ MDHYEMXUFS JLGV-UHFFFAOYSA-N 0=C (0CCC=1C=CC=CC1) C
2075 8.303 185. 2753 MGMG 16:3 [~ 185. 27411 25114209 Lipids L JVATEUJGANSPM-UHFFFAOYNA-N 0=C (0C(C0) COC10C (C0) € (0) € (0) C1 (0)) CCOCCC c=cee
, 7R, 35, 45, 5K, 65) 2 LL (2R, 3K, 4D 3, 4_dihydroxy 1 (hydroxymethyl) oxolan 2 . - - - 0CT-CC=C (0C20C (COC30CC (0) (C0) C30) € (0) € (0) C20) C-C1CC-C (
X 1 b ’ ’ 4 511 : enolic glycosides UE {ZOFF-PYEGHPNJSA-]
2076 8.326 511. 15887 o e L e L o DM+H] + 11. 15762 22132011 Phenolic glycosides EAATLOMPYZOFF-PYEGHPNJSA-N Y
2077 8.331 243. 15901 (5B)-3, 4, 9-trihydroxy-2-propyl-2, 3, 4, 7, 8, 9-hexahydrooxecin-10-one [M-H]- 243.15417 C12H2005 Oxocins KQJGPGHQDDZVH]~ZZXKWVIFSA-N 0-C10C(CCC) €(0) € (0) C=CCCCLO
] I (25, 3K, 53, 9%) 2, 3 dihydroxy 14 (hydroxymethyl) 5,9 dimethyl 11 - - - - I e 0=C(0) C1 (C) COCC2 () C3C0CACC3 (CCA (00500 (C0) C (0] € (0) C50)
2078 8.332 529.31622 o0 15, 2 B A ae e e b et L) [M-H] 529. 31628 26142011 Diterpene glycosides QUCGBWQRLWOVBR-BBJ JSLPGSA-N QL
2079 313. 1467 Clomipramine [M-H]- 313. 14771 CI9H23CIN2 Dibenzazepines GDLIGKIOYRNHDA-UHFFFAOYSA-N C1C1=00=02C (=CN(C ) CCON (€) C
, - - . Coumaric acid and - 0-C (C-CC1=CC-C (0) C-C 1) NCCON (€ (=0) C-CC2-C0-C (0) C-C2) CCC
.2t icounaroyl spermidine -H]- 582.2 34137 VHJCSCYDRZ- /SA-]
2080 8.35 582. 25183 Tricoumaroyl spermidine [M-H] 2. 25781 C34H37N306 for vat fves PEDVIJCSCYDRMZ-UHFFFAOYSA-N N0 )
2081 8. 352 343. 08032 Coptisine [M#H] + 343. 07999 CIOH14NO4+ P“’“{}’:;T;‘j“:tail:‘c“_l"‘ds XYHOBCMEDLZUMP-UHFFFAOYSA-N 01C=20=CC3=C0=4C5=CC=60C0C6=C5CC [N+]4C=C3C20C1
2082 8.354 304. 15405 Cetraxate i) 304. 15543 C17H23N04 Phenylpropanoic acids FHRSHSOEWXUORL-UHFFFAOYSA-N 0=C (0) CCCT=CC=C (0C (=0) C2CCC (ON) CC2) C=CL
2083 8.358 310.27383 Bentyl D]+ 310. 27399 C19135N02 Carboxylic acid esters CURUTKGFNZGFSE-UHFFFAOYSA-N 0=C (0CCN (CC) CC) €1 (COCCCT) C2000CC2
2084 8. 366 356. 27881 Aphidicolin [M+H]+ 356. 27951 203404 LL;"E;:“Z}?‘ZEH"ZZ & NOFOAYPPHTUXJR-APNQCZIXSA-N 0CC1 (0) CCC23CC1CC3CCCAC () (CO) € (0) CCCd2e
2085 8.393 230.24718 N, N-Dimethyldodecylamine N-oxide [M+H]+ 230. 24785 CLAH3INO Long “ha;“jgim amine SYELZBGXATXKHU-UHFFFAOYSA-N €CCCCOCCOCCON(C) (€)=0
2086 8.399 276. 12268 Convolidine i) 276. 12411 C15H19N04 Alkaloids GWNGRYGNRKFSSX-UHFFFAOYNA-N €OC1=C(0) C=CC (=C1) € (=0) 0CLCC2CCC (C1) N2
] e - N . o0 - e CIC=M 1[C=M12[C-1] (C[C-M13[C=M CCTC-I5C [C=T1] (0)CCLC=
2087 8.413 117. 33566 Sarsasapogenin D]+ 117, 33633 2714403 Triterpenoids GMBQZTTUCVWOCD-WWASVFFGSA-N 1 () Lt 40T 290y L 1eCL AT (0L
2088 8.421 240.2316 (4,8, 8trimethyldecahydro-1, 4-methanoazulen-9-y1) methanol DM+H] + 240. 23218 C1511260 Sesquiterpenoids VZJHQHUOVIDRCF-UHFFFAOYSA-N 00C1C2CCC3C2C (€) (€) CCee13e
2089 8.43 509. 27969 Andrastin (Putative Observed from A. flavus) D]+ 509. 28 2813807 Steroid esters GRBXNADBNJGZRK-UHFFFAOYSA-N O=CCI20CCOCE0 0 Lfg; c(4t>f (70555)‘3)%“:‘ eicenccd
2090 8.45 297.11026 2-(2, 3-dihydrobenzo[b] [1, 4]dioxin-6-y1) ~6-methylchroman-4-one [+ 297. 10999 C18111604 Flavonolignans FVNYMYXXKXAQHS -UHFFFAOYSA-N 0=C102=CC (=CC=C20C (C3=0C=C40CC0C4=C3) C1) C
001 516 59, 27108 2R, 35, 15, 5K, 60 2L (25, 3%, 1) 5, A= hydrosy—1-(hydroxyme thy ) oxolan—2- o~ 590, 21916 commzott | T eevT elveosides of QIVYGCSTTOLADG PROURNOUS A OCT=CC=C {C=C) CCC {0020 (COC300C(0) (CO) L0 03 C{0IC20)
viloxvnethvl1-6-[4- (4-hvdroxvohenvDbutan-2-vioxvloxane=3 4, 5-triol wono— and disaccharide C
" 15-formy1-16-hydroxy-1, 2, 14, 17, 17-pentamethyl-8- (prop-1-en-2- — I ) 0-CCIC(0)C () (C) C20CC3 (0 C (CCCACAC (C (-C) C) CCTh (€ (=00 0)
) 188. 37164 ’ ’ 4 188. 301460/ iterpenoids SLWJV - SA-]
2092 8. 469 488. 37164 D L T 00 709 027 29 e bl L aeid D]+ 188. 37341 C30H4604 Triterpenoids LW JVQQNDGLXTK-UHFFFAOYSA-N oo
) ; - I N — — - - - T\C(\C=C\C=C (/O \C=CACIC (0) =COCCL () 0) =C/C=C/C=C (\0) /C
2093 8.482 536. 43976 alpha-Carotene DM+H] + 536. 43768 C40H56 Carotenes ANVAOWXLWRTKGA- JLTXGRSLNA-N OO0 SOOI Y ECOL O
2094 8.508 386. 2525 Buspirone [+ 386. 25507 C21H31N502 N-arylpiperazines QWCRAEMEVRGPNT-UHFFFAOYSA-N 0=C1CC2 (CCCC2) CC (=0) NIOCCONICON (CC1) C1=NC=CC=N1
2095 8.508 358. 29504 Putative (3-hydroxyoctadecanoyl)glycine D]+ 358. 29501 C20H39N04 | N-acyl-alpha amino acids PDEJWCOMTACOMR-UHFFFAOYSA-N 0=C (0) CN=C (0) CC (0) C cc
— ) Cardenolide glycosides - - 0-CI0CC (-C1) C2CCC3 (0) CACCCACC (0C60C (C) C (0C70C (C) C (080
512 3. : -H]- 3. 4273 4 WDJUZG OT-XUDUSOBPSA-]
2096 8.51 763. 42737 Digitoxin [M-H] 763. 42737 C41H64013 o e DJUZGPOPHTGOT-XUDUSOBPSA-N 00000 0)08) C(0) CIYC (0) () CCCR (C) CACCCoa
2097 8.537 280. 13458 Remerine D]+ 280. 13321 CI8HITNOZ Alkaloids JCTYWRARKVGOBK-UHFFFAOYNA-N CNICCC2=CC3=C (0003) C3=C2C1CC1=CC=CC=C31
2098 8.538 309. 10275 Picrotin D1 309. 10239 C15H1807 Furopyrans RYEFFICCPKNYML-QCGISDTRSA-N 0=C10C2C30C (=0) C450C5CC (0) (€102€(0) (C)€) €34C
. ; T2R, 30 -3, 5-dihydroxy 2 (4-hydroxyphenyD) -8 (3 methylbut—2-en1y1) 17— ) ) - - - - 0-C1C2=C(0) C=C (0C30C (COYC (0)C (0) C30) C (=C20C (CA=CC=C (0)
9 541.1702: 4 261 avonoid-7-0-glycosides SRDZTDZJQRPNCN-Y TANVRPHSA-
2099 8.575 541.17023 P T T o D]+ 511. 16998 26130011 | Flavonoid-7-0-glycosides GRDZTDZJQRPNCN-Y TANVRPHSA-N eI Ce ey
R ] ; CC{0)~CCCNC () CACCAC (0) =CAC-CAC (\C) =C\C-C\C-C (/0 \C-C
; . 472 zeta-Carotene 4 540. 46893 arotenes AFXRPDE-WTXAYMOSSA-]
2100 8.58 540. 47223 zeta-Carotene D]+ 540. 46893 C40H60 Carotenes BIWLELKAFXRPDE-WTXAYMOSSA-N e U0 (LU0 Coee e
2101 8.589 384. 14633 Yaequinolone B_120182 [M+H]+ 384. 14499 C21H21N06 Phenylquinolines XYRSQOXRWJBEIG-PXODQFSGSA-N O-ClC-ce1=ce-caxc =0 coe) Lé”) (@B-e=COO - 2-C10)
2102 8.601 367.11938 Lasepitin D]+ 367. 1152 1912006 | Angular pyranocoumarins QPLSCFLMIOADPA-YHYXMXQVSA-N 0=C1002=C (C=C1) C=CC=30C (€) (€) C(0) € (0C (=0) € (=CC) €) €32
2103 8.62 305. 17374 FA 18:5+20 [~ 305. 17459 C18H2604 Oxidized fatty acids PGPRTPXWGQQK JC-UHFFFAOYSA-N 0=C(0) CC =0 0 (=0) CC
2104 8.622 332. 98032 6-chloro-4, 5, 7-trihydroxy-9, 10-dioxoanthracene-2-carboxylic acid DM-H]- 332. 98074 CI5H7C107 A“thra“:;":_rb"“l” JGHTWRZCNLXYPF-UHFFFAOYSA-N 0-C (0) C1=CC (0) =C2C (=0) €3=C (0) € (C1) =C (0) C=C3C (<0) C2=C1
2105 8. 669 367. 11569 (2R, 35, 45, 5R, 65) 2 (hydroxymethyD) -6~ (4 hydroxy 2-methyl"5-propan-2 DM+H] + 367. 11536 C16H2407 Phenolic glycosides XFPSRAYOBUHKRV- TBEHDNSVSA-N 0C=1C=C (€ (0C20C (C0) € (0) € (0) C20) =CCIC(C)€) €

lphenoxv) oxane-3.4. 5-triol




0=C1CC2 (C) C(CCC3C4 (€ (=C(CC4) C(C) €) CCC32C) €) €5 (C) CCCC (C

2106 8.688 425.37234 17(21) ~Hopen-6-one Do)+ 125. 37201 3011180 Hopanoids OZFAGHUNGAZEMO-VKNUTDEPSA-N s

2107 8.709 298. 09604 5" -Methyl thioadenosine DM+H] + 298. 09683 CLIH15N5038 (hiy‘;ﬂfi‘y’;_s;‘;‘_ WUUGFSX JNOTRVR-UHFFFAOYNA-N 01 (0) € (0CIN2C=NC=3C (-NC=NC32) X) CSC

2108 8.72 252. 13965 (B)-3-phenyl-N- (2-phenylethyl) prop-2-enamide DM+H] + 252. 13829 CITHITNO Cinnamic acid amides BOSUEWCYNFFBGY-VAWYXSNFSA-N 0C (=NCCC=1C=CC=CC1) C=C0=20=CC=CC2

2109 8.733 313, 08133 5, 7-dihydroxy-3, 6-dimethoxy-2- (4-methoxyphenyl) ~4H-chromen-4-one [M-H] 343. 08099 CI8H1607 6’?}‘:‘?‘?1?‘“ DWZAJFZEYZTHPO-UHFFFAOYSA-N 0=C1C(0€) =€ (0C2=CC (0) =C (00) € (0) =C12) C=3C=CC (0C) =CC3
2110 8.733 285.12445 Brazilin [~ 285. 11926 C16H1405 I-benzopyrans UWHUTZOCTZJUKC-JKSUJKDBSA-N 0C1=C0=C2C (00C3 (0) CCA=CC (0)=C (0) C=C423) =C1

2111 8.768 187. 13326 10-Hydroxydecanoic acid [M-H]- 187. 13397 C10H2003 :[gi]j_“";i:‘adi:‘“hy::"fg_ ¥ JCJVMMDTBETTC-UHFFFAOYSA-N 0-C (0) CCOCCCCCCO

2112 8.771 282.15103 N-nornuci ferine D]+ 282. 14999 CI8HIINOZ Aporphines QQKAHDMMPBQDAC-UHFFFAOYSA-N 0(C=1C=C2C3=C (C10C) C4=CC=CC=CACCINCC2) €

2113 8.783 633. 40021 Echinocystic acid-3-0-glucoside [M-H] 633. 40082 3615809 Triterpene saponins WYDPEADEZMZKNM-UHFFFAOYNA-N ol (C)CCCZ<C(_($)CS?O o0 fzfjgj(:,’(C;Ojfm)c(o)(‘m)
2114 8.784 559. 30896 MGMG 18:3 [~ C27H4609 Lipids HUSTSONTLUEZON-UHFFFAOYNA-N 0=C(00C (0) COC10C (C0) € (0) € (0)C1 (0)) CCC

2115 8.786 346. 3306 icos-19-ene-1, 2, 4-triol [M+H]+ 346. 33154 2014003 L°“g:?tf:’,:‘“]fa“" QVLYXPULBWQTJW-UHFFFAOYSA-N 0CC (0) CC (0) CCCOCCCCCCCOCCC=C

2116 8.791 selszaer | x;s%ﬁf?hbgi 2 ;1“1“1()35:?diifl;‘ﬁf}?*if f;c'zlijm;;‘cj‘ L D]+ 561. 32379 261131012 Lignan glycosides SXGSYHDLSPXCMU-CTQTXEDXSA-N Ocr=ce=c(e=c100) mcgE(Z)(Cgigﬁtc’zgoc'“m(“O)C(“)Cm)c"“
2117 8.795 287. 18497 2-decyl-3-hydroxypentanedioic acid [M-H] 287. 1864 C15H2805 Long-chain fatty acids KOLGVI JQEZBW1Q-UHFFFAOYSA-N 0=C (0) CC(0) € (€ (=0) 0) CCOCCCCCCC

2118 8.825 765. 44208 Cauloside C (3-Glu(1-2)Ara Hederagenin) (NIR) [M-H]- 765. 44305 CATHE6013 Triterpenoids RROGHRHLBLVASG-UUNFFTQNSA-N iﬂ%éﬁ??Ez[ﬁﬁf??iﬁ(ﬁfﬁiﬁﬁEiio[c ) ﬁzgﬁzg% %[?
2119 8.825 438. 34378 tomatidine D] + 138.34 C27H5N02 Spidrisf\},?f o ond XYNPYHXGMW JBLY-JYAGKCGRSA-N 0C1CCC2 (€) € (CC3C2CCCA (€) C3CCH006 (NCC (C) CCB) € (C) C54) C1
2120 8.835 302. 17462 Dobutamine D]+ 302. 17508 C18H23N03 C‘"e;h:jl\f‘::j“ei and JRWZLRBJNMZMFE-UHFFFAOYNA-N €C(€CCT=0C=C (0) C=C1)NCCC1=CC (0) =C (0) C=C1

2121 8.859 179. 10637 (4-methyleyclohex-3-ene-1, 1-diyl) dimethanol [+ 179. 10001 C9H1602 Primary alcohols JTRLVVUONAUOHI -UHFFFAOYSA-N 0CC1(C0) CC=C (€) CCL

2122 8.859 359. 11212 5-hydroxy-3, 6, T-trimethoxy-2- (4-methoxyphenyl) ~4H-chromen—4-one [M+H]+ 359. 112 C19H1807 7’?;"}“:'::%3“’“ ADNCDMHZHONBRR-UHFFFAOYSA-N 0=C1C(00)=C (0C 2(0C) € (00)=C(0) C12) C: :
2123 8.866 153. 34576 Boldenone_Undecylenate [M#H]+ 453. 33633 C30H4403 Steroid esters AHMMSNQYOPMLSX-KEZAGTACSA-N CCIQCC[C’H]SC(L’LM’CC(}??FC{(CFCF&Z? le=rhiccle=rlaoc oy
2124 8.904 297.1116 L(2B)-2-hexa=2,4 djy“yl‘de:‘“e [t ﬁbii‘f‘fif"z‘it’1"lj"°"a 3, 7-dien9-y1] 3 D]+ 297. 11212 CI8H1604 Fatty acid esters VJOTTYDQDMELSU-OVCLIPHQSA-N 0-C (0C1C=C0C210C (=CCHCCHCC) C=C2) C=C (O)C

2125 8.957 519.2373 neoandrographolide [+ 519. 23547 26114008 Diterpene glycosides VYGCYRQK JYWQXHG- RDNGFMDVSA-N ‘(C;,(EWOC<C°)C(O)C(°)C’1O)F
2126 8.958 547, 34485 )‘NAE:’[E&E:[E;;‘['i%f:yilr:f:i“‘:”:"’i?“]ty}h”"i:“d;17”:?:‘::::?;1"3;9 D+ 547. 34497 C24HA6NGOS N-acyl amines GUZJCKBQAGGXGH-UHFFFAOYSA-N 0-Cw (o)ccccn:c(o)ccc@o)y(f&) (C,CCCCFC(mmmim\m)(cc
2127 8.968 373. 12799 Isosinensetin [M+H] + 373. 12799 202007 8?}"““::’}:@ UYCWETTUOAGWIL-UHFFFAOYSA-N 0=C1C=C (0C=2C (00) =C (0C) C=C (0C) C12) C=3C=CC (0C) =C (00) €3
2128 8.974 343. 08334 Eupatilin [u-H]- 343, 08234 C18111607 6 1’1:‘9‘:}‘1:“ DRRWBCNQOKKKOL-UHFFFAOYSA-N €OC1=CC=C (C=C10C) C1=CC (=0) €2=C (0) € (0C) =C (0) C=C201
2129 8.974 353. 23441 Prostaglandin El [M-H] 34 2013405 Prm;t;‘jdl“m”"“ and GMVPRGQOIOT IMI-UHFFFAOYNA-N 0=C (0) CCCCCCCLE (=0) CC (0) C1C=CC (0) CCCCC

2130 8.984 301. 21802 dehydroabietic acid D]+ 301. 21701 20112802 Diterpenoids NFWKVWVWBFBAOV-MISYRCLASA-N 0=C(0)C1(C)C 0C12)€(0)0) ¢

2131 8.981 319. 22861 steviol DM+H] + 319. 23001 2013003 Kaurane diterpenoids QFVOYBUGQBFCRH-VASWZGCSSA-N 0-C(0) C1(€) CCCC2 (C) C1CCC34CC (=€) € (0) (CCC32) Ch
2132 8.992 589. 31848 “12b-0-[deca-27 4E, TZ-trienoy1]-13_~isobutyroyloxy-4b-deoxyphorbol ” (st + 589. 31702 C3414607 figtine and ingoncne FHISKUYELRNGG]-PUDBDWLBSA-N Lreaneroroac
2133 8.992 611.30243 Daurisoline [M+H]+ 611.31 C37HAN206 Benzylisoquinolines BURJAQFYNVMZDV-FIRIVFDPSA-N Ci=CC

2134 8.997 153. 3671 (2R)72,5,7, 8-tetranethyl-2-[ (1RH?F:‘;1“§"E§;‘J; inethyltridecyl] 3, 4-dihydro= [M+Na]+ 153.37 C29H5002 Tocopherols GV JHHUAWPYXKBD-TEOSBIPESA-N

2135 8.998 225.1501 Methyl Dihydrojasmonate DM-H]- 225. 14961 C13H2203 Jasmonic acids KVWWTYGFBYDJQC-UHFFFAOYNA-N €CCCCCIC (CC (=0) 0C) CCC1=0

2136 9.031 229. 15651 Carylophyllene Oxide DM+H] + 229. 15628 C14H220 Epoxides AMTSLHRSERHBCF-TBANZTRDSA-N 01€20C (=0)€3CC (€) (0)€3Cec12e

2137 9.032 427. 1376 N-Fructosyl gamma-glutamyl-S-methylcysteine [+ 127, 13791 C15126N20108 | N-Fructosyl peptides OXQONDBZMLP JFL-UHFFFAOYNA-N €SCC (NC (=0) CCC (NCCT (0) 0CC (0) € (0) €10) € (0)=0) € (0)=0
2138 9.041 256. 05988 Propachlor ESA [M-H]- 256. 06491 CLIH15N0AS Anilides BFSZJLBDHVMCAH-UHFFFAOYSA-N CC(QN(C(=0) €S (0) (20)=0) C1=CC=CC=C1

2139 9.054 318. 20846 Phytosphingosine DM+H] + 318. 30026 CI8H39NO3 1, 3-aminoalcohol s AERBNCYCJBRYDG-UHFFFAOYNA-N 0CC (N) € (0) € (0) CCCCCCCOCCeee

2140 9.061 302. 11743 roemerine D]+ 302. 12 CISHI7NOZ Aporphines JCTYWRARKVGOBK-CASZACIVSA-N 01C=20=C3C4=C (C20C1) C5=CC=CC=C5CCAN (C) CC3

2141 9.079 242. 21098 tetradec-5-ynoic acid D)+ 242, 21144 C14112402 Long-chain fatty acids RHOQRBVF JSAQTR-UHFFFAOYSA-N 0=C (0) CCOCHCOCCOCCCC

2142 9.085 309. 2056 FA 18:3+20 [~ 309. 20541 C18H3004 Oxidized fatty acids ROMABBHQYMBYKV-UHFFFAOYNA-N 0= (0) CCOCCCOC (=0) C=CC10CT (€COCC)

2143 9.085 208. 14352 Pesticide6 Ethirimol C11HI9N30 882476 D~ 208. 146 CLUHION3O Hydroxypyrimidines BBXXLROWFHNFQY-UHFFFAOYSA-N 0C1=NC (=NCC) NC (=C10CCC) €

2144 9.085 289. 21542 Testosterone DM+H]+ 289. 21622 C19H2802 “;‘di‘]’\gi:‘f “2“ MUMGGOZAMZWB] J-UHFFFAOYNA-N 0-C1C=C2CCC3C (CCC4 (C) € (0) €CC34) €2 (€) CCL

2145 9.086 302. 30704 Dihydrosphingosine D)+ 302. 30536 C18H39N02 1, 2-aminoalcohols OTKJDMGTUTTYMP-UHFFFAOYNA-N 00C (¥) € (0) €O C

2146 9.102 118. 27939 bonactin [M+H]+ 418. 27991 C21H3607 Dw"“’(}’g“}ffﬂ"’fds and JZCRGJSEBZCNAR-UHFFFAOYSA-N 0=C (0) € (€) C10C (CC1) CC (0C (=0) € (€) €20C (CC2) CC (0) CC) €
2147 9.104 327.0076 Tris (1-chloro-2-propyl) phosphate D]+ 327. 00812 C9HISC1304P Trialkyl phosphates KVMPUXDNESXNOH-UHFFFAOYNA-N €C(CC1) 0P (=0) (0C (C)CC1)OC (C)CCL

2148 9.109 340. 28418 (IR, 425, 5R, 8a8) 5 (6 hydroxy 3-methylpentyl) -1, da-dinethyl 6 nethylidene DM+H] + 340. 28461 2013403 Diterpenoids NSRKLZRKJJQJLD-KXBJDGTWSA-N 0-C(0)CL(C) CCCC2 (€) € (C (=€) CCC12) CCC (C) CCO

4.5.7 a-hexahvdro—2H-naphthalene-1-carboxvlic acid




Phenanthrenes and

2149 9.182 364.13214 NALOXONE HYDROCHLORIDE [MeH] + 364. 13101 C19H22CINOA PR RGPDIGOSVORSAK-STHHAXOLSA-N €1 0=C1C0C2 (0) C3N (CC=C) CCCA2CH=C (0C14) € (0) =C
2150 9.203 300. 28912 Sphingosine DM+H] + 300. 29001 CI8H3TNOZ 1, 2-aminoalcohols WWUZTQQURGPMPG-KRWOKUGFSA-N 0CC () € (0) C=CCCOCCCCCCeCee
2151 9.209 324.16183 Dimefline D]+ 324. 15942 C20H21N03 7 ?WTQ‘:S‘X:M ZXFQRFXLFWWKLX-UHFFFAOYSA-N €OC1=C (ON(C) 0) €2=C (C=C1) € (=0) € (€) =€ (02) C1=CC=CO=CL
2152 9.211 311. 22409 FA 18:2+20 [M-H] 311. 22159 C18H3204 Oxidized fatty acids JGUNZIWGNMQSBM-UHFFFAOYNA-N 0=C (0) CCOCCCCC (00) C=CC=CCO0CC
2153 9.239 360. 24966 12-epinapelline [M+H]+ 360. 25 C22H33N03 mtg*:‘;f}}{‘]"‘"]fq”l‘;]d AZAZKLKDEOMJBJ-WMLJXHKFSA-N 0C1C (=C) C2CC13CACC5C6 (C) ON (CC) CAC5 (C (0) CCB) C3CC20
penoid o
: (IR, 25, 4K, 55, 65, 11K, 12K, 145, 16R) 5, 6, 11 trihydroxy 4~ (hydroxymethyl) - ) ; - - 0-C (0C12CC (C) €3 (0) CAC-C (C (=0) C4 (0)C (0) C5 (0CHC3CIC2 () C
54 . 342 ’ H- 561. 3¢ 3205 yelic erpenoids . - CPYUNXKESA-
2154 9.264 561. 34277 o 1o 15 L5t atoet LT -] 61. 34326 C32H5008 Bicyclic monoterpenoids JGUY JMTAKPTTAH-CPYUNXKESA-N 00 CCOCCCOCC
A . ) - Phenanthrenes and - 0-C (0C-1C=C2C (-C(C10C (=0) C) C) CC=C3C2 () CCCA (€) CBCC (€ (=
215 . 264 535. ¢ ) celas -H]- 3H4 J X-U! ASA-]
2155 9.264 535. 27087 Dihydrocelastryl Diacetate [M-H] 535. 27069 3314406 e SAOOBRUHTPONGX-UANCAJPASA-N 00 (0o O AL _
2156 9.264 527. 33997 madecassic acid [+t 527. 34003 3014806 Triterpenoids PRAUVHZJPXOE TF-PHCWQT JGSA-N 0=t (o)mzu(,((,)c(r,)((,))L Lo (g)cuanc(o)( (© Coresc
2157 9. 267 320. 14639 (25, 35, 45)3, 4-dihydroxy~6-methoxy “3-methyl-Tmethylidene-2-pentyl=2, 4= [M+2H] 2+ 320. 14682 C15H23N05 Pyrrolines PQXBZFLY JGBOAD-VZJVUDMVSA-N €(0) (C)C20) C (=C)N10C
Jihvdropvranol2, 3-clovrrol 5-one
2158 9.292 396. 31415 N-Benzylstearamide DM+H] + 396. 32001 C25H43N0 N-acyl amines TXODJGLAVBPVSW-UHFFFAOYSA-N 0=C (NCC=1C=CC=CC1) CCCCOCCOCCCOCCoee
2159 9.316 301. 12207 Sternbin D]~ 301.12216 C16H1406 7 ?WTQ‘:S‘X:M DSAJORLEPQBKDA-UHFFFAOYSA-N 0-C102=C (0) C=C (0C) C=C20C (C3=CC=C (0) € (0) =C3) C1
2160 9.34 462. 34244 D-Glucosyl-betal-1' -D-erythoro-Sphingosine [+ 462. 34253 C24HATNOT Glycosphingolipids HHJTWTPUPVQKNA-J TAPQY TLSA-N g T’(::)"(g:)“[ﬁ(::)"(L\,':)l:?l[(ﬂ’:m'O[(’:H] ol
2161 9.347 563. 18951 Glomeratose A [M+H1+ 563. 19 24134015 Coumaric acids and PQHNJDATPYXLIX-GFBDJRIRSA-N 0=C(OCIC(0)C(0C1 (BC20C (CO) € (0) € (0) C20) C0) C0) C=CC3=CC (O
derivative Q=000 CO0=C3
- o - 0CT=CC-C (C-CT0C-2C-C3C (=CC20C) CCN (€) C3CCA-CC-C (0C) C-CA
625. ¢ ferine " . 38HA nzylis T S
2162 9.348 625.31787 Neferine ‘ DM+H] + 625. 32001 C38H44N206 Benzylisoquinolines MIBATSHDJRTUJK-XGDNGBMYSA-N (A0 (00 (00) C=CBCNAC
2163 9.4 sp3.1871 |4 @ proplen 2yl B 48,9 tmahlyd{o f”l furo[2, 3-hlchronen-3-y1)benzene D)~ 323, 17963 20112004 Isoflavanols LBZMYGLPRHGPRE-UHFFFAOYSA-N 0C1=CC=C (€ (0)=C1) C2C0C=3C (=CC=C40C (C (=C) €) CC43) €2
2164 9.412 603. 33459 4 1"”za’mhydmw’lmx;%’i’ilfé%o%szjhli',::gm‘mom“bmmnt‘(‘"e? [M+H]+ 603. 33478 C261146N6010 Macrolactans OYFVPOABQXXDNO-UHFFFAOYSA-N 0=CIN(O) Ceo0 N
Y FPPEoS e vy s e
2165 9.416 325. 19995 N-((octahydro-lH-quinolizin-1 ’1)'“,“1"1) 24,56 [M+H]+ 325. 20001 C17H26N40 Quinolizines TYOACTFZIFFILK-UHFFFAOYSA-N 0=C (NCC1C
tetrahvdrocvelonentalclovrazole 3 carboxanide
. - ) 0-CICC2C3 () CCC(0) € (€) (C) C3C (0) CC2 (C) T4 (C) CCC (C1A) € (00
. 659. senoside Rh§ 4 59. 3 iterpenoids VGJOYFZL! - /SA-1
2166 9.418 659. 40759 Ginsenoside Rh DM+H] + 659. 40997 3616009 Triterpenoids 6JOVFZLATERTD-UHFFFAOYSA-N L OV (OO
5-LL17 (5, 6 dihydroxy 6 methylheptan 2 y1) 3, 12 dihydroxy 4, 4, 10, 13, 14 . -~ - - - - 0-C(0)CC(0) (C) CC(=0) 0C1CC2 (€3=C (CCC2C(C) (€) CI0)CA (C) CC
. s ydroxy 3 3 y N ] R GFADOTNKP SA-
2167 9.423 654. 45587 e e T 1516 17 D]+ 654. 45752 36H6009 Triterpenoids SWRXTGFQDQTNKP-UHFFFAOYSA-N (OO0 OOUOMET
2168 9.426 457. 36655 Betulinic Acid [M+H]+ 457. 36661 3014803 Triterpenoids QGJZLNKBHJESQX-FZFNOLFKSA-N CO) L1200 (OL’J?“( QLI
2169 9.436 294, 21323 tBu0-val-hexanoate (tert-butyl hexanoylvalinate) DM+H]+ 294. 21399 C15H29N03 “’*‘“’3{;;’1;2“‘_ i acids NVXHLYRVEXNJGK-UHFFFAOYSA-N 0=C(0C(C) (€)0) C(N=C (0) CCCCO) € (C) C
d derivativ
2170 9.473 435.24942 5-[(2)-14- (3, 5-dihydroxyphenyl) tetradec-10-enyl Jbenzene-1, 3-diol DM+H] + 435. 25055 2613604 Resorcinols PFTQXUYXVYYERO-ALCCZGGRSA-N 0C=1C=C (0) C=C (C1) CCCC=CCCOCCCOCCC=2C=C (0) C=C (0) C2
— ) — N - S T-(1Z alkenyD), Z acyl — — ~ 0-C (0C (COC-CCCCOOCC=CC00CC0CC) COP (=0) ([0
2171 9.473 284. 29434 » C18(Plasm) -18:1 PC . D]+ 284. 29401 cumseNore |5 phoshortiol nes ZOTYCHTFTCFAHC-DJRFHFPXSA-N 1) 00C 1A (@) ()0 COCCOCCOECOLe _
172 o 152 18,2999 TTGR, 6, 13K, 13252, 5, 1,6, Ga, 7,5, 9, 10, 12, 13, 13a-dodecahydro 116, 13- o 18, 29001 TN Moperine and related OVDIKIRYDYQC LI SINLSA N 0=C (C=1C=0C=2C=CN (C2C1) € (C) C) N3CCCC4=CChOC (CNGOCCCC65)
pethanodiovridoll.2-a elazocin-1-v1) (1-isopropvl-1H-indol 6 alkaloid
2173 9.499 256. 22614 SPI 256.2273 14.6 [MeH] + 256. 22711 C15H29N02 Ketals AUYSPPNVFQBFHX-UHFFFAOYNA-N INCC1C0C2 (COC(0C2) € (€) () €) 01
2174 9.537 486. 04254 4:2 Fluorotelomer thioether amido sulfonic acid [M-H]- 486. 04608 CI3HI8FINO4S2 PFSA VIHJAWYQCFERKN-UHFFFAOYSA-N 0=C(NC(0) (S C0) <70)0>cc(ch)ch(F> EXCE FCE) BCE
2175 9.603 282. 27844 Dodemorph DM+H] + 282. 27914 CI8H35NO Norpholines IMXKCYUTURMERF-UHFFFAOYNA-N CCICN (CC(C) 01) C2CCC0CC0CCCC2
2176 9.611 406. 14978 3-0-methyl funicone [M+H] 406. 14963 2012008 Aryl-phenylketones WGLRJONCGNNMKL-VOTSOKGHSA-N 0=C (00) C=1€=C (0C) C=C (00) C1€ (=0) C2=C0C (C=CC) =C (0C) €2=0
2177 9.626 307.19278 FA 18:4+20 [~ 307. 19101 C18H2804 Oxidized fatty acids KLFMLBSZQZVKDC-UHFFFAOYNA-N 0=C (0) CCOOCCOC (=0) C=CC=CC=CC (0) CC
2178 9.63 194. 08086 N-Methyltyrosine [M-H]- 194. 08226 CIOHI3N03 | Tyrosine and derivatives AXDLCFOOGCNDST-UHFFFAOYNA-N 0=C (0) C(NC) CC1=0C=C (0) C=C1
2179 9.631 293. 17636 CINCHONTDINE D]~ 293. 16592 C19H22N20 Cinchona alkaloids KMPHYEUPVWOP TM-KODHJQIWSA-N 0C (C=1C=CN=C2C=CC=CC21) C3NACCC (C3) € (C=C) C4
T 71,6 diazatetracyclol7. 6. 1. 07, 22, 077, 22 hexadeca aphthyridine
2180 9.64 268. 10818 13-methoxy 1, 6-diazatetracyelolT. 6. 1. 07,22, 072, P7Jhexadeca [Me2H] 2+ 268. 10803 5H10N202 Indolonaphthyridine OWCRARVHWCCRAG-UHFFFAOYSA-N 0-C1C=0C2=NC=C0=3C4=CC=C (0C) C=CAN1C23
529016, 10,12, 14-heptaen 2-on alkaloid
2181 9.64 135. 08035 CINNAMYL ALCOHOL DMt + 135. 08044 91100 Cinnanyl alcohols O0CCDEMITATZTP-GPJ JXVBHSA-N \Cl
R 25, 1aS,5 K5 S, 6K 8 as) 2 (acetyloxy) 5 (Furan 3y1) 6 methyl- ; - 0-C (0CCI2C (~0) CC(€) C3 (C (~0) 0C (C4-C0C-C4) €3) CZCCC (0 (-0
. 64 499, o ’ R ’ +H]+ 199. 16165 AH28 erpene lactones UWRDONVTKORVMI-GSQWZJ TCSA-
2182 9.643 499. 1619 2" &' dloso-ogtalwdrodisniroloxivane-2 | -naohthalene§ 3" -osolanel - D] 199. 1616 2412809 - Diterpene lutrvm(s ‘ RDCNVTKORVMI-QSQWZITCSA-N ey
2183 9.643 413.19354 (2R 35, 45, 5, 60 -2~ hydroxyme thyD)5-L1-(4 hydroxy-2,6,6 DM+H] + 413.1936 ciomzaor | ALty acyl slycosides of QOLJTLMTPKQQQA-KWEBYEANSA-N 0CC10C (0C (€) CCC2=C (C) CC (0) CC2 () )€ (0) € (0) €10
trigethvlevclohexen-1-vI)butan-2-vloxvloxane 3.4, 5 triol mono— and disaccharides
2184 9.644 453. 16556 5-0-methylvisammioside D]+ 453. 17001 22128010 Furanochromones QVGFPTYGKPLXPK-00BAEQHESA-N ~C (o O(‘«’(’z’c(?é))é;? clocacionclocwcn
2185 9.645 119. 08529 beta-N-Methylaminoalanine DM+ 119.0815 CAH10N202 Alpha amino acids UJVHVMNGOZXSO0Z-UHFFFAOYNA-N 0=C(0)C(N)CNC
2186 9.646 460. 26678 Bullatine B [M+H]+ 460. 267 C24H39N06 Mxi":‘]:’d“cl}tkyjf”d_ XRARAKHB JHVUHW-MBYMIALBSA-N 0C1CCC2 (COC) CN (CC) €3CAC (0C) C2C13C5CC6C (0) C5C4 (0) CCO0C
) : methyl (45,57, 65) 4 (2 LL(IS, 2K, 3R, 50) 5 (I, 3 dihydroxypropan 2 y1) 3 . - ) R - 0-C (00) C1=COC (0C20C (C0) € (0) C (0) C20) C (=CC) C1CC (-0) 0CC3C
: . 589. H]- . 1 rcosides Y - 5
2187 9. 646 589. 24646 B oot L ove lomont el asths L 2ottt bet o b [M-H] 589. 25018 C27H42014 Terpene glycosides ZVTBPVGTFNEYQP-ZQO0CPEKSA-N (000 AL D
2188 9.647 409. 18906 eudesmin [M+H]+ 409. 18918 22112606 Furanoid lignans PEUUVVGQIVMSAN-RZTYQLBFSA-N 0(C1=00=C (€=C100) C20CC3C (00C23) C4=CC=C (0C) € (00) =C4)
2189 9.647 517. 13593 Isoflavone base + 10, 1Me0, 0-MalonylHex [M+H]+ 517. 13489 C25H24012 Isoflavone 0-glycosides RDTAGQKYPGLCBK-UHFFFAOYNA-N OZMO)CC(:O)OCC'mg(,(?(S ):?(?)C(FZ?;SJZ(S?CZ(:CI))Cazcczu
2190 9.649 278. 09595 Crystanidine D]+ 278. 10001 CI8H15N04 Erythrinanes NZMLLYZLUYBOGO-UHFFFAOYSA-N 0=C1C=C20=CC (0C) CC2 500005 oNI3
2191 9.658 609. 26526 Khivorin DM+H] + 609. 26703 3242010 Limonoids ODLCLZLDYDHRGT-NEGPAABLSA-N 0=CIOCIECOCEN O IO CLCCOC O3 (O C2crea (O 00

(=0)C500543) C6=C0C=C6) 1A Q) C




Pesticided_Tebufenozide C22H28N202 Benzoic acid, 3,5-dimethyl-, 1-(1,1-

2192 9.663 351. 21027 TN A [~ 351. 20801 C22H28N202 QVPNKSZPJQQLRK-UHFFFAOYSA-N 0=C (NN (C (=0) C (C=C(C1)0)C) C(C) (€) 0) C2=CC=C (C=C2) CC
2193 9. 663 213. 18513 Tridecanoic acid [M-H]- 213. 186 C13H2602 Long-chain fatty acids SZHOJFHS TKHZHA-UHFFFAOYSA-N €0CCCOCCeeeee (0)=0
2194 9. 666 301. 1189 MORTN D)~ 301. 11871 C15H1007 Flavonols VXOLAZRVSSNPPT-UHFFFAOYSA-N 0-C1C (0)=C (0C=2C=C (0) C=C (0) C12) C=3C=CC (0) =CC30
2195 9.699 340.1073 Topiranate [M+H] 340. 10608 C12H21NO8S Dioxolopyrans KJADKKWYZYXHBB-UHFFFAOYNA-N 05 (=0) (0CC120CC30C (0C3C20C (01) (C)€) (C)OON
2196 9.702 312.11264 Naulafine D]+ 312. 11301 C20H13N30 Beta carbolines OLOYVFQOTBGLFJ-UHFFFAOYSA-N 0=C1C2=CN=CC=3C=C N4
, - - ; 0-C(0C (C-CC (-0) C(0) () CIC (0) CCZ (C) CBCC-CAC (C-C (0) € (-0)
. 79. 28 Sucurbitac 4 579.2 321144 urbitacins MQXYDSVBNLL-MUYMLXPFSA-]

2197 9.714 579. 28992 Cucurbitacin E DM+H] + 79. 28998 32H4408 Cucurbitacins NDYMQXYDSVBNLL-MUYMLXPFSA-N L0 A (-0 COL210r (V01
2198 9.727 342. 20944 Lactose D]+ 342. 29999 C12H22011 0-glycosyl compounds GUBGYTABKSRVRQ-DCSYEGIMSA-N 0CC10C(0C2€ (0) € (0) € (0) 0C2€0) € (0) € (0) €10
2199 9.757 330. 13992 Sodium Houttuyfonate [M+H] 330. 14001 C14H27Na05S Beta-hydroxy ketones WEFFNAOSGJCTSM-UHFFFAOYSA-M [Na+]. 0=C (CCCCCOCCCCE) CC (0) $ (=0) (=0) [0-]
2200 9.782 185. 28745 TOBRAMYCIN D1+ CIBH3TNG09 '1’(16:"““:;’ “:tt]“n:i‘:i = NLVFBUXFDBBNBI-PBSUHMD JSA-N 0CC10C(0C2C (0) € (0C30C (CN) €(0) CC3N) € (N) CC2N) € (0) C (V) €10
2201 9.808 195. 10149 BUTYL PARABEN DM+H] + 195. 10156 C11H1403 prydjff ?T?&c‘a“d QFOHBWFCKVYLES-UHFFFAOYSA-N 0=C (00CCO) C1=CC=C (0) C=C1
" ; — (95, 145) 10, 13 dimethyl 17 (6 methylheptan 2 y1) N . Cholesterols and — ~ Ny NN N
2202 9.825 409. 34201 7891011 19 19 1L 1516 17-tetsatomntdeo i DM+H]+ 409.34 C27H460 PR HVYWMOMLDTMFJA-GONJ TEHTSA-N 0C1CC2=C0C3C (CCC4 (0) € (CCC34) € (C) CCCC (€) €) €2 (€) CCL
2203 9.837 273.17044 Epiatzelechin (2R, 3R) (-) [M-H] 273. 17474 C15H1405 Flavan-3-ols RSYUFYQTACJFML-UKRRQUHGSA-N 0C1=C0=C (C=C1) C206=3C=C (0) C=C (0) €3CC20
2204 9.856 218. 12941 (R)-2-amino-3- (1H-indo1-3-y1) ~N-methylpropanamide oxalate [M+H]+ 218.13 C12H15N30 T"fi:t‘;"’f:'[‘?fe""‘i YCTBLMQETMPXBD-SNVBAGLBSA-N 0=C (NC) C (N) CC1=CNC=2C=CC=CC21

, - - , - - CCI0C (0C2CCC3 (€)C (CCCA (0) C3C-CC3-C5CC (©) (C) CCCh (CO)C (0

8¢ 79. 455 Saikosa b -H]- 9. 45874 8 iterpene saponins WRY JYFCOMSVEPQ- INA-1
2205 9.858 779. 45599 aikosaponin b2 [M-H] 779. 45874 C42H68013 Triterpene saponins RYJYFCCMSVEPQ-UHFFFAOYNA-N (L3002 () (O OO CC10
2206 9.865 456. 14658 Anygdalin [M-H]- 456. 15112 C20H27NO11 Others XUCTJNAGGSZNQT-UHFFFAOYNA-N occroc ocezac (oc M“”’“’f;’u) cocoencmeme
2207 9.87 349. 21576 2, 4-bis (3-methylbut-2-enyl) -5~ (2-phenylethyl) benzene-1, 3-diol [M-H] 349. 21729 2413002 Stilbenes PHPXAJCVSGIDFH-UHFFFAOYSA-N 0C=1C=C (C (=€ (0) C1CC=C (C) €) CC=C (€) €) C0C=20=CC=CC2
2208 9.871 137, 3731 gamma-sitosterol [M+H]+ 437. 37537 C29H500 S“{i’}‘f’:f\’"{”ﬁ and KZJWDPNRJALLNS—VJSFXXLFSA-N (
2209 9.876 37117221 SPARTEINE SULFATE DM+H] + 371.1702 C15H28N204S Sp*‘r;fl’:f; f 1:";:‘]]“f;_a"d FCEHFCFHANDXMB-UMEYXWOPSA-N 05 (=0) (0) 0. N120CCCCICICNACCCCCAC (€2) €3
2210 9.877 375.19208 Enalapril [M-H]- 375.19254 C20H28N205 Dipeptides GBXSMTUPTTWBNN-UHFFFAOYNA-N €00C (C(COCT=CC=CC=CT)NC (€) € (N2CCCC2C (=0) 0) =0) =0
2211 9.897 317.20975 Cafestol [M+H]+ 317. 211 2012803 Naphthofurans DNJVYWXIDISQRD-JTSSGKSMSA-N 0CC1 (0) CC2300CAC=5C=COC5CCCA (C) C3CCC1C2
7 T SV e oo ey ey 1 o
2212 9.9 138. 32489 (S, 45, 5R, 95, 10R, 13, 14R) 14 hydroxy=5, 9-dimethyl-11 (G- [M+H]+ 438. 32138 €25H4005 Kaurane diterpenoids FI0ZUJXSEZUYCS-MTSAZYMTSA-N 0=C (0CC1 (0) CC23CCCAC (€ (=0) 0) (C) CCCCA (€) C3CCC1C2) CC (C) €
nethvibutanovl)oxvinethylltetracvelol11, 2, 1,02, 22,02, 21hexadecane 5-
2213 9.91 373. 29297 Quercetin Pentamethyl Ether DM+H] + 373. 29263 202007 7’?;1‘?‘::’%:@ ALGDHWVALRSLBT-UHFFFAOYSA-N 0-C1C(00) =€ (0C2=CC (0C) =CC (00) =C21) C=3C=CC (00) =C (0C) €3
2214 9.924 721. 36835 DGMG 18:3 D)~ 721. 36603 33156014 Lipids MPSGDHOYFTUPSO-UHFFFAOYNA-N o-cloce o cacaoccoctoe F‘U)LC(“)L(UM(“) eocoeo
2215 9.928 515. 2674 Lucidenic acid D [M+H] 515. 26001 2913808 Triterpenoids LTJSBYAKDOGXLX-JTJCPSTFSA-N C(OCICED=Ce :o)o)cm’)c;? ©occEnc
2216 9.929 1413, 28748 Leupeptin analogue LVR (or VLR) D]+ 113, 28799 C19H36N604 Dipeptides SEQYPUTPGIGBNQ-UHFFFAOYSA-N 0=CC (NC (20) € (NC (=0) € (NC (=0) ) CC (€) €) € () €) CCON=C ()N
2217 9.929 264. 00366 Parathion-methyl DM+H] + 264. 009 CBHLONO5PS Phenyl thiophosphates RLBIQVVOMOPOHC-UHFFFAOYSA-N €OP (0C) (0C1=CC=C (C=CI)N(=0) =0) =5
2218 9.944 283, 15561 [(5-hydroxy=3 (hydr"xy“‘e‘h“)mz[:’f;’hf‘f::ff: Zyleyelohex3en-Ivl] 3 Di-H]- 283. 15509 C15H2405 | Menthane monoterpenoids LBZXZXIGINHGTB-UHFFFAOYSA-N 0=C(0C1C (=0) C(=CC (0) C1C(C) ) CO)CC(C)
2219 9.998 326. 23166 Bisoprolol [M+H] 326. 23257 CI8H31NO4 Benzylethers VHYCDWMUTMEGQY-UHFFFAOYNA-N €C(€)NCC (COCT=CC=C (C=C1) COCCOC () )0
Y T T Y e P 5o
2220 10.017 377. 20795 2~ (2-hydroxybut=3-en~2-y1) 34,6, 6, 9a~tetramethyl=2, 4,5, 5a,7,8, 9, 9b [M+H]+ 377. 20886 C20H3104 Naphthofurans UNORT TWPFZFSEC-UHFFFAOYSA-N 0C1€(0) €2 (0C (CC2C3 (C) CCCC(C) () C13)C(0) (C=C)C) €
tabvdro-1H-benzolel[11benzofuran—4, 5-diol
2221 10.05 363. 21771 HYDROCORTTSONE DM+H] + 363. 21701 C21H3005 21-hydroxysteroids JYGXADMDTE JGBT-VWUMIDOOSA-N 0=C1C=C2CCCCACCC(0) (C(=0)C0) €4 (C)CC(0) €32 (C) CC1
2222 10053 341. 23569 YOHTMBIC ACID HYDRATE DM+H]+ 341.23315 C20H26N204 LO”“‘K:T:"] e UXXCUDYYOMDFPX-GPREVYSASA-N 0-C (0) C1C (0) CCC2CN3CCC=4C=5C=CC=CCENCACICCI2. 0
2223 10. 061 452. 27612 LPE 16:0 M- 452. 27661 C21H44NOTP Lipids VVYMBNSKXOXSKW-UHFFFAOYNA-N 0=C (0CC (0) COP (=0) (0) 0CCN) CCCCOCCOCCCCCCC
2224 10. 064 deferrioxamine E D]+ 16 C27HASNG609 Macrolactams NHKCCADZVLTPPO-UHFFFAOYSA-N OZCH\(mCCCCCN:C(O)Cciﬁi)jﬁ?})?E‘C]'CCR:C(())CCC(:OMO)CC
2225 10094 334.3093 (2E, 4E, 122) N~ (2-methylpropyl) octadeca-2, 4, 12-trienamide DM+H] + 334. 31042 C22H39N0 N-acyl amines PCWWTOUZYOPZHT-VBUSEHTESA-N 0C (=NCC (€) €) C=CC=CCCCCOCC=CCC0Ce
2226 10. 099 37721164 (85, 9R, 105, 115, 135, 145, 16R, 175) -9 fluoro-11-hydroxy 17 (2 hydroxyacetyl) DM+H] + 377. 21201 C22H29F04 21-hydroxysteroids VWVSBHGCDBMOOT- T TEHVV JPSA-N 0-C1C=CC2 (€ (=C1) CCE3CACE (C) € (€ (=0) C0) €4 (C) CC (0) C32F) C
10.13.16-trinethv] 7.8 11,12, 14, 15,16, 17-octabvdro-6H-
2227 10. 132 359. 11188 Gardenin B [+t 359. 11301 C19H1807 8’?"2‘#‘:'”1:&‘1 LXEVSYZNYDZSOB-UHFFFAOYSA-N 0=C1C=C (0C2=C (00) € (0C) =C (0C) € (0) =C12) C=3C=CC (00) =CC3
2228 10. 167 527. 33551 Arjungenin DMt + 3014806 Triterpenoids TFTQVSCCFRXSJV-NWCCHSSZSA-N 0=C(0) CL20CC3 (C(=CCCACE O CCOI CLOICLC) (L0} CB00CA30) C2
COICO @CCNC
2229 10. 167 401.38135 Campesterol [M+H]+ 401,38 281480 Eri‘::ifr“ild"d SGNBVLSWZMBQTH-ZRUUVFCLSA-N 0C1CC2=CCC3C (CCCA (C) € (CCC34) C(C) CCC (C)C(C) €)Y €2 (C) CCl
2230 10.169 370. 25784 L(IR, 25,35, 4R, 1a5) -2, 3-dihydroxy=3, da, 8, 8 -tetramethyl -1 (E) -3-oxobut-1 [M#+H]+ 370. 25879 20113205 Sesquiterpenoids BNOWPELKBYSHKU-GFZHNT THSA-N 0=C(0C1C(0) € (0) (€) € (C=CC(=0) €) €2 (€) CCCC(C) (€)C12)C
cnv11-2,4,5.6,7. 8a-hexahvdro-1l-naphthalen-1-v1] acetate

2231 10. 171 424, 24683 1-Myristoyl-2-Hydroxy-sn-Glycero-3-Phosphoethanolamine [M-H] 424. 24695 CI9H40NOTP :‘;:h’“'r’;fl”:;:::’ RPXHXZNGZBHSMJ-GOSTSDBHSA-N e (=0)0C[C=H] (0) COP (0) (=0) 0CCN

" , o — N ) ) — [Nacyl-alpha anino acids - I 0-C(C=C () CCOIN(0) CCCC (NC (=0 0) C (=0 0CCC (=CC (F0)N (D) CC
2232 10. 185 699. 35126 Neocoprogen T Do)+ 699. 34998 C31HBON6012 e OEZAYKMYHOLRMX-FROMOREXSA-N NG L) L) O o
2233 10. 185 417. 23853 Ramipril DM+H] + 417. 2384 C23H32N205 Dipeptides HDACQVRGBOVJ T1-UHFFFAOYNA-N 0=C (0) CIN(C (=0) € (NC (€ (=0) 0CC) CCC=20=CC=CC2) C) C3CCCC3CT
2234 10. 187 694. 39655 Monensin sodium salt D]+ 694. 39697 C36H61Na011 Ketals XOTQMTLWECTK JL-PDHYURTLSA-M Wa:]. 0-C ([0

D@ 0001002 (0C(0) (€ C30C(CO) (CC3) C40C(CCA0)




2235 10. 198 270. 24213 SPI 270.2429 14.9 D]+ 270. 24277 C16H31N02 Ketals VY ICKHZBDGQBY-UHFFFAOYNA-N COONCCTC0C2 (CCC (CC2) € (0) (€)€) 01
2236 10. 208 402. 35745 Sorbitane Monopalmitate ~ Polysorbate 40 in-source fragment DM+H] + 402. 35999 22H4206 Fatty acid esters TYFATESGLOUGBX-UHFFFAOYSA-N 0=C (0CC (0) C10CC (0) C10) CCCCCCCCCCOCCCC
(35, 65, 6ak, TR, 7aR, 85, OF, 10S, L1aR, 12K, 135, 148) 1 ethyl 3 (hydroxymethyl) ) - Rooni tane- type — — CCIZCN (CC) C3C4 (0) C (0C) C1C3 (C(0C) CC2) CH0C6C (00) CCA (0)
2 ¥ . ymethy 4 ¥ / ’ WBVZAJQ-TYKVOMGYSA-!
2237 10.21 168. 30682 6.8.10.13 tetranethoxvtetradecahvdro-1H-3. 62, 12- (epiethane[1, 1. 21trivl) -~ ]+ 168. 29999 C2SHIINOT diterpenoid alkaloids YOTUXHIVEVZAJQ TYRVOHGYSA-N 5C60C
2238 10. 252 311.22458 | methyl (28, 4E, 8E)-7, 13-dihydroxy4, 8, 12-trimethyl tetradeca-2, 4, 8-trienoate [M+H] 311. 22168 C18H3004 Sesqui terpenoids NLZZWSRYPUGPEO-QUYVSBDASA-N 0=C (00) C=CC (=CCC (0) € (0CCC (€) C(0) ©) €)
2239 10. 259 333.20145 dihydroalbocycline [M+Nal+ 333. 20361 183004 |Macrolides and analogues XTHUXEHAGPSMTF-KBVZDLPWSA-N 0=C100(C) € (C) CCC=C (C) € (0C) C=CC (0) (€) CC1
2240 10. 267 476. 27673 LPE 18:3 DM+H] + 476. 2756 C23H42NOTP Lipids QVXNTRQTCOBTAE-CSLWLMPESA-N 0=C (0C (€C0) COP (=0) (0) 0CCN) CCCCC=COC=CCC=CCCCCC
2241 10. 267 408. 17227 Trifluoperazine 2HC1 DM+H] + 408.172 C21H26C1 2F3N3S Phenothiazines BXDAOUXDMHXPDT-UHFFFAOYSA-N CLCLFem et LZLMZJM C-CEN(C2-CD CenEN O ¢
2242 10. 281 203. 142 Alanylleucine (isomer of 675) [M+H] 203. 14011 COHI8N203 Dipeptides RDIKFPRVLJLMER-UHFFFAOYNA-N 0=C(0)C(NC(=0) C(N) 0) CC (C) €
) — T N () -1 (Z-aninoacetanido) 4-methyl1-oxopentan—2yD) 1 (2 ((3- (- — F— - 0=C1C2=CC=C (0CC (=0) N3CCCC3C (=0) NC (€ (<0 NC (=0) ) CC () C
43 3755 ’ s 7. 23995 3 1H35FN ptides (YDNTRUSBQCYPN-DNGXCXABSA-]
2243 10. 298 617. 23755 P T U e D]+ 617. 23999 C31H35FNA0T Dipeptides VYDNTRUSBQCYPN-DNQXCXABSA-N Ot () o
- . . 2-acyl-sn-glycerol-3- ‘ . CCCCCCCeeeeeeeee (=0) 0c (€o) Cop (0) (=0) 0LC=HJ1[C=H] (0) [C=
y : . s s -H]- 571. 2 : ’ 8L UDRHGDMWNFXMD-PYXW JOJKSA-]
2244 10. 302 571. 28833 Phosphat idylinositol lyso 16 [M-H] 571. 28888 C25H49012P e NUDRHGDMWNEXMD-PYXNJOJKSA-N 100 L] () Lot () Lot 10
2245 10.303 286. 12042 methyl 1-oxo-4- (1H-pyrrol-2-yl)~2H-isoquinol ine-3-carboxylate [M+2H] 2+ 286. 11862 CI5H12N203 15”:";?32‘;“?"‘ TADWMRZHOGHTMQ-UHFFFAOYSA-N 0-C (0C) C1=NC (0) =C2C=CC=CC2=C1C3=CC=CN3
2246 10.325 219. 13988 1,7, T-trimethylbicyclo[2. 2. 1]hept-2-yl acetate [M+H] 219. 14 1212002 Bicyclic monoterpenoids KGEKLUUHTZCS [P-HOSYDEDBSA-N 0=C(0C1CC2CCCT (0)€2(C) 0) €
- e i e I o I . R o 0-C{OCC (0)COP (=0) ([0~
2247 10331 562. 3136 LPC 18:3 [M+FA-H] 562. 31299 C26HASNOTP Lipids WKQNRCYKYCKESD-UHFFFAOYNA-N 1) 0CEAAL () () YOOt
2248 10. 445 406. 18301 Nebivolol (Bystolic) D]+ 406. 18201 C22H26C1F2N04 I-benzopyrans JWEXHQABWHKGCW-VCVZPGOSSA-N €1 FCI=CC=C20C (CCC2=C1) € (0) CNCC (0) C30C4=CC=C (F) C=CACC3
2249 10. 531 397. 26749 Ginkgolic Acid C17-1 DM+H] + 397. 26999 2413803 Salicylic acids MBYNDKVOZOAOTS~FPLPWBNLSA-N 0-C (0) C=1€ (0) =CC=CC1CCOCCOCCC0=COCCCCC
2250 10.54 408. 17038 Trifluoperazine [M+H] 408. 17157 C21H24F3N3S Phenothiazines ZEWQUBUPATLYHI -UHFFFAOYSA-N FC(F) (F) C1=CC=C2SC=3C=CC=CC3N (C2=C1) CCONACON (€) CC4
. ) R T3S, 10K, 13010, 13-dimethyl 17-octyl 2, 3, 4,7, 8,9, 10, 11, 12, 13, 14, 15, 16, 17— N . R - — T 0-C{OCT=CC=C(C=C1) [N+] (=0 [0~
2251 10. 568 STLI61 | o agethvdco Ut evclopertalalubenanthren 3 (4ol toshentl) carboace D]+ 574. 34998 C34H49N05 Androstane steroids APNDTSTACJAGSO-ZNBDOVCMSA-N 1) AL (LR () (CCLCOLLC CeCAR) 3 )
2252 10.575 279. 16187 (R, 2“1?5%3; (1)\;)1‘3)—12’, 15’“%‘2? :"‘f“\h"lfsf DM-H1- 279. 16019 C16H2404  |Macrolides and analogues KQNZDYYTLMTZCT-SWGF JCPHSA-N 0-C10C (€) CCCC=CC2CC (0) CC2C (0) C=C1
N . . ) Tiydroxy bile acids, - 0-CIC-C2C (CCC3 () C{CCC230) C(0) (©)C(0) CC () C0) (I0) CAC
] Shonimakis ; " ] y OEVKCEQD- JMQNOFAPSA-]
2253 10.579 495. 32556 24-epimakisterone A DM+H] + 495. 32999 CasHIB0T | L e TJRBORPEVKCEQD- JMQNOFAPSA-N ) oL
, . 7 L(4S, 53, a5, 9aS) 4 methoxy 6,6, 9a trimethyl b L (2F, 4F, 6F) octa 2,4, 6 : - Glutamic acid and I 0=C(0CIC(00) CZ=C (€ CO) N (C2)C (C
2254 10. 587 528. 28351 tone Loy | oo 45, 5, 180 heabwdco 3l besgol ol so el 2 i) 528. 28381 C29H39N08 e FXPHZCUQBSEHTH-QZRFOHQJSA-N et
2255 10. 601 353. 22574 > 7"‘”""1””’2’“”“Cﬂ‘;"’l:’hf{“il;7:74(37:“‘1h'm"‘“z’c“yl)72’37 [M-H]- 353. 2283 C21H2205 6-prenylated flavanones ZTDRTMVBTLHQI I-UHFFFAOYSA-N 0=C1C=2C(0C (C3=CC=C (0C) €1)=CC(0)=C(C20)C
drochronen 4.
2256 10. 606 411. 20984 Tngenol-5, 20-acetonide DM+H]+ 411. 20999 2313205 Ketals ONMDPPVVEFWDOD-FMBNQKDMSA-N 0=CIC2C=C3C0C {0304 ) CLO) Cé’“’m @GO 00 ©
2257 10.609 248, 63942 Tobramycin 2 N~ or 6 -N-formyl DiH] + 248, 63499 CL9H37N5010 1; O(“Vsui_s:;"m‘fnd 2 ZAMVUPFBJSDSB-XINHDZSNSA-N O-CNECLOC (0C2C () “M“L(Lgié(“) cwenemeyeme
2258 10.615 359. 11514 130094 [+t 359. 116 C20H14N403 Quinazol ines PRYGKA JEGXTQNF-UHFFFAOYSA-N 0=CINC (=0) € (N2C (=0) C=3C=CC=CC3N=C12) CCA=CNC=5C=CC=CC54
2259 10. 621 610.34027 pseudojervine [MeH] + 610. 34003 C33H49N08 Steroidal saponins HYDDDNUKNMMWBD-VWTOGNTVSA-N O=C1C2=C (€) 3 {0GACC (C) CNCAC3C) CLC2CHCC=CE0C (CTOC (L) C
Q) C(O)CTNCOCE(ICIE
2260 10. 634 256. 13962 2, 5-Dimethoxy-4-isopropyl thiophenethylamine [M+2H] 2+ 256. 13699 CI3H21NOZS Dimethoxybenzenes HDYZSVKZKDPLDT-UHFFFAOYSA-N 0(C1=CC(=C (00) C=C1SC (C) ) CON) €
201 0 612 07 25013 5 (2, 1-dihydroxyphenyl) 7 hydroxy 6, 8 bis (3 methylbut-Z-enyD) 2, 3 D 07 25299 P B-prenylated R — 0-CIC=2C-C (C(0) ~C (C20CCIC3-CC=C (0) C=C30) CC=C (0) ) CC=C (
dihvdrochronen-4-on isoflavanones Q¢
2262 10649 328. 31964 Stearoyl Ethanolamide [+ 328. 32001 C20H41N02 N-acylethanolamines 0TGQIQQTPXJARG-UHFFFAOYSA-N 0=C (NCC0) CCCOCCOCCC0CCOcee
2263 10. 658 135. 2536 19, 20-dihydrousambarensine [M+H]+ 435. 254 C29H30N4 Harmala alkaloids QODPASWLKWJHBB-PTORSQSXSA-N VZIC;CC;ZCZsCzCC;CCSMZCIC?CCHH’“ (CETC=CC=CCTO60ENSCe
701 10,600 296, 1153 Z-mothoxy 3, 5-dimethyl6- [ (42) 4L (E) 2 methyl 3~ (4-ni trophenyl) prop-2- [ 296, 11526 J— Nitrohomonos Ty — 0-CIC(-C{0C (-C1C) C20CC (-CC (-CC3-C0-C (C-CRIN(-0) 01 C) C2
envlideneloxolan-2-vllpvran-4-one )00)C
2265 10.678 21113217 Jasmonic Acid D]+ 211.133 C12H1803 Jasmonic acids ZNJFBWYDHIGLCU-ONEGZZNKSA-N 0-C(0) CC1CCC (=0) C1CC=CCC
2266 10.703 640. 34503 Hexosyl LPE 18:2 D)+ 640. 34412 C29H54N012P Lipids MNNGEUSDGJ JARF- JLXBFW JINA-N COCCCCCCO000CAC=CNC :(’\f,iZ?LﬁT;’ETiZ(‘OP(0) Fog0cRcLoc (o
2267 10.726 241. 2263 oxacyclohexadecan-2-one Do)+ 241,22 C15H2802  |Macrolides and analogues FKUPPRZPSYCDRS-UHFFFAOYSA-N 0=C100 cl
2268 10. 742 276. 15854 Rolipram DM+H] + 276. 159 C16H21NO3 Phenylpyrrol idines HJORMJ TFDVBMOB-UHFFFAOYSA-N 0=CINCC (C2=CC=C (0C) € (0C3CCCC3) =C2) €1
2269 10.745 351 16919 Perakine D]+ 351. 17001 C21122N203 ‘“"‘“l,“w"; et GDXJMOGHONJRHL-FXRWJBK JSA-N 0-CC1C (N2C3C4=NC=5C=CC=CC5C460C2C (COC (=0) €) C1C3)C
970 0.7 431 24507 (IS, 105, 55, 7a5) 7 (acety Toxymethy]) 5 hydroxy 1[5 e oL 21602 SZ012 Iridoid 0-glycosides O O=CO)CI=COC(0CZ0C (C0) C (@) C0)C20) CAC=CC () CI3) COC (=0
irihvdr 6 (hvdroxvmethvl) oxan-—2-v]] C
2271 10.777 373. 35107 3,4°,5,6, T-Pentamethoxyflavone [M+H]+ 373. 34515 2012007 7’?;"}“:'::%3“‘“ OWNRDLYPTYHOQK-UHFFFAOYSA-N 0=C1C(0C)=C (0C=2C=C (0C) € (0C) =C (0C) C21) C=3C=CC (0C) =CC3
2272 10.803 291.19485 FA 18:4+10 [M-H]- 291. 19449 C18H2803 Oxidized fatty acids TYEHRWJNUWAXAD-UHFFFAOYNA-N 0=C (0) CCOCCCCCLC (=0) C=CC1 (CC=CCC)
2273 10.804 205. 15819 3, 4-Dimethoxybenzoic acid;Veratric acid DM+H] + 205. 16 C9H1004 F "‘f:::ﬁz_i“z“;iyc‘"_“ds DAUAGNGYDSHRET-UHFFFAOYSA-N 0-C(0) C1=CC=C (00) € (0C) =C1
N (S)-methyl 2-((S)-2-(((S)-T-acetamido-1, 2, 3-trimethoxy-9-oxo-5, 6, 7, 9 N _ . . CINC (C (=0)NC ) 0C) C) CCSC) €3=C (0C) C (0C
2274 10. 807 602. 25208 ot rabetoteel Lt o A0l o ta [M+H]+ 602. 25 C30H39N308S Peptides QKYMKDOHBLVSEL-YROCYRMSSA-N OO AL
2275 10.819 277.14505 (3F)~3-benzylidene-4-methyl-1H-1, 4-benzodiazepine-2, 5-dione [M-H]- 277. 14868 CI7H14N202 1, 4-benzodiazepines FYVKHLSOT TPVEH-RVDMUPTBSA-N 0 CC3)NIC
2276 10. 821 514. 33588 Maraviroc [M#H]+ 514. 33502 C29H41F2N50 Tropane alkaloids GSNHKUDZZFZS JB-TLVMPNSOSA-N o—c<1\c(Lf1cfcuc1>ccgczécsch)c?F),chc«N\me(c)u)c)cs)c
2277 10.859 320, 25864 (IR, 7R)~7-ethenyl -1, a, 7-trimethyl 3, 4, 4b, 5, 6, 9, 10, 10a-octahydro-2If [M+H] + 320. 25839 C20H3002 Diterpenoids MHV JRKBZMUDEEV-WANGQUDJSA-N 0=C(0) €1 (C) CCCC2 (C) €3C (=CC (C=C) (€)CC3) CCC12

phenanthrene—1-carboxvlic acid




6-(1H-indol-3-yImethyl) -9-methyl-3, 15-di (propan-2-y1)-1, 4, 7, 10, 13, 16—

0=CIN20CCCC2C (0)=NC (C (0.

)=NC (C(0)=NCIC(C)

N o - I - DROVYULRRU o
2278 10.879 608. 32068 T T T e TR T [M-H] 608. 32019 C31HA3NT06 Oligopeptides RXOMDRQVYULRRU-UHFFFAOYSA-N el OO
2279 10.89 438.26413 I-Lauroyl-2-hydroxy-sn-glycero-3-phosphochol ine DM-H1- 438. 2626 C20H42NOTP lfaﬁylff“’ﬁl;vfi";f’_* BWKTLASWCLJPBO-LJQANCHMSA-N €CCCCOCCCCCe (=0) 0C[C=HT (0) COP ([0-1) (=0) OCCIN+] (€) (C)C
2280 10.904 149. 02435 2-Carboxybenzal dehyde [M-H]- 149. 02441 C8H603 Benzoic acids DYNFCHNNOHNJFG-UHFFFAOYSA-N 0-CC=1C=CC=CC1C(=0) 0
2281 10.918 151. 06017 ARABITOL (D) i) 151. 0612 05111205 Sugar alcohols HEBKCHPVOTAQTA-QWNZIVAMSA-N 00C(0)C(0)€(0)CO
2282 10.923 3270773 Triphenylphosphate Do)+ 327. 07806 CI8H1504P Aryl phosphotriesters XZZNDPSTHUTNOC-UHFFFAOYSA-N €=C2) 0C3=C
2283 10.932 239. 06728 Dinoseb DM-H]- 239. 06735 C10H12N205 Dini trophenols OWZPCEFYPSAJFR-UHFFFAOYNA-N CC(=CHN(=0)=0)N (=0)=0
2284 10.933 715. 35278 Subsessiline D]~ 715. 3501 C43HABNA06 Alkaloids RZBEPDQKWUNUCK-UHFFFAOYNA-N acescaca (“Mw‘fulfm
o — U (155, 167, 175) 16 ethylidene 4 hydroxy 15 [L(2S, 3K, 45, 55, 68) 3, 4, 5 - ,, U F . % CI=C0C (0C5
2285 10.936 629. 22266 o 6 Gvdroxmeriel o2 41 logtd 210 14,20 [M+H]+ 629. 22284 32136013 | Macrolides and analogues VRQNFHSTTZXQBU-HTVHDVGDSA-N (D (O Cane )
2286 10.939 369. 15524 TR, 2E 55, 10R, 115)~10, T1-dihydroxy-6- (nethoxymethyD) 1, 10-dime thyl-5-oxo- [ws2H] 2+ C18H2408 Butenolides OPAWQGXUUDQTPB-SFNTKPSXSA-N (0C(0) (€C3)C(0) (C)CC(0C (20) €) C2=C1C00) €
4 14-dioxatricvelo[9.2,1,02 2] tetradeca=2, 6-dien-8-v] acetate
2287 10.939 368. 15662 methyl 3’<3’hydr°“’5’(4”““11‘)1‘)":]?“2;”1)f‘lf’pym"H’yl)’Sf(py“d“ﬂ’ [M+2H] 2+ 368. 16 C20H21N304 Anisoles GPHUERASPTVMNY-UHFFFAOYSA-N 0-C (00) CC (C=1C=NC=CC1) C=2C (0) =NNC2CC3=CC=C (0C) C=C3
2288 10.945 614. 3299 Hexosyl LPE 16:0 D]~ 614. 32831 C27H54N012P Lipids UTSOORRTLGPHLE-OEYVFKEPSA-N LHJLC=] (0) (cac 0y L“;)LCL;G)%?;)LCLI‘GLOP(“> oroceNcroc(e
2289 10.946 4723251 Terfenadine [+t 472.32101 C32H41NO2 Diphenylmethanes GUGOEEXESWIERT-UHFFFAOYNA-N 2oL ‘(“:”)(’((,‘:Z . 1 X LLCO) (€
2290 10.949 267.17145 Tri-N-butyl phosphate Do+ 267. 17197 C12H2704P Trialkyl phosphates STCOOQWBFONSKY-UHFFFAOYSA-N CCOCOP (=0) (00CCC) 000CC
- - - 0-C (0CICC23CCA30CC (0C50CC (0) C (0) C50) € (C) (€) CACCC2C6 ()
. . Cimiracenoside 4 . 37158 wurbitacin glycosides / JCDCHVSPK-RKUDFBBFSA-
2291 10. 962 701. 3678 Cimiracenoside D DM+H] + 701.38 37158011 | Cucurbitacin glycosides HZTBY JCDCHVSPK-RKUDFBBESA-N () CTA0C O QIO C RO OO
2292 10982 604. 3667 desmethylenylnocardamine DM+H] + 604. 36646 C26H46N609 Macrolactams SXTGVXKFOVZY TK-UHFFFAOYSA-N O-CIN(O Ccoen-coycce 2’8&%%%&“’“ oreccEoNocce
2293 11061 197. 15291 Nerylacetate [+ 197. 15361 1212002 Fatty alcohol esters HIGQPQRATQDZMP-UHFFFAOYSA-N 0=C(00C=C (€) CCC=C (0)€) ©
2294 11.08 378. 21191 Donepezil [M-H]- 378. 20746 C24H29N03 N-benzylpiperidines ADEBPBSSDYVVLD-UHFFFAOYNA-N C(00)=C (0C) C: 04) 0C3
, . . 7,5 disubstituted 2- ] -5 (=0) (0) 0. 0CC10C (OCZC (0C30C (C0) € (0CA0C (CN) € (0) C (0) CA
. 2t AROMOMYCIN SULF/ -H]- . 256 3H4T] DOKAZOAKLDU-UDX JMMFXSA-]
2295 11.081 712. 25403 PAROMOMYCTN SULFATE [M-H] 712. 25641 C23H4TN5018S et .JRDOKAZOAKLDU-UDX JMMFXSA-N _ vancocmuccoae
2296 11,091 411, 23691 Grayanotoxin DM-H]- 411. 2388 C22H3607 ti"ci’:h:’{ ::ﬂ NXCYBY JXCJWMRY-VGBBEZPXSA-N o-clocicaceesc () (LM“(O);C“) Oaocmaneeoe
2297 11114 104. 10658 Choline [M]+ [+t 104, 10645 C5H1L4NO Cholines OEYTOHPDSNJKLS-UHFFFAOYSA-N 0CCIN+] (0) (O)C
, e 21 hydroxy-10-methoxy-1, 4, 14, 19, 19-pentancthyl 2, 7, 18- I N — X — ~ o 0-C10CC2=CIC (00) = csc(om(c)cc(n)rsc(oc( 0)CCC5 () CAC3)
2298 11,151 143. 34738 e oaneae Lol L 8. 0. 02 95, 0% 505 9 L8 (11 4.9 e tonef 1T 1] 1443. 35153 2513207 Xanthenes GBKCPBPYMRGRKL-UHFFFAOYSA-N «
, - - - 0-C{0) C120CC3- L(C(CCI)LMCS(C)LLCJC(C( D)0 ©)C0)C0)
5 37. 4 537.2 30H45C ~alpha-hydroxysteroids OWHJTJ JSDGEHNS-RRWWVBFDSA-
2299 11. 152 537.3009 senegenin DM+H] + 537. 29999 301450106 | 12-alpha-hydroxysteroids CWHJTJJSDGEHNS-RRWWVBFDSA-N 10 L) (O
2300 11.16 275. 16684 shogaol [M-H]- 275. 16525 C17H2403 Shogaols OQVKEEOHDMUXEO-BQYQJAHWSA-N 0-C(C=C00CCC) CCC1=CC=C (0) € (00) =C1
2301 11.176 391, 24814 575,85, 8al) § [2- LR, A1) 1 hydroxy 6 oxoosan-2 ylJethyl] 7 methyl- g 391, 24799 2313405 Delta valerolactones AJLFOPYRIVGYM]- INTXDZFKSA-N 0=C10C (C0C2C (C=0C3=CCCC (0C (=0) € (C) €0 €32) €) CC (0) €1
12,3, 7.8, 8a-hoxahvdronaphthalen-1-vi] (28)-2 pethvlbutanoate
2302 11177 249. 18427 Matrine [MeH] + 249,19 C15H24N20 Vatrine alkaloids ZSBXGTUJO0QZMP-JLNYLFASSA-N
2303 11.183 247. 16965 (3ak, 5aR, 9bR) ~3a-hydroxy-a, 9-dinethyl -3-methylidene~d, 5, 6,7, 8, 9b- [M-H]- 247. 16972 C15H2003 Eudesuanol ides, XMPDAVDY TOMTLX-BPLDGKNQSA-N 0=C10C2C3=C (C) CCCC3 (C) CCC2 (0) C1=C
hexahvdrobenzole] [11benzofuran-2-one 4 Lides. and
2304 11.193 379. 22244 Neotame D]+ 379. 22275 C20H30N205 Peptides HLTAVLHND JUHFG-HOTGVXAUSA-N coceoLe e -y g):é(w LA e O)=oNeee© ¢
2305 11.212 496. 37802 1-0-hexadecyl-2-C-methyl-3-phosphatidylcholine [M+H] 496. 37616 25H54N06P | Glycerophosphocholines BZLKOORCGCYQ)Z-UHFFFAOYNA-N CCOCCOCCOCCC0CCO0Ce (€) (0) COP([0-]) (=0) 0CCINH] (0) (0)C
2306 11.226 610. 36517 Apicidin C 120251 D]+ 610. 362 C33H4TN506 Oligopeptides GWLHFNKLJRZBAT-KGKLHAENSA-N O=CINC(CH O)I\C(C((,(O):“(‘\ﬁ(‘);)‘( N °>N”CCC“C< RECECH
N T (3 (((2R, 45, 55, 6R) 4, 5 dihydroxy 6 methyl tetrahydro 2H pyran2-y1) oxy) Cardenolide glycosides - RN IR O Y R G OOIRIE
: . . 33624 ’ s 47. 351148 JGPACAGO-HASSKWOGSA-]
2307 1. 233 o7 33621 5. 14-dibvdroxv-13-nethvl-10-((E)~ ((ovridin-3- il o17. 33002 COSHISN208 and derivatives HGKGQUGPACAGO HASSKIOGSA X C5 (C=NCC=TC=NC=CCT) CACCC23C
) o - ) Gamma. amino acids and . -
2308 11.233 172. 13275 Gabapentin (Neurontin) DM+H] + 172,133 COHLTNO2 e UGJMXCAKCUNATE-UHFFFAOYSA-N 0-C(0)CC1 (eN) Ceoeel
- o (25, 35, 15, 5K, 6R) 6 LL (35, 6aR, 6bS, 8aS, 14bR) 8a_carboxy 1 (hydroxymethyl) | e o - — P m‘(o)rlof‘(()(‘zr % <(:)(: 5C60C (C) (C)CCC6 (C (=0)0) CCCh
P P N . y y - sa Vi g
2309 11.24 649. 39526 1L L U bl 1 23 a8 6.0 8 5 1012, 198 14 Lia [+ 649. 39459 36156010 Triterpene saponins DYFUVQSGLMQLRX-CGBUBQHTSA-N “ O
2310 11.246 391.17853 Rosmic acid [MeH] + 391. 17999 2112607 Terpene lactones CAXSJVGHYYBJKT-GVX O=CIO)CL=C(C C(C( O)OC)C(C)OC( 0)C20C(=0)CI3CCCC (C) (C
2311 11.262 394.1918 Pirenperone [M+H]+ 394. 19254 C23H24FN302 Alkyl-phenylketones HXCNRYXBZNHDNE-UHFFFAOYSA-N O=CIC(EC(=C2C=00=NIZ) ) Ccck;m CEOCAC=CE CeaC
2312 11,277 318.24219 Drofenine D]+ 318. 24277 C20H31N02 Be“ze"‘; 3‘;jﬁi‘;bsilt”ted AGJBLWCLQCKRJP-UHFFFAOYNA-N CON(CC) CCOC (=0) € (C1CCCCCT) C1=CC=CC=CL
2313 11.306 422, 28882 Talatisamine [+ 122, 29001 C24H39N05  Aconitanetype BDCURAWBZ JMF TK-CVJS JHTBSA-N 0C1C20C3C1€ (0) (CC20C) CACCHC6 (COC) CN (CC) CAC3C (0C) CC6
diterpenoid alkaloid
2314 11.328 305. 20981 8-Shogaol D]+ 305. 20999 C19H2803 Shogaols LGZSMX JRMTYABD-MDZDMXLPSA-N 0=C (C=CCO0CC0C) CCC1=CC=C (0) € (00) =C1
o ve— S F o0 d; % 97,07, ? | hoxadecanc b
2315 11,344 327. 2301 14 (hydroxymethyl) =5, & d“““hylf:;;:;z:;i’gil'z' 1. 07, 22. 07, 2| hexadecana~> D]+ 327. 22943 20113202 Kaurane diterpenoids ACXLVKYMISNUFD-UHFFFAOYSA-N 0=CC1 (€) CCCC2 (€) C10CC34CC (CO) € (CCC32) O
. . methyl (2R) 2 L (IS, 2K, 45, OK, 10, 14S, 15S, 175) 17 (acetyloxy) 9 (furan 3 . ) — ’ - 0-C{OCIC2(0) C(=0) C{C) (C3CCCA (C) C (0C (= o)cmaxoczs)us:c
- a5 578, ) ’ N ¥ : ) MAOT-SQTWQLQFSA-]
2316 11.353 578. 25952 DL b1 L4 16 16 torrothrl T 15 d o 8 D]+ 578. 25958 C29H36011 Limonoids QBOFNNDGXMMAOT-SQTWQLAFSA-N (0 0L D)
ot e - 1970¢ N . | R . R CCCCCC 0) 0P (0) (= 0)0(((\!)((0) =0)0C (=0)C
2317 11.368 806. 49792 Phosphatidylserine 16 [M-H] 806. 49774 CA4HTANO1OP Phosphatidylserines PWBBJQOVCTHP M- LGFBOSHVNA-N A O O /O N A O/
2318 11.385 288. 15906 galanthamine [M+2H] 2+ 288. 16 C17H21NO3 Galanthamine-type ASUTZQLVASHGKV-SUYBPPKGSA-N 0C1C=CC23C4=C (0C2C1) € (0C) = CN(C)CC3
aparvllidaceae alkaloids
2319 11.41 310. 23691 Dihydoroferuloyl Octylamine [M+H]+ 310. 2363 CI8H3INO3 F"d“i‘f\"j'&]dc and HNHHAOUUFVYDEN-UHFFFAOYNA-N €CCCCCCONC (0) CCCI=CC (00) =C (0) C=C1
2320 11411 311. 22107 9-HPODE DM-H]- 311.22278 C18H3204 Lincolic acids and JGUNZIWGNMQSBA-S TGMCMEVNA-N €00CC0=C\C=C\C (CCCCCCCC (0)=0) 00

derivatives




(E)-4-[ (IR, 25, 3S, 4R, 8aS) -2, 3, 4-trihydroxy-2, 5, 5, 8a-tetramethyl-

2321 11,425 349. 19492 ) : et [M-H]- 319, 19348 C18H3004 Sesaui terpenoids GUVJPXABQYFWPD-GSZDNWEJSA-N 0=C(C=CC1C (0) (€) € (0)C(0) C2C (C) () CCCC120) €
4.4a.6. 7 8-hexahvdro- 1l naphthalen1-vilbut-3-en-2 one : i
2322 11.472 336. 25244 Eicosanoids 18-HEPE C20H3003 [M+H]+ 336. 25299 2013003 Hydroxyeicosapentaenoic LRWYBGFSVUBWMO-UAAZXLHOSA-N 0=C (0) CCCC=CCC=CCC=CCC=CC=CC (0) CC
2323 11,487 410,30017 | 7126 dimethyl 8- (@ methylbutanoyloxy) 1,2,6, 7,8, 8a hexahydronaphthalen DM+H] + 440. 30066 2413806 Mediun-chain hydroxy QLJODMDSTUBWD-UHFFFAOYSA-N 0=C(0) CC (0) CC (0) CCCIC (C=CC2=CC (€) CC (0C (=0) € (€) CC) €21) €
1-v11-3, 5-dihvdroxvhentano d acids and derivatives
e Pesticided Moxidectin C37HH3N0S (I’ R, 2R, 47, 4'S, 55, 65, 8 K, 10, 13 K, 11 E, 16 - — S . 0=CT0C2CC (003 (0C (€ (=CC {0 C) I C (C (2N0C) C3) 0) C2) CC=C (0 C
2324 11,494 622. 37769 R 2Lk 94 91’ o Dibrdescr - (Lot nneining) 5 1L 13 29" [M+H] 622. 37299 C37H53N08 Mi lbemycins VZBLEMPOMVTDJY-CBYMMZEQSA-N TS
2325 11.503 640. 41327 Halocynthiaxanthin acetate [MeH] + 640. 41223 C42H5605 Triterpenoids ZXBKJGTDFYDFMF-KCMHMNNUSA-N C=C\CO0 P C(r e
2326 11. 508 511. 33981 asiatic acid DM+H] + 511.34 304805 Triterpenoids JXSVIVRDWWRART-LHZTXBFTSA-N OO © ocsee
2327 11.512 317.20798 Eicosanoids 9-HOTrE C18H3003 DM+H]+ 317. 20901 C18H3003 L]“ed"lr’i;f;di and RIGGEAZDTKMXST-MEBVTJQTSA-N 0-C (0) CCCCCCCC (0) C=CC=CCC=CCC
2328 11.52 295, 22626 13-0x00DE [H] 295. 22678 CI8113003 "‘"9;];;\':;]?1” and JHXAZBBVQSRK JR-QNQPVOBRSA-N 0=C(0) CCCCECCC=CC=CC (=0) CCCCC
2329 11.528 567.31122 6 ~tetradehydrolongicaudatine Y D]+ 567. 31201 [C38H3INA0] + Strychnos alkaloids INVOSXVUPRCXKV-JGGOXZBPSA-0 Om(:C\'ZC’;\SC:Ccifﬁ?ﬂfrcyﬁii,(:“jf&f%);}?f et
- . . 2-acyl-sn-glycerol-3- . ‘ i CCCCCCCCeeeee\C=C/CCC (=0) 0C (C0) COP (0) (=0) OLC=H]1[C=H] (
: ¥ x sphatidylinos s -H]- 597. 304 ; 8L VHGUPNHWUHPOM-DBFVMBBUSA-] , A " !
2330 11.586 597. 30432 Phosphat idylinositol lyso 18 [M-H] 7. 30457 C27H51012P shosshoiositol OVHGUPNHWUHPO-DBFVMBBUSA-N ) Lot (0) (ot (0) [Cot () el 10
2331 11,587 313. 23599 (97, 12)-15, 16-dihydroxyoctadeca-9, 12-dienoic acid DM+H] + 313. 23734 C18H3204 L]“ed"lr’i;f;di and LKLLJYJTYPVCID-JVVXYUKTSA-N 0=C (0) CCCCCCCC=COC=CCC (0) € (0) CC
2332 11,597 348. 28854 Palmitoyl Ethanolamide [+ 348. 29001 CI8H3TNO2 Carboximidic acids HXYVTAGFYLMHSO-UHFFFAOYSA-N 0=C (NCC0) CCCOCCOCCe0Ceee
2333 11.607 414, 39227 SOLASODINE [M+H]+ 414. 39029 C27THA3NO2 S‘“j:‘:“vl"""_ci and KWVISVAMQIWJSZ-VKROHFNGSA-N OCICCQZCCCSC(CCM(C)CSCCSOC?(NCC(C)CC@C(C)C“)CZ(C)CC
2334 11.616 262. 1431 suberosin [M+H]+ 262. 14377 C15H1603 Cﬁ:z‘f"'ﬁ ‘L‘“d RSZDAYHEZSRVHS-UHFFFAOYSA-N 0=C10C=2C=C (0C) € (=CC2C=C1) CC=C (C) C
2335 11,644 307. 15659 8- (3-methoxy-2- (methoxycarbonyl) phenyl) octanoic acid [M-H]- 307. 15399 C17H2405 0 "‘f:::ﬁz_i“z“;iyc‘"_“ds RTUJTYBESVJPOD-UHFFFAOYSA-N 0-C (00) C=1€ (0C) =CC=CCLCCCCCCCC (<000
— . N (1 ((6aR, 8aS) 1 hydroxy 6a, 8a, 9 trimethyl - - P Furostanes and ey e 0=C (NCC (C) CCC=10C2CC. C{0) CCC5 (C) CACCC3 (C) C2C1C
2336 11.65 478. 32898 56 e B 5 S Lin 1212 1o et s medea L [+ 478. 32999 C29H45N03 e CNHACNV JEKRLHF-UDCIVAR JSA-N .
2337 243.19516 beta-Hydroxymyristic acid [M-H]- 243. 19656 C14H2803 Long-chain fatty acids ATRNZOYKSNPPBF-UHFFFAOYNA-N 0=C(0)CC(0)
2338 11.672 267. 15979 3-[4-methyl-1- (2-methy lpropanoy1)~3-oxocyclohexyl Jbutanoic acid [M-H]- 267. 16019 C15H2404 Menthane monoterpenoids ZI0CYJNRYTRTQD-UHFFFAOYSA-N 0=C(0)CC(C)C1 (C(=0)C(€)C) CC (=0)C (C) CC1
2339 11.685 540. 32983 LPC 16:0 [M+FA-H] - 540. 33069 C24H50NOTP Lipids ASWBNKHCZGQVJV-UHFFFAOYNA-N 0-C(0CC (0)COP (=0) ([0-1) 0CCIN+] (€) (€) C) CCCCCCCCOCeeeee
2340 11.688 296. 14441 Sumatriptan succinate [M+2H] 2+ 296. 14301 CI8H27N306S Tri“f]‘:"q"’jg and PORMUFZNYQJOET-UHFFFAOYSA-N 0-C(0) CCC (=0) 0. 0=8 (=0) (NC) CC=1C=CC=2NC=C (C2C1) CON(C) C
) , . T6aR, 8a5) 11— (3-acetamido 2-methylpropyl) 6a, 8a, 9 trimethyl 10-oxo- ) } N — - - 0=C (0C1CC2=CCC3CACCH-C (€ (=0 C (C) C504 () CCCCZ (C) CCT) CC
3. 518. 31952 s 518. 32 3 1HABNOA Steroid esters 2SBUZB) -5 /SA]
2341 11.689 518. 31952 L e e B 7t b 910 15 Lo o b b talonaly. L D]+ 518. 32001 C31H45N04 Steroid esters KESBUZBX JMXUNA-SFXPRKOZSA-N YRS
, - . - - 0-CINZCCCC2C3 (0) 0C (N-C (0) CAC-C5C=60-CC-CTNC=C (C76) CCHN
: . 34. 29501 Alpha-Ergocryptine 4 534. 2993 32114 yserganides /DOTUXAWKBPQW-NSLWYYNWSA-
2342 11.691 534. 20504 Alpha-Ergocryptine DM+H] + 534. 29932 C32HAING05 Lyserganides YDOTUXAWKBP@JW-NSLWYYNWSA-N 00 (NI OO
— (LG LCONICICOOCOC
2343 11.719 481.31097 emetine D]+ 481.31 C29HAON204 Emetine alkaloids AUVVAXY TELKVAT-CKBKHPSWSA-N O(C-le=c2e Cee1on Lmuéé%jg Su CCOO=C OO C=CeeNt
2344 11.743 355. 1763 DUARTIN () [+t 355. 17551 C18H2006 L t; ’}ffdf;?ffﬁqn;m. QVVPJFBYFYYVD-LLVKDONJSA-N 0C1=CC=C2C (0CC (C3=CC=C (0C) € (0) =C30C) €2) =C10C
2345 11.751 561. 32635 MGMG 18:2 [~ 561. 32898 2714809 Lipids LBHUT JRTHBBWHP-UHFFFAOYNA-N 0=C (00C (0) COC10C (€0) € (0) € (0) C1 (0)) CCOCCOCC=CCC=CCO0CC
- : Alpha amino acids and - G-CINC (C (=0) NC1CC-2C-3C-CC-CCBNC2C (C-C) (€) 0) CC-AC-50-C
.75 .28 5 H]+ 509. 2 32H36N UHTOUBUBRNTMLK- WA
2346 11.756 509. 2872 120156 [M+H] 09. 29099 C32H36N402 e HTOUBUBRNTMLK-UTOOFZCWSA-N CCCNCIC () (O
2347 11,787 466. 29333 Phosphatidylethanolamine lyso 17 [M-H]- 466. 29391 C22HA6NOTP ih:"_yi S:‘hfrl‘y?f;:’mf SZATCHDWEOHRLY-UHFFFAOYNA-N €CCCCOCCOCCCCCCC (<0) 0C (C0) COP (0) (=0) 0CON
2348 11818 1413, 37292 Fucosterol [+ 413.37 2911480 St’j“:f‘i”:q’"‘"ff and OSELKOCHBMDKE]-QPSGOUHRSA-N 0C10C2=CCC3C (CCCA (0) € (COC34) € (€) CCC (=C0) € () 0) €2 (C) €Ll
e s e o ey e Sy e et P e (0 =10 (0) =C (€ (00) = (CIec=ac=0c=ccD o= =
2349 11.837 107. 28937 Zhydroxy=d-methoxy=3, 5-bis (3 [""hyq“’i“lt enyl)~6-(2-phenylethyl)benzotc [M-H]- 107. 28934 2613204 Stilbenes KTBATBUBSGV INZ-UHFFFAOYSA-N 0=CO)C=IC=C(C00) C(“S)Cg 20(C0) CC=C O O tec
;
2350 ez 559, 30109 tert-butyl (I-(1-((7-acetanido-1, 2, 3 trimethoxy 9-0%0-5,6,7,9- [, 53, 33999 P Gamma amino acids and R 0-C{OC (C) () CINCICCN (C (=0) CCCNC2-CC-CACT-C (00) C (00) ~C(
tetvabvdrobenzolalhentalen-10-vD) aninoYbutanovlniveridin-d-vl) carbanate derivatives 0
2351 11.877 407. 18576 Flavanole base + 20, 2Prenyl [M-H]- 407. 18579 25H2805 Prenylated flavanones LAQLCZKP JGMFRM-UHFFFAOYNA-N O-C2C=3C-CC0
- I B amino 2 (3, ¥ _dihydroxy 4, 4, 7, 8a tetramethyl & —oxospirolZ, 3, 4a, 5,6, 7 - . o Glutanine and — — 0=C(0)C (NIC (=0) C2=CC
2352 11.883 532.30115 T T O TR N [+ 532. 3017 C28H38N207 et VGRP JNTVIGBNNK-UHFFFAOYSA-N P
eSO =V
2353 11.897 441.14493 Epicatechin Monogal late [M-H]- 441, 14694 C22H18010 Catechin gallates LSHYYAFMTMFKBA-TZ IWHRDSSA-N 0=C{OCICC=2C0)=CC O el DC0)=C3)Ca=CCO)
2354 11.897 295. 22589 FA 18:3+10 DM+H] + 295. 228 CI8H3003 Oxidized fatty acids LUZSWWYKKLTDHU-UHFFFAOYSA-N 0=C (0) CCOCCCCC (=0) C=CC=CCOCCC
I (C=2C-CCCCD) = ICT(CCoIC-ON=CCD) CCo50-0
2355 11.91 392.17514 Linopirdine DM+H] + 392. 17575 C26H21N30 | Tndoles and derivatives VEJCDKJ TEMTWRQ-UHFFFAOYSA-N O-CIN(C=2C-Ce-Ce ¢ CICT{CCAC-ON-CCD CC-5C-CX
2356 11918 443.31516 Paxisterol 120160 [M+H]+ 443. 31601 28114204 Ergostane steroids WUKYEOQJBJKFPH-VHCNFDLSSA-N o QDo (_)CMG”(‘ o0 GO e
2357 11.932 298. 27585 Spiroxamine D]+ 298. 27405 C18H35N02 Ketals PUYXTUJWRLOUCH-UHFFFAOYNA-N COON(CC) CC1C0C2 (CCC (€C2) € (0) (0)€) 01
. . . Phenoxyacetic acid — - — —
2358 11.95 359. 21805 ethyl 2-(3-(8-hydroxyoctyl) phenoxy) ~2-methylpropanoate D]+ 359. 21899 C20H3204 e s OMXAYACYQBTOQS-UHFFFAOYSA-N 0=C (0CC) € (0C1=CC=CC (=C1) CCCCCCCCo) (0)C
2359 11.958 289. 13022 Diazoxon D]+ 289.13116 CI2H21N204P Dialkyl phosphates VBLJFQYCTRKKKF-UHFFFAOYSA-N CCOP (=0) (0CC) OC1=NC (=NC () =C1) C(0) €
2360 11.964 361. 0675 rabelomycin [M+H] + 361. 06824 C19H1406 Angucyclines JJOLHRYZQSDLSA-UHFFFAOYSA-N 0=C1C=20=CC=C(0) C2C (:())C.i:(l‘(O)C:(A( €O ©en=c
2361 11. 969 319. 22571 ®)-5-(1,2, 40, b-tetramethyl=7-oxo-5, 4,8, Ba-tetrahydro-2H-naphthalen-l-y1)= [M+H]+ 319. 22675 C20H3003 Colensane and clerodane SLMFLTPPPXRYHP—JLHYYAGUSA-N 0=C (0) C=C (C) CCC1 (C) € (€) CCC2 (C (=CC (=0) CC21) €) C
—ethvipent—2-enoic acid diternenoid
2362 11.969 317. 07803 8- (2, 3-dihydroxy-3-methylbutyl) 7-methoxychromen-2-one [M+H]+ 317. 07858 CI5H1805 Cﬁ:z‘f"'ﬁ ‘L‘“d KGGUASRTGLRPAX-UHFFFAOYSA-N 0=C10C2=C (C=C1) C=CC (00) =C2CC (0) € (0) () C
2363 11.988 223. 0961 Diethyl phthalate DM+H] + 223. 09648 C12H1404 Benzoic acid esters FLKPEMZONWLCSK-UHFFFAOYSA-N €00C (C1=CC=CC=C1C (=0) 00C) =0




(4aR, 55) -9, 9a-dihydroxy-3, 4a, 5-trimethyl-5, 6, 7, 8, 8a, 9-hexahydro—-4H-

2364 12.016 289.14178 [MeH] + 289. 14102 C15H2204 Terpene lactones WVFNARDJAJTRAT-ZRGNYTFBSA-N 0=C1002 (0) € (=C10) €C3 (C) € (C) CC0C3020
benzo[f1[11benzofuran-2-on
, ) N — - - — . -C (0CC (0) COP (=0) ([0~
2365 12.02 LPC 18:1 DM+H] + 522. 35632 C26H52N0TP Lipids YAMUFBLWGEF TCM-UHFFFAOYNA-N 100001 (©) (0)0) CCOCCOACOCCOaCe
- . - - ) - ; T-acyl s glycero 3 -
2366 12024 Phosphatidylethanolamine lyso 20 [M-H]- 506. 32523 C25H50NOTP ° URXPORXPKXWHEF-MSUUTHNZNA-N
phosphoothanol aines
2367 12. 031 832.51373 Phosphatidylserine 18 [M-H] 832. 51343 C46HTENO1OP Phosphatidylserines ZBHJZQBBODCTLA-QRPORDCINA-N
) ) )6 ((7-acetamido 1, 2, 3 trimethoxy 9-o0x0 5, 6, 7, 9 ) - - - ~ )
: 2,032 21, 27112 y s 21. 27002 C33HAONA06S s BOTBYWCY-U SA)
2368 12.032 621. 27112 beszoalentalen 10-1)gpioe) (3,01 5.6 telrahdro 21 [MeH] + 621. 27002 C33H40N406S Tropones NIYTYLBOTBYWCY-UHFFFAOYSA-N e N O OLC N
2369 12.039 396. 08395 25,35)°6 ’"‘“;}1‘\[11’3;;?}“3"?::"]]f‘:’[‘mi‘g“c? i d}“:‘y“a”’h“(’[g’ z DM+H] + 396. 07788 C24H17N303 Pyrimidodiazepines TWDKBDSVUUKABK-GBXCKJPGSA-N O’CIC’ZL’CC’“Z\”C%lc"lc’ccc’ﬁa”lc(’O)N(L>C°SOC5L’°C’CC
2370 12.039 504. 34012 Glycocholic Acid DM+H] + 504. 34152 C26H43N06 "”i:}ga;iijb;ti:‘f]ds RFDATACWWDREDC-FRVALJSFSA-N ocoacOccecice Lf;é“)“'M(“)LM“M“(O)L
2371 12. 044 298. 27328 Pesticided Spiroxamine Tsomer 1% CISH3ONO2 N-Ethyl-N-{[8-(2-methyl-2- [M+H]+ 298. 27399 C18H35N02 Ketals PUYXTUJWRLOUCH-UHFFFAOYSA-N 01CC (0C12CCC (CC2) € (C) (€) ) N (CC) CCC
propanvl) -1, 4-dioxaspivold, 51dec-2-vlInethvl) -1 propananin
- e y I I U, - ; - N CCCCCNC=C/C\C=C/C=C/C=C/ (G- (SCIC=H] (N=C (0) CCLC=T] (V)
2372 12.045 LTCA [M-H] 624, 26 C30HATN309S ‘ Oh.gupspmdes ‘ GWNVDXQDILPJTG-NXOLTXFESA-N ) 0 N () Tt )t
2373 12.055 190. 04948 Kynurenic acid D]+ 190. 04987 CIOH7NO3 0”]“°ll'fjcf:_rb°x"h“ HCZHHETFKROPDY-UHFFFAOYSA-N clece2e (el ¢ (=0) ce (C(=0) 0) [nH]2
2374 12. 065 205. 08562 (32, 5E) ~4-hydroxy-6- (4-hydroxyphenyl) hexa-3, 5-dien-2-one [M+H] + 205. 08592 C12H1203 Styrenes TWINYMWZYVGFKC- JHLVKMQHSA-N 0-C (C=C (0) C=CC1=CC=C (0) C=C1)C
2375 12. 082 210. 06622 2- (2-chloropheny1) -4, 4-dimethyl-4, 5-dihydrooxazole [M+H] 210. 06799 CLIH12CINO Chlorobenzenes VOMZEVD JNHHMLC-UHFFFAOYSA-N C1C=10=CC=CC1C2=NE (O) (0) €02
- - - (35, 6K, 05, 12K, 155, 18K) ~3-butan-2-y1-1, 10, 16-trimethyl-6, 9, 12, 15, 18- N ) } - — - " 0-CI0C (C-0)N (©) C (€ (00 0C (C =O)N(C)C (€ (-0 OC (C CO)N(©)
: 52. 41357 1~ 52, 4178¢ Cye s s JQCSETXJXJTMKO-HLRZJ TOYSA-]
2376 12.096 652. 41357 B T P T T T s [M-H] 652. 41785 C3HBIN309 Cyclic depsipeptides UGCSETXJXJTHKO-HLRZJTOYSA-N OO OO OO OO0 O
2377 12. 117 487. 38541 hyperin DM+H] + 48739001 2120012 | Flavonoid-3-0-glycosides OVSQUDCBVZWGM-DTGCRPNFSA-N orecloczccocoe (Béé fg; ;CC (((?)L gf“ e e
e ) ) — N ) - — — . 0-C{0)C(0)CC(0) CCC) C1CC (<0) €2 (C3-C (C(=0) C{0) C120) CAC
2378 12. 143 555. 28967 __ Ganoderio Aoid 6 D]+ 555. 28998 304408 Triterpenoids BPJPBLZKOVTJQD-UHFFFAOYSA-N OO (O CICAE
2379 12.158 37710016 | P LIS Ba9) ~racetyloxy=2,5,5, 8a-tetranethyl=3-oxo-1a, 6, 7, 8-tetrahydro-1H- [M-H] 377. 20065 22113405 Diterpenoids XGQQRJZRTBKBRM-APTQHQDLSA-N 0=C (0CLC (=0) € (=C (CCC (€) CC (=0) 0) €2 (C) CCCC (€) (C) C12)C) €
paphthalen-1-vil-3-pethvipentanoic acid
2380 12.17 311. 08905 5, 10-dimethoxy-2, 2-dimethyIpyrano[3, 2-g]chromen-8-one [MeH] + 311. 08899 C16H1605 Linear pyranocoumarins QZUNAFWZEXJWGD-UHFFFAOYSA-N 0=C1002=C (0C) C=30C (C=CC3C (00) =C2C=C1) (C)C
2381 12208 428.30798 Peinisine D]+ 428.31 C27HAINO3 Jcr‘:r;,tlmim ;.mm KYELXPJVONZIGC-GKFG JCLESA-N pacarrroToee (Céfg( OO
2382 12.21 505. 31271 Strepin P1 DM+H] + 505. 31 C25H40N605 Peptides ARFSAPKKATWHHO- JERZPMBSSA-N O-CCOCE0 N (:0)“(%&%&(&1‘& (L= ECDe©
2383 12.211 409. 29294 CHOLIC ACID [M+H]+ 409. 29483 24114005 J:(’):y?m:" dhll;“:’:l BHQCQFFYRZLCQQ-OELDTZBJSA-N 0=C (0) CCC (€) CLOCC2C3C (0) CCACE (0) CCCA (€) €3CC (0) C12C
2384 12.216 744. 18236 Phosphatidylethanolamine (20:1/16:1) Abbr: GPoPE [M+H]+ 744. 18798 C41HT8NOSP Ph"s”l"‘”‘dylf‘”‘“""l“"“”“ VOHAPZCYHVKGHA-ZS TBMOKUSA-N OZCmcc(OC<:0)W'mLL::,CCCCCFC&E,T(:O) (0) 0ce) ceeecece
2385 12.221 41431937 e 707(hydmxymc:,:]\i;)ﬁ,}é,',s,’”{f,}mit.rinztlhyldOde’C"yl]dC"CH’ D]+ 114.32138 23114005 Lic diterpenoids NNPPLRJHBQPBAQ-UKRBZATKSA-N 0=C (0) C(=CC(=CC.(C) CC (€0) CC (€) CC(C) CC) C) CC (€ (<0) 0) €
2386 12.229 262. 6478 Tobramycin, N-propionyl derivative likely DM+H] + 262. 64999 C21H41N5010 de :“VS“:)I_St‘:;“m‘fnd 2 XMVDIYAEPSBCDQ-HXNOWKDOSA-N 0-CNecIoe (e () L<””°éC(1L§; COEMENCMmEICMm
2387 12.232 445, 31314 Menaquinone—4 [M+H] + 445. 31009 C31H4002 Menaquinones DKHGMERMD ICWDU-GHDNBGIDSA-N 0=C1C=2C4 C(ZO)(’(ZUE(C)C Ocee=C© ©cce=
2388 12.234 427, 30487 Leupeptin Dwt]+ 427.30273 C20H38N604 Dipeptides GDBAQVLCTARPGH-TKGGRYGDSA-N c@clerl = O)C(\(ETE:H' (GICEEORIEICES
2389 12259 449, 26788 Celastrol [M-H]- 449. 26971 C29H3804 Triterpenoids KQISQUZMSAGSHN-JJWQTEBTSA-N 0=CIC=C2C (OC=CC2 () CECL) C(ficcl O)L C(C (0)0) (C)cecs (©) oecs
2390 12. 263 291. 1384 (E)5- G hydroxy-2, 3-dimethy] zcsifzciffj 2 Uheptanyl)-2-methylpent-2 [M+2H] 2+ 291. 13568 C15H2403 Sesquiterpenoids QPVGQZZKAUMASH-BJMVGYQFSA-N 0-C(0) C(=CCCC1 (€) C20CC (€2)C1(0)0) €
2391 12. 268 324. 28888 Linoleoyl Ethanolamide [+ 324. 289 C20H37NO2 N-acylethanolamines KQXDGUVSAAQARU-HZJYTTRNSA-N 0=C (NCC0) CCCCCCOC=C0C=0CCCCC
2392 12.276 139. 07495 4-Hydroxyphenylethanol [M+H]+ 139. 07536 C8H1002 hydroxy=2= PMRFBLQVG JNGLU-UHFFFAOYNA-N
unsubstituted benzenoids
2393 12.28 203. 03508 4-hydroxy-TH-furo[3, 2-g] chromen—T-one DM+H] + 203. 035 C11H604 5-hydroxypsoralens GTJHDGJRTUSBIR-UHFFFAOYSA-N 0=C100=20=C300=CC3=C (0) C2C=C1
2394 12301 377. 31863 Polanrazine B 120170 D]+ 377. 32001 C18H23N30252 ‘“"h“da“:j:zt?“is and JXDWMMAEDSXNT-QZTJ TDSGSA-N 0=CINC(SC) (C(=0)NC1 (SC) CC2=CNC=3C=CC=CC32) € (C) C
. - - (1S, 2R, 5K, OF, 10K, 135, 155) 5 L (2K, 3, 5R) 5, 6 dimethy hept 3 on 2 y11 6, 10 ) ) ] - TS T 7 IR NS T O
28 2. ¢ 451, 4 ¥l + 45 94 y' 144 . V ESV:
2395 12.316 5L 31876 [ lalln 9 5 02 5009 0% 2 L8t [M+H]+ 151. 31824 28114403 Ergostane steroids VXOZCESVZIRHC]-LNSUSAKYSA-N
2396 217.15816 (5F) -6, 10-dimethy1-5, 9-undecadien-2-one Dwt]+ 217.16 131220 Acyelic monoterpenoids HNZUNTKWNYHE ] J-FMTVXFBMSA-N 0=C(C)CC
2397 12.336 365. 31436 DOCOSANOL DM+H] + 365. 31799 C22H460 Fatty alcohols NOPFSRXAKNQILS-UHFFFAOYSA-N 00CCCOCCOCCCCCCOCCeeeee
2398 12.4 393. 23969 monolinolein DM+H]+ 393. 24014 C21H3804 L]“ed"lr’i;f;di and WECGLUPZRHTLCT-HZJYTTRNSA-N 0-C (0CC (0) €0) CCOCCOCC=CCC=CCC0CC
» o — methyl 8 hydroxy 4,5, 7, 10, 14, 11 _hexamethy] 6, 17 dioxo 16 — — - — — 000 CIC () C C CO G2 C O OCCDC O ©OC
2399 12. 402 441, 28305 et 12,5 9. 009 0575, 0% 2 oo 8.7 diene o rarbatelate [M-i1) 141. 28088 26113406 Naphthopyrans LISLGICORS JAKO-UHFFFAOYSA-N OO0
oo T 00 =€ (00 C(0) =¢ 0=
2400 12. 409 389. 26645 5-DemethyInobiletin (M1 + 389. 26886 202008 8 21"]‘"'::%(;“‘1 DOFJNFPSMUCECH-UHFFFAOYSA-N 0=C1C-C{0C2=C 00 C (00) c(o?c(o) C12)C=30=0C(00) =C (00)
5 : o betace N s ] ] - B C(=CC-C (C-CC-C (C-CCI=C (C) CCCCT (©) €) 0) C) C=C (C-CC-C (C-CC
2401 12.45 537. 45093 beta, beta-carotene DM+H]+ 537. 45001 C40H56 Carotenes OENHQHLEOONY TE-JLTXGRSLSA-N YR
2402 12. 454 335.18787 | (2R)-5-methoxy-8, 8-dimethyl-2-phenyl-2, 3-dihydropyrano[2, 3-h] chromen-4-on [M-H]- 335. 18427 21H2004 Pyranoflavonoids TTOTUSMHTQENH-MRXNPFEDSA-N 0-C102=C (0C) C=C30C (C=CC3=C20C (C=4C=CC=CCA) C1) (O)C
- (IR, 3K, 6K, 85, 10K, 135, 165, 17R) 8 tert butyl 6, 17 dihydroxy 16 methyl - ; ) P 0=C10C () C (0) C2=C (0 C (0) =C (0C) C (0) =C2C (=0) 0C (C) C (0) 0=
2403 12.48 194. 9671 o1 1110 ot S Ll 7 20920 00,909 92,025, 291 [M-H] 194. 96539 22124013 | Macrolides and analogues CALDIMUKIDAVEP-UHFFFAOYSA-N OO
2404 12.48 369. 22769 TxB2 [M-H]- 369. 22827 C20H3406 Thromboxanes XNRNNGPBEPRNAR-JQBLCGNGSA-N cocccle=r] ne=i[e=lioc wiC[C’H] @ fesHlierc=creeee
- - CCI0C (0C2CCC3 (C) C (CCCA (€) C3CC (0) C5C (€ (-CCC-C () C) C) CC
4 ¥ 605. 4 soginsenoside 4 3 iterpenoids VWOH-UJQJYVIBSA-]
2405 12. 563 605. 43982 Tsoginsenoside Rh3 [M+H] + 605. 44 C36H6007 Triterpenoids PHLXREOMFNVWOH-UJQJYVIBSA-N Y T
2406 12. 582 349. 20309 4-acetyloxy-8-(3-oxo-2-pent-2-enylcyclopenten-l-yl) octanoic acid [M-H]- 349. 20203 C20H3005 | Medium-chain fatty acids QWDCTWDUPS THHK-SNAWJCHRSA-N 0-C(0C (CCC (=0) 0) CCCCCL=C (€ (=0) CC1) CC=CCC) €




oc1ceez ((‘)C(CCC3((‘)(‘ZCCC1(‘)(‘(C( ) €) CCC5 (C) CCC43C) CL(C

2407 12.593 427, 38852 3-Epi lupeol D]+ 301500 Triterpenoids MQYXUVHLBZFQQO~TSZJ THHZSA-N
2408 12.613 409. 23532 beta-TOXICAROL DM-H]- 409. 23636 2312207 Rotenones MTTUVGLGBORPBI-UHFFFAOYSA-N 0=CIC2=C (0C300C4=CC (0C) = C((%C))CC CACL3) C=Co0C (C=CCo=C20)
2409 12. 622 249, 14821 271(25, 4aR, 8a8) ~2-hydroxy da-methyl -8 methylidene3, 4, 5,6, 7, 8a-hexahydro [M-H]- 249. 14961 C15H2203 Eudesnane, isoeudesmane WQMBCGHXXVLQTE-CFVMTHIKSA-N 0-C(0) € (=€) €1 (0) CCC2 (€) CCCC (=€) C2C1
1H-naphthalen-2-v1lpron-2-enoic acid or_cvclocudesnan
2410 12.637 277. 14157 3, T-Epoxycaryophyl lan-6-01 [M+2H] 2+ 277, 14157 1512602 Oxepanes KSMZUKW IDPCGBS-UHFFFAOYSA-N 0C1CCC2 (0C1 (C) COC3C2CC3 () C)
2411 12.648 199, 25668 Lucidenic acid C [MeH] + 199. 26001 2714007 Triterpenoids XTMQD JNNBMNDTH-VHPTRQCPSA-N OZMO)C“(C)CICC(:O)Cﬁ,g%i;ﬁ%ﬁ:wmzc)m ©cccoe
- — 0-C (NC1-C0-C (C (-C)NC-2N-CC=C (N2) C3-CN-CC-C3) 0) CA-CC-C
4 . 65 61 . + 17. 636 30135 nza es VLMAHDNUQAMNNX - /SA-]
2412 12653 247. 64191 Inatinib Mesylate [M+2H] 2+ 247. 63699 C30H35N704S Benzanilides YLMAHDNUQAMNNY-UHFFFAOYSA-N _ _ ) CNSCON(C) 005, 05 (=0) (01
2413 12.655 462. 09622 7-Methylthioheptyl glucosinolate [M-H]- 162. 09317 C15H29N09S3 Alkylglucosinolates S JHVRBSHKTUXLG-MFTRQCQASA-N CSCCo0CCACSICH ““OL\? é%ﬂ}éﬁg (O LI O) [0 =
2414 12. 662 517. 22748 Angeloylgomisin H [+ 517. 22394 2813608 Hydrolyzable tannins ZSAUXCV JDYCLRS-XSTRQUFTSA-N =C(OCI=C O C0 o L:(?)( C(oar),éoc):c(m)(,: C0){
2415 12.68 134. 04462 L-Aspartic acid [M+H]+ 134. 04478 CAHTNOA AS”ZZ ‘“‘“‘?“: and CKLJMWTZIZZHCS-REOHCLBHSA-N C=H] (C(=0)0)N) C(=0) 0
2416 12.69 277.1413 3hydroxy~1a, 5-bis (hydroxymethyl) =5, 6bdimethyl"1, 3, 3a, 4, 6, 62~ [M+2H] 2+ 277, 14102 C14H2204 Cyelic alcohols and CUAPOUHDJKNLOB-UHFFFAOYSA-N 0=C1C(0) €2CC (C) (C0) CC2C3 (C) CC13C0
hexahvdrocvel opropalelinden-2-one ___derivatives
2417 12. 696 347, 22128 2-[a-methyl-§-methylidene-4~ (3-methylpentanoyloxy)-1,2,3,4,5,6,7, 8a D)~ 347. 22278 C21H3204 Budesuane, isoeudesuane QVSFE0QJKPOOHP-UHFFFAOYSA-N 0-C (0) C(=C) C1CC(0C (=0) CC (€) €C) €2 (C) CCCC (=€) €2C1
tabvdronaphthalen-2-vllprop-2-enoic acid or_cvclocudesnan
N — - (2F, AF) 1L(IR, 35, 8R, 108, 14S)-12- L (2F, 4E) -hexa- 2, 4 dienoy1] 1,6, 8, 13- - e — PR - 0-C( T C2(0) 03 (€ T=C(0)CA(C)CIC
2418 12.698 519. 32819 erahdrog A 10 L terragethel 2.0 [M+H]+ 519. 32812 28113208 Oxepanes VATYWOTGKMMCMY-GHQUPYHGSA-N L ()3 A e
5, 71 S, 16K, 168) -3, 5 ~hexamethyl 8, 16 bis (1, 3 =C =300NC2) C =C(C = =300-NCIIC(C
2419 12. 699 199. 25378 (3F. 55, 7R, SR, 11F, 135, 5K, lb[.{) 5111 13, 15 %“ anethyl ?’ 16 h%\“’; [M+H]+ 199. 25061 C28H38N206 [ Macrolides and analogues LAJRJVDLKYGLOO-FWSDNECTSA-N o=cloc(ce=z0c \’CZ)NC)C,C(F ?(C(, O,)OC(CC oEAEeOC
azol -5 -vinethvl) 1.9 dioxacvclohexadeca 3. 11-diene=2, 10-dione : (C=0100QC
2420 12,7 443, 26395 Strophanthidin [Me2H] 2+ 143, 25845 2313206 C“{ fi"i"\}‘:i“sc and ODJLBAGYINUMMR-HZXDTFASSA-N 0=CC12CCC (0)CC2 (0) CCCIC1CCCA (€) € (C5=CC (=0) 0C5) CCC340
2421 12.701 451, 26227 Repaglinide [M-H]- 451. 26022 C2TH36N204 Phenylpiperidines FAEKWTJYAYMJKF-UHFFFAOYNA-N O-cOer=ce-clecroco e (Oé): gt (Cac-ce-ceanseeoaes) ced
2422 12.708 458. 97763 Pesticided Hexaflunuron Cl6HSCIZFON203 [M-i1) 458.97501 | C16HSC12F6N203 | N-benzoyl-N' ~phenylureas RGNPBRKPHBKNKX-UHFFFAOYSA-N 0=t (N’(:O)(:1(’(F>:“’:(’C1(FZT)( ZCCED=CCE BICEEC
2423 12.719 9 Poricoic acid A [MsH] + 199, 34 C31H4605 Triterpenoids KVAQLXUMUVEKGR-SMFZDKLCSA-N Hm)cc“«Hm?ﬁ,ﬁii@fﬁ“gﬁicac(:C)OC)CWZO)
—_— ———— — — —
2424 12.721 471. 22241 (2R, 35, 45, 5R. 6%) -2-L[ 2R 3R, 4R, 53)°3, 4-dihydroxy5- (hydroxymethyl) oxolan [M+H]+ 471, 22006 C21H36010 Terpene glycosides AWDKYYYAAQQLEF-XRSPUTAPSA-N 0CC10C (0CC20C (0CC=C (€) CCC=C(€) €) € (0) € (0) €20) C(0) C10
2-v1loxvmethyl]-6-[ () -3, T-dinethvlocta-2 6-dicnoxvloxane-3, 4, 5-triol . i i
2425 12.721 258. 12772 Telmisartan (Micardis) DM+H]+ 258. 12601 C33H30N402 B;“ifi‘;if “2“ RMMXLENWKUUMAY-UHFFFAOYSA-N o-ce=t “)”M (C(CCECAN-CICCO
o ] o ) o - ; . PP 002 () CIC(0)CCIC
2426 12.748 621. 43817 Ginsenoside compound K [M-H] 621. 43719 3616208 Triterpenoids FV IZARNDLVOMSU-UHFFFAOYNA-N (Y CLC(0)CC) (Y CACCILC
YT S R e
2427 12.752 333. 27866 (IR, 2R, 4a3, 8a5)~1- ((S) ~3-hydroxy—3-methylpentyl) =2, 5, 5, 8a [M+H]+ 333.28 C20H3802 Diterpenoids VWPNQCLIQCRCCG-HHUCQE JWSA-N 0C(C) (CC)CCe1C(0) (€)CCe2C (€) (C) Ceeel2e
tetranethvldecahvdronaohthalen-2-ol
— T - e T T — Tl
2428 12.771 515. 31677 Zhydroxy3-{[3, 4, 5-trihydroxy 6 (hydroxymethy1) oxan-2-y1Joxy} propyl DM+H] + 515. 32001 comiapog | Gyeosylmonoacylglycerol HUS TSCNTLUEZCN-PDBXOOCHSA-N 0=C (0CC (0) COCT0C (€C0) € (0) € (0) C10) CCCCCCCC
(92,127, 157) ~actadeca-9. 12, 15-tricnoate ;
" - . . N . Bufanolides and — - - 0-CI0C=C (C=C1) C20CC3 (0) CACCTHCC (0C (<0) COCT
2429 12.776 573. 20968 Arenobufagin 3-hemisuberate DM+H] + 573. 29999 32H4409 P LYCCSNYEMCXNRM-NUFOOTQESA-N ()OI (00 (-0) 90
2430 12.821 495. 34952 Saikogenin D [M+H] 495. 35001 3014804 Triterpenoids QGNVMEXLLPGQEV-UHFFFAOYSA-N occrze 5(()(’(’((((Z))((i())tgo)(’“”(()( 3(OI0C
2431 12.836 Edpetiline D]+ 592. 38501 C33H53N08 Steroidal saponins DHQFYE JMFMYGCY-UHFFFAOYSA-N 0=C10C2C30CCAC{CNBCC (C) CUCSC (0) ) Ca0e2C8 (C) COC (0C70CT
. i COCOICOCTNCCIG
2432 12.847 317. 21088 18-HEPE DM-H1- 317. 21222 C20H3003 Hydr"”“:‘jz‘f"“”““”‘“ LRWYBGFSVUBWMO-UXNZXXPTNA-N €CC (0) \C=C\C=C/C\C=C/C\C=C/C\C=C/CCCC (0) =0
; 520, I N o - — P 0-C(OCICCC2 (C3-C (CCC2C (©) C) CA(C) CC(0) C (€ (C(-0) 0)CCC (=
2433 12.847 529. 38843 pachymic acid DM+H] + 529. 39001 3315205 Triterpenoids VDYCLYGKCGVBHN-FBVYQCEESA-N 0CO0UOEOC )
2434 12.852 429. 29916 Neoruscogenin [+ 429. 29999 27H4004 Triterpenoids ALTRINCJVPIQNK-UHFFFAOYSA-N cee (()(’3“5%%?“(’()“’6> cotaeo
2435 12.906 333.2211 |5, 9-dimethyltetracyclol11. 2. 1.0?, 22. 02, ?]hexadecane-5, 14-dicarboxylic acid [M-H]- 333. 22446 2013004 Kaurane diterpenoids HITLMPHPGUZLGT-UHFFFAOYSA-N 0=C(0)C1CC C(€(20) 0) (€)€CCOCA (C) C3CCC1C2
N (2R, 3K, 4S, 5K, 6R) -2 [[7- (2K, 3K, 4K, 55) -3, Tdihydroxy 5 - - 0CCI0C (0C2CCC3 (C) CAC (-CC (C=C) () C{0C50C (€) C (0) € (0) C50)
4 . 432 4 L4303 31He erpene glycosides ABWQTNVUKYY IP-ANNCGNFZSA-
2436 12.91 621. 43201 I N S bl D]+ 621. 430: C31H50010 Diterpene glycosides LABWQTNVUKYY TP-ANNCGNFZSA-N DA OO L0
) . I T35) 5. 7-dinydrony-2- (I-hydrosyphenyl)6-T(55, SR 1K, 55 60) 3,45 — ) _ — —_— 0-C1C2-C(0) C (=C (0) C=C20C (C3-CC=C (0) C=C3) C1) CA0C (C0C500
2437 12.957 579. 28485 Cribotrosu-6 [ (98 3R AR, &R 65) -3 4 S-tribdrags-6-pothvloman 2 -] 579. 28961 C27H32014 Flavonoid C-glycosides HES JWNXFQYKQNX-GTTTYPEBSA-N 0Dt
2438 12.96 392. 26859 10’ ~Apozeaxanthinal [+ 392. 271 27H3602 Sesterterpenoids HAPQTQQUHPFUOA-ZCPYHVADSA-N CNCAC=C\C0=C/e=C/C S‘((\:J))mm‘t((\()/‘ ~t/e=coclc
STVers —type 2
2439 Cevadine [M+H]+ 632. 38635 C32H49N09 Cerveratrum type DBUCFOVFALNEOO-HWBIYQLFSA-N 0=C{CICCC2 (C) C3L0CACS (O>CC(O)CG(O)C(CWCC@CCU(G(O)
: i alkaloids ) C5(0)CCA20C130) C(=CQ)
2440 12.985 557. 44965 (4R)-5", 6a, 8a,9f¢ccmmcthyldoaogﬁhydrosplro[naphtho[Z , 17 :4,5]indeno(2, 1~ DT+ 557. 45001 3616001 Triterpenoids BVMVRPYYRJQROP-XYUNULTHSA-N 0=C(oc1ccc2(C)C (cccsczum(c)mcsocs(OLc(c)ccwc(c)cs
blfuran-10.2" —pvranl-4-v] nopanoate 4)¢1)ceeeeece
2441 13.004 489. 35828 Bayogenin DM+H] + 489. 358 304805 Triterpenoids RWNHLTKFBKYDOJ - JEERONPHSA-N O=C{O)CI2CCC(C) () CC2CI-CCCATH O L0 COIC(O) (COesee
. e - N . N . R P - 0=C(0C1CC2C (0C (=0)
2442 13.016 565. 33295 Teraspiridole C 130091 [+ 565. 33002 C33H44N206 Naphthofurans ZLBRGMMCUDDXLB-UHFFFAOYSA-N T8 0 CCALALC) (YOO
2443 13.054 455. 27646 Lobaric Acid [M-H]- 455. 28067 C25H2808 Depsides and depsidones JHEWMLHQNRHTQX~UHFFFAOYSA-N O’MO)CI’C(O)C’CZOC<’0)C’O?i,m?’CICCCCO’CC(OC)’CC?’C(’
2444 13.073 279. 13977 Huperzine B [M+2H] 2+ 279. 14001 C16H20N20 Phenanthrol ines VYWGABLTRVRUIT-HWHQOWPSSA-N =C1=CC2=C (N1) CC3C=C (C) CCAZNCOCC34
2115 13. 082 103. 23343 (-l @methyTpropanoylox)propan-2-y1] -oxo-2, 3 dibydrofurols, 2 D+ + 103. 23438 2242607 Psoralens TZCDAGMXXYRIKO-UHFFFAOYSA-N O=CIOC=2C-C30CCOCED CO O B-CLAC-CH L0 CO0)
§ glchromen-3-vl] 2-methvlpropanoat ©c
2446 13.089 425. 21628 L5, 65, TR) ~6-acetyloxy-1-(3- ‘"e““'lh”t“"‘wm”)*"‘M[,“ 5 6, Ta-tetrahydro- [M+H] + 425. 21698 2213208 Iridoids and derivatives HHROXLDZHU1GO-VKLNETFXSA-N 0=C (0C1CC2C (=C0C (0C (=0) CC (C) €) €2€310C3) C0C (=0) CC (€) €) C
Ul-cvclopentalclpvran-7. 2" —oxiranel-4-vllmeth methvlbutanoate
— Pesticide? Fenpropimorph C20H33N0 .\‘Iurnhollnc, 3034 (1, 1- - ) o e o (e e - o e
y y - morph- - s 20133 nylpropanes SSKQMZRVAT-ALOPSCKCSA- =C(C=02)C(0) (©)C
2447 13. 104 304. 26239 inethel o)) ahenel 2 st aront g, &-dinerhl- (2R 650 [MeH] + 304. 263 C20H33N0 Phenylpropanes RYAUSSKQMZRVAT-ALOPSCKCSA-N 01C(C) N (CC10) €0 (C) €(C=c2)€(0) (00
, , ) - ; 0-C{OC(0) () CCC (=00 C (0) (C)CIC (0) CC2 (C) C3CC-CAC (CC () CC
4 3.12 3. 3¢ omslecin / 4 563. 34 321 urbi tacins SV ~GYXNDICUSA-
2448 13.121 563. 35352 Hemslecin A DM+H] + 63. 34998 3215008 Cucurbitacins LKYNAQSYQLFTOM-GYXNDTCUSA-N OO0
2449 13.17 342. 26303 LAUROYLCARNITINE D)~ 342. 26401 CI9H37NO4 Acyl carnitines FUJLYHJROOYKRA-QGZVFWFLSA-N 0-C([0-]) CC (0C (=0) CCCCOCCCCCO) CINH] (O) (0)C




Androgens and

2450 13.183 293. 24792 Androstane-3, 17-diol D]+ 293, 2475 19113202 e CBMY JHTOY JEBSB-UHFFFAOYNA-N 001602 (C) € (CCC3CACCC (0) €4 (€) 0CC32) C1
, , 3, 5-dihydroxy 2 (4 hydroxyphenyl) 6 (3 methylbut 2 enyl) 7- 13, 4, 5~ ) - - - 0-CIC-2C (0) ~C (€ (0C30C (C0) C (0) C (0) C30) ~CC20C (CA-CC-C (0)
15 3. 30054 ’ ’ -H]- 517. : avonoid-7-0-glycosides 0 WCH- SA-
2451 13. 197 517. 30054 e (b ot e o L o [M-H] 17.3028 26130011 [ Flavonoid-7-0-glycosides DZBBOCDY INLWCH-UHFFFAOYSA-N ‘ ‘ concocccor
2452 13.204 468. 31549 Buprenorphine Di+H]+ 468. 31082 C29H4INO4 Pheg“:?tgf‘j‘esf"d RMR JXGBAOAMLHD-UHFFFAOYNA-N COCI2CE (ECIE© (U)L(;fféig;éfm SC(OCCIEONICCICC
2453 13211 478. 31293 Serine-Cholic Acid [M+H] 4 478. 31601 C27H45N0T Glyeinated bile acids LLEBFOGPKXFKIL-UHFFFAOYSA-N 0-C(OICIN-C(0) CCE (€) C1CCCACAC (0) CCACC (0) CCCt (©) E3CC (O)
and derivative 120000
2454 13.245 596. 25555 NETTLMICIN SULFATE D]+ 596. 2572 C21H3N5011S | Aminocyelitol glycosides PQHZSWZPVGHDEZ-UTQTUGNFSA-N 0S¢0 ©)0. OClC(OC(‘(\':’))((‘(‘,()r\(;i‘l\(%;:‘((',‘zfy(O)C(OCSOCGCCCSI\)C
2455 13.246 624. 44574 Myxovirescin A D22+ 624. 44702 C35H61N08 Macrolide lactams VQWNGCSUNK JFLW-CLEPEUEQSA-N 0=C10CC (0) =NCC(0) CC (0) C(0) OCC(=CC=0L (OC) e (=Dy ccee
©caiocon e
2456 13.273 269. 2114 (2)-3-Hydroxyhexadec-T-enoic acid (NMR) [M-H]- 269. 21222 C16H3003 Long-chain fatty acids CBHANTXDPMXBGZ-KTKRTTGZNA-N C0OCCOCC\C=C/CCOC (0)CC (0) =0
2457 13.282 399. 39243 24-Ethylepicoprostanol [M+H] + 399. 39853 291520 Stignastanes and LGJMUZUPVCAVPU-RECGSYLUSA-N cele=Hl(cc ©ct HI2 H]j“\ C-Hl4clC-HI () CCl
derivativ 4(0) [C=H13CCLC=11200 CQ)C
, o I - I N y ) ™ N TRCOC-C\C=C /O \C=C\ [C=H] IC(©) =CLC=H] (0) CCT ©) ) =C/C=
2458 13.292 602. 43121 5 6 Dihydroxylutein » Dwt]+ 602. 13208 40115804 Xanthophyl1s FJRTGPREPNTRNO-VQFXDPJJSA-N e /et Ot T Oy () O Lt oy
2459 13.323 295.1391 125, 38) 27L&, 3%, 49)3, 11{ d;gﬂf:fﬁ“ﬁ:“ﬁj‘]‘ ’:L’;’“”Z‘ #-dihydropyran-3- DM-H1- 295. 14008 C15H2006 Dihydropyranones JTHHOHSDOJ JNFN-ZXSHYABSSA-N 0-C10C (C=CC(0) C(0) €) € (0C (<0) C(=CC) €) C=C1
2460 13.333 301. 17908 Adrenosterone DM+H]+ 301. 17981 C19H2403 “;‘di‘]’\gi:‘f “2“ RZRPTBIGEANTGU-UHFFFAOYNA-N 0-C1C=C20CC3C (€ (=0) CC4 (€ (<0) €CC34) €) €2 (C) CC1
2461 13. 352 495. 34396 Corosolic acid D]+ 195.345 30114804 Triterpenoids HFGSQOY TOKBAOW-ZSDYHTTISA-N LGS e L?l“ RECHCI)
2462 13.352 189. 31641 Polygalic Acid D]+ 189, 32001 2914406 | 12-alpha-hydroxysteroids VZRKWGPTZJDNHC-LUNVCWBOSA-N OZCm)Cmm:c(Cchi(fiigﬁgig[))0) Occocese
2463 13.382 151. 36157 vitamin K1 [M+H]+ 451. 35999 C31H4602 Vitamin K compounds MBWXNTAXLNYF JB-UDCSOKOMSA-N O’CIC’ZL’CHCZL(’O)C(’“C)CCH’(C)CCCC(L)CCCC(L’MCC(C
2464 13.399 413, 26324 rhirirhe h’d”’x’b“”g;’;ﬁ;‘:‘f";if;”p“"“ym”b””1'0’“’13" 2 Di-HI- 413.26575 C22H3807 Dmrb;?jl\f;j““fs and WGVQPPKZKA JDGR-UHFFFAOYSA-N 0-C(0)C(C) C10C(CC1) CC(0C (=0) € (C) €20€ (CC2) CC (0) €O CC
2465 13.399 183. 28903 Gedunol [M-H] 483. 28754 2813607 Limonoids IYGKLJUHLXBVCE-AJ IGNVKKSA-N eeclocice ((’:CC(O)(’?ER 0 «1’3{_ . (C1 (©c(oc (=0)C054CT
2466 13. 407 g61. 23089 | 0 Marow O LLE) B hydroxy 2, A-dinethyThept Ienoyl Jamino] 2, 4-dinethyl~ D]+ 361. 23331 CL7H29N06 Mediun-chain hydroxy INKVBUQSDAHKDQ-VQHVLOKHSA-N 0-C(0) C(C)€(0) € (C(=0) ON=C (0)C (€) € (0) C(=CCCYC) €
5-oxohexanoic acid acids and derivative
2467 13.43 347. 20465 3-[(2)-heptadec—10-eny1]benzene-1, 2-diol D]+ 347. 29443 23113802 Catechols FNLMONKPGGHKQL-FPLPWBNLSA-N 0C1=CC=CC (=C10) CCCOCCCOCC=CC0CCCC
) ) . 3 (dimethyl (3 ((4R) 4 ((3K, 7R, 125, 17R) 3, 7, 12 trihydroxy 10, 13 N " < | Trihydrony bile acids, I - 0-CNCCCIN] (©) (©) CC(0) €S (=0) (-0) [0
2468 15,433 653. 38068 dimethvlhexadecahvdro-1H-cvclopentalalphenanthren-17— (et 655. 38 C32H58N2085 alcohols and derjvatives GUGQBLRVXOUDTN-AKTHITOTSA-N 1) CCC(C) C1CCC2C3C(0) CCACC (0) CCCA (Q) C3CC(0)C12C
2469 13.49 420.3096 terpestacin [+ 120, 31082 25113804 Secondary alcohols UTGBBPSEQPTTLF-LJZADFFTSA-N 0=C1C(0) =C (€ (€) C0) C2CC=C (€) € (0) CCC (=CCCC (=CCC120) €) €
2470 13.51 513. 35236 culantraramine D]+ 513. 34998 C32146N202 | Aromatic monoterpenoids ZULSSCAFEXMMQF-LYVYPOQBSA-N o(m:cc:c(c:c1czc:c<c)$‘ci‘i%:(crc((‘)( €300 CNO O 20 =
. 7 ((7-acetamido 1, 2, 3 trimothoxy 9-0x0-5, 6, 7, 0 tetrahydrobenzolalhoptalon— Tsoleucine and - - 0-CIC-C2C (~CC-CINC (€ (~0) NC3=NC (-NN3) CCCA=CC-C (00) C (00)
4 3.52 ! 4 51. 34003 391148 (PPZU V- SA-
27 19. 522 751 31552 10-vD) anino) -N- (3- (3, 4-dinethoxvohenethy]) - 1H-1. 2, 4-triazol -5-v1) -3~ D]+ 751 3100, CIOHISNGOS derivatives KYPPZUHEY JBGDY UHFFFAOYSA oclc CCCONC(=0)C
a7 e . N N N N — - o - . o 0-CIC =CC(=CC-CC=C (C=CC=C (C=CC2-C (C(=0) C (0)
2472 13.524 635. 35181 Astaxanthin D]+ 635. 34967 C40H5204 Xanthophylls MQZIGYBEDRPAKN-QISQUURKSA-N OO CICLNE
2473 13.537 393.103 Sesamolin D]+ 393. 10001 C20H1807 Benzodioxoles ZZNWJV JUKMZ]Y-AFHBHXEDSA-N 01C2=CC=C (0C30CCAC (0CC34) C5=CC=CE0C0C6=C5) C=C20C1
mastancs a CCOC-C\C "C2C3CC-CIC ] 3
2474 13.547 Stignasterol [M+H]+ 36722 C29H180 S“::“"“ ‘\' -1 nd HCXVJBMSMIARTN-WWUFFTEYSA-N CCOc=C\C(O crceeacace “CE,C 1] (0) c0c4 ) Cacee1z0) e
2475 13.563 411. 39359 STIGMASTA-4, 22-DIEN-3-ONE D]+ 411. 39267 C29H460 S“{if’fj\fj‘[‘fi and MKGZDUKUQPPHFM-LP JPOTLFSA-N o-Ciccaceeac (et © ¢ (Lml“ otz
2476 13.57 399. 25046 Tri (butoxyethyl) phosphate DM+H] + 399. 25061 CI8H3907P Trialkyl phosphates WILBZVNBAKMYDP-UHFFFAOYSA-N €CCCOCCOP (=0) (0CCOCCCC) 0CCOCCCC
2477 13.588 398. 28864 o~ (racetyloxy 3-hydroxy 2,5, 5, Ba-tetranethyl =3, 4,4, 6,7, 8- [M+H]+ 398. 29007 22113605 Diterpenoids XFCLFWWTDWK JAH-UHFFFAOYSA-N 0=C(0CLC(0) € (=C (CCC () CC (=0) 0) C2.(C) CCCC (C) (€)C12)C)C
hexahvdronaphthalen-1-v1)-3-yethvipentanoic acid )
2478 13.609 516.15112 Piperacillin [M-H]- 516. 15582 C23H27N507S Peptides TVBHGBVCVLDVKU-GXNBUGAJSA-N CONIOON(C (0)=Te=i] (€ 0) =NLC=21e=R]3SC () () [c=i] N3
i C2-0)C(0)=0) (o= )CE0CI=0
2479 13.615 265. 14206 4-epivulgarin [M+2H] 2+ 265. 14001 C15H2004 E“ﬂ'cs“‘a“"]l:‘:ff' d NGPDZEACTWDCKX-WCLYBPTNSA-N 0-C10C2C (CCC3 (€ (=0) C=CC (0) (€) €23) ) C1C
2480 13.617 266. 13867 N-Carbobenzyloxyleucine [M+2H] 2+ 266. 13867 C14H19N04 | Leucine and derivatives USPRMEKVPDBMCG-UHFFFAOYNA-N 0-C (0) C (N=C (0) 00C=1C=CC=CCT) CC () €
2481 13.618 483. 34064 Polyporenic acid C [M+H] + 483. 34 C31H4604 Nonohydroxy bile acids, KPKYWYZPIVAHKU-WMNQUVE JSA-N o=ccece (’(’)c((‘)(’)_(’,lf(p)f’(’z,(cji:f(’(""C((‘(:O)(’Cm (€3¢
alcohols and derivative L0200 (@QQC
2482 13.62 251. 04628 Diphenylphosphate Dwt]+ 251, 04677 C1211104P Aryl phosphodiesters ASMQGLCHMVNBQR-UHFFFAOYSA-N C1=CC=C (C=C1) 0P (0) (=0) 0C2=C
2483 13,627 129, 29871 87127, 4-dihydroxy-2, 5-dimethoxyoxolan-3-yl) ethyl ]“da, 7, 8- [M-H]- 129, 29941 2213808 0-glycosyl compounds RLYPFWBODVDUHT-UHFFFAOYSA-N 0C1€C2C (C) (CCC3 (0)€(0C) 0C (0C) C30) € (C) CCC2 (C) €4 (0C4) €10
trinethvlsirol2, 3.5,6.7 8a-hexahvdro-1t-naphthalene-4.2' ~oxivanel-2,3- :
2484 13.675 548. 24103 Darunavir Ethanolate (Prezista) D]+ 548. 242 C29H43N308S | Aminobenzenesul fonamides QUSHKNICRIHACY-VBTXLZOXSA-N O’L«J“LMO“LZ?S)LC(; .
, , Cardenolide glycosides — 0-CI0CC(=CI) C2C (0C (=0) O)
2485 13.704 599. 31989 Oleandrin D]+ 599. 32001 3214809 o et JUPDBLFTVESOCC-XYXFTTADSA-N ) CR CLCE (C) CACLCoAC
205) —19—cthenyl-18— ([ (2 1S, 55 68) 3. 4. 5-tr1 . —C1C2=COC (0C30C (C 30) C (C= SCAC=5NC=60=
2486 13.718 537. 24811 (IR, T9R, 203) ~19-ethenyl -18~([ (25, 3R, 45, 55, 6R) 3, 4, 5-Lrihydroxy~6 [M+H]+ 537. 24878 C26H30N208 Beta carbolines LBRPLJONRZUXLS-YTMAOMSOSA-N 0=C1C2=00C(0C30C (C0) C0) C{0) C30) € (C=C) C2C0ACONC~6C=CC
bvdroxvmethvl) oxan-2-viloxv! 17-oxa-3.13~ _ i SCONI4
2487 13.748 495. 27069 ”4_, 12-dideoxyphorbol-13-(2, 3-dimethyl) butyrate-20-acetate” [M+H] + 495.272 2814006 Tigliane and ingonane QCQACYPNQZJHQN-ZBKRNWOUSA-N 0=C{00C1=CC2C3C(OC(0) CLOCIOE) (LD C2(0)CACC(C )
diterpenoids CACNOCQOC
) . ” 3L(2) 5 (6 hydroxy 5, b, 8a trimethyl 2 methylidene 3 3,4, 5 trihydroxy 6 N — ) - o — 0-C{0) CC(=0) 0CC-C (0) CCCIC (=0) C (0C20C (CO)C (0)C (0) C20) CC
2488 13.752 609.26028 | 1 g g A 6.7 8 hsbdon stk (b Lo Lt L DM+H] + 609. 26715 C29H46011 Diterpene glycosides APZDDWSEXQOLKA-DHDCSX0GSA-N (0 (OOt
2489 13.756 479. 2782 Schweinfurthin F D]+ 27899 30113805 Xanthenes BUFNPAYKUGAAAO-CMDGGOBGSA-N = (O)‘gia(f’z_fo éo)(’(o OCORE)CC
=C(OCTCCC2 (C3=C (CCC2CL (0)C T E =3
2490 13.765 199. 37555 Tsugaric acid A D]+ 199,379 32115004 Triterpenoids FIWGZIBLIWZUEA-UHFFFAOYSA-N o=c(ociceez (3 C““fﬁif&?&f5%?“““ 00O
2491 13.784 445, 1174 o163, 1’“”“‘"”““"”; ’:I’j’dv‘]”f‘svti‘f‘lf"‘”]’H"'d“’whcnm B D+ 445. 11423 C25H2606 | Depsides and depsidones ORMBYUPZHHWUEM-UHFFFAOYSA-N o—c<oc1fcc«cum)cc(of()()céfgz{oc(o)L(o>7c2)ufcc—c
2492 13.81 10,1256 | & @ Adibydro2li-benzo[b[1, 4]dioxepin7-yD) “Thydroxy 2 methyl4-oxo D]+ 440.12 C22H24CINO5 Isoflavones CFWGNOPKGSPMNS-UHFFFAOYSA-N e

AH-chromen-8-v1)-N. N-dimethvlmethanaminium chlorid

1, 0=C1C2=CC=C (0) C (=C20C (=C1 C=3C=CC=400CCOC4C3) O) C[NH+]




2193 13.815 138. 05661 (2R)-2-Hydroxy-2-phenethylglucosinolate D]~ 138. 05341 CI5H21N01052 Glucosinolates GAPDDBFHNYHZTS-UHFFFAOYNA-N 0CC10C(SC(€C(0) €2 2)=N0S (0) (=0) =0)C (0) € (0) C10
2194 13.823 335. 14978 Pyrenophorol D]+ 14999 C16H2406 | Macrolides and analogues RBANDQOKFTCJGL-UTBFYLPBSA-N 0=C10C (C) CCC (0) C=CC (=0) 0C (C) CCC (0) C=C1
2495 13.825 471.2706 Ingenol-5, 20-acetonide-3-0-angelate [M+H] + 471. 26999 2813806 Fatty acid esters STFFTQHUWFTSBB-RHKHLFRASA-N o-clocic=cezse (:O)L(gg%%(((’ég)‘éZO) OO0
2196 13.831 103. 26736 ascochlorin i) 103. 26532 2311290104 Hydroxybenzaldehydes SETVRSKZJ JWOPA-FLDGXQSCSA-N Ok (:(’(””‘((’”:c“‘)(t CeziOccEo e
2497 13.839 277.21613 a-Linolenic acid (NVR) [M-H]- 277.21732 CI8H3002 "“'i}if" “”\,‘f‘: and DTOSTQBPPRVQHS-PDBXOOCHSA-N , €CCOCCe (0)=0
TC10C (0C2C (0) C (0) COCZ0C2CCCA (C) € (CCCA (C) CAOC-CACHCT (©)
4 3.85 . alpha-Hede! 4 51. 4627 iterpenoids OILGH- INA-]
2198 13.853 751. 46173 alpha-Hederin D]+ 751, 46271 41166012 Triterpenoids KEOITPTLCOTLGM-UHFFFAOYNA-N ) 08 (LA (0) o (O a0
2199 13.871 381, 29797 2,3-dihydroxypropyl stearate D]+ 381. 29999 C21H4204 I-monoacylglycerols VBICKXHEKHSTBG-FQEVSTJZSA-N 0-C(0CC (0) C0) CCCCCOCCCO0CCCeee
2500 13.884 280. 16101 Schinifoline D]+ 280. 16 C17H23N0 Hydroguinolones HCUSLQJBGQJACE-UHFFFAOYSA-N 0-C1C=C (N(C=20=CC=CC12) €) CCC00CC
e 5 G 3 dime P s T T T
o1 5 596 J— (2E, 1) ~1-L (2K, 65, 115, 225, 25K) Iz.: (12 31 “dnethy Lo ran- 2 yD- 15 methy] o~ — PR, oha carbolines S 0-C(C-CC “)I\16“2357:60;“(S)C:)"’gff“ffb CC=CCT-CO05300N (
5
2502 13.905 17,2065 |0 L[5 (hydroxymethyl) 2,5, Ba~trimethyl~l, 4, da, 6, 7, 8-hexahydronaphthalen-i= [M+H]+ 417. 29257 2213105 Oxepanes GVERAYRFYVBXKO-UHFFFAOYSA-N 0CC1(€) CCCC2 () € (€ (=CCC12) €) CC340CAC (0) C (=) C(0) €30
Llnethyl1-3-nethvlidene-T-oxabicvelold 1, 0heptane-2, 4, 5-triol i i k i i
2503 13.92 581. 30774 Isocucurbitacin B D]+ 581. 30902 32114608 Cucurbitacins WIBZNVRBNJWSPF-OUKQBFOZSA-N 0=CIOCECCE0C0) OCIC 02 (O CEC-CACCC 0 CO)C
CEOCO0 QOC
- N . . I C. 0) (0)C13)CC0) (€=
2504 13.93 542, 16547 Doxorubicin [M-i1) 512, 16681 C27H29N011 Anthracyclines A0J JSUZBOXZQNB-UHFFFAOYNA-N ) A O e
- N . . . e [Na+]. 0=C ([0~
50: 3.9 91. 43793 INSIN SODIU ns s show 4 “37H63Na GYPNBQUSNTBSGD-DUDHYVAZSA-
2505 13.937 691. 43793 MONENSIN SODIUM (monensin A is shown) D]+ 691. 43915 C37H63Na010 Ketals GYPNBQUSNTBSGD-DUDHYVAZSA-M 1000 ) 100 (O (L) () A () () CAOC (G
- - Apha amino acids and N P ; § N C1CC3=CCC (O (i
2506 13.94 278. 14941 eyelo(tyrosyl-prolyl) [+2H]) 2+ 278. 1499 C14116N203 g o LSGOTAXPWMCUCK-UHFFFAOYSA-N 0=CIN2CCCC2C (0) =NCICC3=CC=C (0) C=C3
. PN INEAG 2,5-disubstituted . - (
2507 13.943 250. 02029 Clothianidin D]+ 250. 01601 COHSCING02S e PGOOBECODWQEAB-UHFFFAOYSA-N CN=C(NCCI=CN=C (C1) ST)NN(=0) =0
2508 13.949 281, 24762 Trans-Vaccenic acid [ 281. 2486 C18113402 Long-chain fatty acids UWHZTFQPPBD JPA-BAYQJAINSA-N CC000C\C=C\CCOCCCC0ee (0) =0
2509 511.21042 Flemiphilippinin A [M+H]+ 511. 20999 C30H3206 G-prenylated VBTMMYSERQFPPK-UHFFFAOYSA-N 0=CIC(=COC=2C1=C(O)C (C(0C3C2CC=C(O)0) OO CC=0) (
isoflavanone 00 C-AC-CCO) =C Q)¢
2510 13.957 577. 44592 Daucosterol ; Sitogluside DM+H] + 577. 44702 35116006 Stigmastancs and NPJTCTMALKLTFW-OFUAXYCQSA-N 0CC10C{C2CC3=COLAC (005 ()Y CLACAR) C (O CC O CLOCIC3
derivatives i Qe COC@0
2511 13.959 529. 34937 Gymnemagenin D]+ 529. 34998 3015006 Triterpenoids VKJLHZZPVLQJKG-ABHKXHSUSA-N occrOcooce2© ”é;éfé"%)%éc(lm OGO
2512 13.96 269. 14359 4-benzyl-T-hydroxy-1-hydroxynethy1-3, 5, 6, 7-tetrahydro-8h-pyrroliziniun D]+ 269. 14001 CI5H20N02+1 A;k;:l?: and MPDVSGSUYGUBLA-ARFHVFGLSA-N 0CC1=CCIN+]2 (CC=3C=CC=CC3) CCC (0) €12
7 %, 165) B totramethyl 17 (2, 6, 6 trimethyl 1~ ETEI OIS e
I o 139, 30003 | (26 15 OF: 8F, TOF, 12E, T9E, TGE)—2, 6, 11, Io-—tetrancthy 1-17~(2, 6, 6-Lrimethy -1 o 59, 29909 0100 Triterpenoids O —— CCI=C (O CCCCI 000 0)
velohexen-1-v1)-2. 4.6 8 10,12, 14, 16-heniadecaocigena] C
2514 13.971 338, 27582 5-(1. 2, 4a, 5-tetramethyl-T-0x03, 4, 8, 8a-tetrahydro-2li-naphthalen-1-y1)=3- [M+H]+ 338. 26895 2013203 Colensane and clerodane RNWHJFUXZQBBLK-UHFFFAOYSA-N 0-C(0)CC(C)CCCL (C)C(C) CCC2 (€ (=CC(=0) CC21)€) C
pethvlpentanoic acid diterpenoids
2515 13.972 231, 02675 D-(-)-quinic acid D]+ 23102655 CTH1206 Qu}dm:jva:t]ids jnd AAWZDTNXLSGCEK-LNVDRNJUSA-N 0-C(0)C1(0)CC(0)C(O)C(0)CL
2516 14,043 197, 35797 Soyasapogenol A D]+ 197, 35999 30115004 Triterpenoids CODWAYFUFNQLRZ-UHFFFAOYSA-N ueerocoouc (“)”(’(’C‘(‘S;‘zi " ACSCL O D COICOCs
) n , G (Turan 3 y1)-12, 16, 21_trihydroxy 7, 15-dimethyl 9 oxo-3, 17, 19~ - } A - " 0-C{OCICC (0) C23C100C5 (C (0) CC2CL (C)C (0)0) CaC (<07 CC6 (0
; 1. ’ ; 4 595. 2513/ 311 ) s ATFYHWTNMSERU-U SA-
2517 14. 067 595. 25153 e e o a e 95 0% 9. a5 G5 95 09 27 e L] - D]+ 595. 25134 311110010 Linonoids QATFYHWINVSERU-UHFFFAOYSA-N (OO R G
2518 14.079 326. 30429 N-0leoylethanolamine D]+ 326. 306 C20H39N02 N-acylethanolamines BOWVQLFMVHZBEF-KTKRTTGZSA-N 0=C (NCCO) CCCC0CCC=CCCC0CCCe
o N-((5)-10- (((25, 30 1 (1 (furan-2-carbony D) piperazin 1-yD) 3 methyl 1 — — Tsoleucine and — — 0-CIC INC (C (-0) NBCON (C
: 1, ) 4 . / AYN - A
2519 14. 088 683. 30658 B T S D]+ 683. 31 C36H44N408 e AYNMYQSRRVGZDT-FKEGGDLNSA-N (0 O (O e "
2520 14.128 551, 26422 Ganoderenic acid £ D] 551. 26001 30114008 Triterpenoids UFIFFDILGAASQL-HRUOLRGGSA-N 0=t (”)C(“)“’(’OEL‘)’( ccEnca( JOEERE
2521 14. 152 149, 28802 L (26, 62,1007, IH“S("""‘yll“x‘]":n‘"i‘?;a;::d“""'"ylh”"’d““"z’6’10’ s [M+H]+ 149, 28976 26114006 Acyelic diterpenoids KJBDTBUYUDRWMT-VDUSSSJLSA-N 0=C (0CC=C (€) CCC=C (COC (=0) €) CCC=C (COC (=0) €) CCC=C (€) €) €
ot
2522 14. 162 57437007 | 2 @lramino3, ZU’dlh—"dr“”d"""sa“’f;ﬁ;0""6’ (hydroxymethyl) oxane™3, 4,5 Do+t + 574, 37158 C28157N08 F:Otlfo’v, ’:n’dl rﬁl_‘ff'jylyf':;;_t FZSYYVOKNJZJTF-UHFFFAOYSA-N 0CC10C (0C (€) € (0) CCC00000eaaeeeeee (0) C(N) €) ¢ (0) ¢ (0)¢1o
— - — TTa (hydroxymethyD) 2 [3, 4, 5 trihydroxy 6 (hydroxymethyl)oxan 2-ylJoxy N - ) IR — . 0-C(0CIC20C2 (C0) C3C (0C-CC13) 0CA0C (C0) C{0) C (0) CA0) C5-CC
2523 14.173 519. 24921 P T A T S S D]+ 549. 25061 24130013 Hydrolyzable tannins JPLOCWOFCUFHBG-UHFFFAOYSA-N 000
2524 14.214 341, 26727 2-hydroxy-6-[ (82, 117) -pentadeca-8, 11, 14-trienyl]benzoic acid [u-11) 341, 26553 22113003 Salicylic acids QUVGEKPNSCFQIR-UTOQUPLUSA-N 0-C(0) C=1€ (0) =CC=CC1CCOCCCOC=CCC-CCC=C
2525 14,234 231, 12012 Hydroxypestalotin [ws2i]2+ 231,12 C1111805 Dihydropyranones YLHOHANRUSKHKO-YWVKMMECSA-N 0-C10C(CC(00)=C1) €(0) € (0) €CC
2526 14.256 734, 45154 Phosphatidylethanolanine (16:1/18:3) Abbr: PoLnPE D+ 734. 44702 cagironogp | Phosphatidvlethanolanine BVBUNKNIXZAVFT-BVEGXQDISA-N O’ma’(OCH))L’LLL““C’CLCCCC:’CCCCCCC’CLCCCOCOP(’0) @oceyccce
2527 14. 256 139. 32001 tigogenin D]+ 139. 32001 C27H4403 Triterpenoids GMBQZI TUCVWOCD-UQHLGXRBSA-N 0C100C2 (0) € (COC3C20004 (C) C3CC5006 (0CC (C) CC) € (C) C54) €1
- — 8K, 95, 105, 135, 145, 175) 17 -hydroxy 10, 13, 17-trimethyl- - - Androgens and — T e
2528 14.275 305. 24677 b 456380 101 1L 1o 16 dd o e o D]+ 305. 24701 20113202 PR WYZDXEKUNRCKOB-YDSAWK JFSA-N 0-C10CC2 (C) € (C1) CCC3C200CA (C) C36CCA (0) €
2529 14. 296 567. 25751 3-Deacetylkhivorin Do)+ 567. 25641 30111009 Linonoids PDKGFQSCXMICA-GBOCTRNBSA-N ofc«)cmc(o)c(c)(‘(ag)czcc(o 0(;>c>6§?§f1§£ccm<c>c(oc«o)
, 2R -2 (2- ((11a5) 5~ (3 methoxyphenyl) 1, 3-dioxo 11, 1a-dihydro 1T - — I 0-C{0) C (NC (=0) C=1C=CC=CCINZC (=0) N3C (C=4C=CC-C (00) C) C=
: 2 4 581.2 sucine and derivatives AMQUEKVMBSHQST-KRYHRGCLSA-
2530 14.314 581. 23737 ol L 5L 6 e tdela o] oo los (31 511 610 1) bt doy i D]+ 581. 23999 C33H32N406 | Leucine and derivatives AAQUEKVMBSHQST-KRYHRGCLSA-N N (CCORCR Q) O
2531 14.321 315. 25253 Octadecanedioic acid D]+ 315. 25299 C18H3404 Long-chain fatty acids BNJOQKFENDDGSC-UHFFFAOYSA-N 0-C(0) CCCCCCCOCCCCC0CCC (0)0
— ) - , ] — CCB0C (0CBCCH-CCCAC (CCC3 () (G (CCNTCC (©) CCIC (0 C23))
2532 14. 366 706. 45544 Solanidine base + 0-Hex-dilex D]+ 706. 45343 C391163N010 Steroidal saponins ZLSYCIYRYZUJCZ-UNFFFAOYNA-N B () o) LT ) O (0 LN (0
2533 14.383 251. 1993 noranbreinol ide D]+ 251.2 C16112602 Naphthofurans TMKJGXCT J JXALX-SHUKQUCYSA-N 0-C10€2 (C) CCC3C (€) (€) C00C3 (C)€2C1
2534 14.404 319. 22519 9-hydroxy-10, 12-octadecadienoic acid D+ 319. 22437 Cl8H3203 "]“C‘;’L}I’f\“f‘&]dja“d NPDSHTNEKLAQLJ-SIGNCMEVSA-N 0=C(0) CCCCCCCC (0) C=CC=00CCCC
. 12 523 21771 | L(ZR. 35, 15, 58, 60611, 7-bis (I hydroxyphenyD) -5 oxoheptan-3 y1Joxy 3, 1,5 [ 25 21560 PR Cereuminoids AT DO XY IV VLDLYSA 0-C(0CCT0C (OC (CC (-0)CC )¢ COC-C3)

tribvdroxvoxan-2-vllmethvl (E)-3-(4-hvdroxvphenvl)prop-2-enoate

C(0)C(0)C10) C=CCq=CC=C(0) C=C4




3-[(7S, 85) -5 h\dmx» 2,2, 7,8 tetramethyl-6-0x0—7, 8- dlh\dmpudno[S 2-

0=C (0) CC (C=1C=CC=CC1) €2=C30C (C) C (C (=0) €3=C (0) C=4C=CC (0

2536 14,413 121, 27527 Lobropen 10-¢1 1% gherlororod [M-H]- 421, 27563 2512606 Pyranochronenes CEJSYHI ZUAMEQV-CBV AN o (0 Ok
TS, TOR T78) 10~ ()~ (docy Liatno)nethy D5 (((2R 1S, 55, 604, 5 Cardenolide glycosides - 0-CI0CC (-C1) C2CCC3 (0) CACCCH (0) CC (0CB0C (C)C (01 C (0)C6) CC
: 674. = 4 3916 wi - DYPVIMHDSA-
237 1. 137 671 161 dihvdroxv-6-nethyltetrahvdro-2H-pyran-2-v1) oxv) -5, 14-dihvdroxy-13- il 671 16002 CIOHGSNOS and derivatives PAASQNOLYBCR DYPVVMHDSA €5 (C=NCCCCCCOCCO) CACCCR3C
— 5 (CNCOCLeCllO) CLeeaa
2538 14439 553. 25421 Emetine Dihydrochloride D]+ 553. 26001 C29H42C12N204 Emetine alkaloids JROGBPMEKVAPEH-GXGBFOEMSA-N CL.CL o(C1e=cact L“;’E;;y\(fﬁfzgﬁfg“'“ eeo=ceoc
2539 14, 487 345. 2384 Darutigenol [M+Na]+ 345. 23999 2013403 Diterpenoids NCAZLDCEJHF JDT-KHKZNYETSA-N 00C (0) C1(C=C2CCC3C (C) (0)€(0) C0C3 (C) C2CC1) €
, e o 2S) —4-amino 2 ((ZR) 2 ((25) -1 (2 (Z-aminoacetamido) - N o . ) R 0-C{0C (=0)C (\C (=0) C (\C (=0) CIN (€ (=0) C(\C (=0) CR) CC () O ©
2540 14.515 625. 26349 Lethr Lo Lo e Lo 9ttt bt )t et i) A [MeH] + 625. 26001 C25H42N609S Oligopeptides UTGUKTQOTCXQJK-0ZCCTXTFSA-N )08 ) 0 ()
2541 14.529 480. 30908 LPE 18:1 D]+ 480. 30969 C23H46NOTP Lipids PYVRVRFVLRNJLY-UHFFFAOYNA-N 0-C(0CC (0) COP (=0) (0) 0CCN) CCCCCCCC=CCCCCCCCT
2542 14.531 385. 27493 Scalarin [M+H]+ 385. 276 €27H4005 Scalarane VLEJWLVMFJQJEU-HWOCEHATSA-N 0=C10C(0) C2C1=CCC3C4 (C) CCCEC (€) (C) C0ecs (C) CAec (0c =0)C
sesterterpenoids 023C
2543 14.535 309. 27832 sclareol [M+H]+ 309. 27878 2013602 Diterpenoids XVULBTBTFGYVRC-UHFFFAOYSA-N 00 (€=0) (C)CCCIC(0) (C) C0C2C (€) (€) CCCC12e
2514 14.547 356. 25769 4-[ () -3-hydroxy-8, 10-dimethy1-2- (methylamino) dodec-6-eny1]phenol [M+H]+ C21H35N02 A""ﬁ:;:"”{’“{”ﬁ and RNCWKUCWPBNWOH-SOFGYWHQSA-N 0C1=CC=C (C=C1) CC (NC) € (0) (C) e (C) CC
2545 14.614 314. 30475 Heptadecanoyl Ethanolamide DM+H] + 314.31 CI9H39N02 N-acylethanolamines GCCPMSAXQJECNH-UHFFFAOYSA-N 0=C (NCC0) CCCCCCOCCCCCeeee
) : 7-L(3R, 8a5) 3, & dihydroxy 4,4, 7, 8a tetramethyl 6 —oxospirol2, 3, 4a, b, 6, 7 - Glutamic acid and - 0-C (0) CCC (€ (=0) 0) NIC (=0) C2-CC (0) ~C3C (04 (C3) C (C) CCCBC (
254 4 514. 335 ) H)- 4 : oA VIR-UTXQMLBBSA- _
216 1. 639 511, 33569 hexahvdro- 1H-naphthalene-8, 2 -3, 8-dihvdrofurol[2, 3-elisoindole] 7' ] 511 53151 C2BHSTNOS derivatives QZGOQORSULQVIR UINQULEBSA 0 () C(Q)CCC3I0 (o0
2547 14.655 261. 06039 4-Thiouridine M- 261. 05396 C9H12N2058 | Pyrimidine nucleosides ZLOTGESWDJYCTF-UHFFFAOYNA-N 0=CIN=C (S) C=CN1C20C (€0) € (0) €20
2548 14. 668 282. 28036 Oleamide DMl + 282. 27914 CI8H35NO Fatty amides FATBGEAMYMYZAF-MDZDMXLPSA-N
2549 14. 687 429. 33484 Ergosterol Peroxide 120246 DM+H] + 429.336 2814403 Ergostane steroids VXOZCESVZIRHCI-KGHAQZOUSA-N oc
_
2550 14.72 465. 29523 Pristimerin DM+H]+ 465. 29501 C30H4004 Triterpenoids JFACETXYABVHFD-RKHSXEAASA-N O-CIe-C2cC0-C32(©) Ls%c?c%ti%ﬁ(cu 000 ©cccs e
: R (IR, 2K, 53, K, 14K, 15K, 165) 16 hydroxy 1,2, 14, 17, 17 pentamethyl 5 (prop 1. . U — - P O-CTOCIC)C(0) (©)C2CCC3 (C)CUCCCICRC (©(-CICICCCh (€ (0
255 4 4 365 . 504. 36832 4 . ! /
2551 14.745 50436578 | LT 0.0, 95 09 0 0%, 92 Lcostae o 1 dicrbosel fe. geid [M+H]+ 504. 36832 3014605 Triterpenoids WLCHQSHZHFLMJH-GAVPBTRYSA-N B Cac
2552 14.746 396. 33215 Solasodiene (not validated) DM+H]+ 09 C27THAINO Steroidal saponins OYNTUJOJEWHJPN-UHFFFAOYNA-N e e G e G S
2553 14.775 399. 39212 24-Ethylcoprostanol DM+H] + 399. 30853 C29H520 S“{if’ff\fj‘[‘fi and LGIMUZUPYCAVPU-RVEUMSATSA-N celestl (cele CE © lenlicclenlales HJC?%(ES CH] acle=l©
(25,30 2 (((S) 7 acetanido 1,2, 3 trimethoxy 9 ox0 5,6, 7,9 I . Tsoleucine and - 0-CIC-C2C (-CC CCONACCCCCA3) C (C) C0
255 1. L 444 4 4 4 Y SQTDU-| MLRSA-
251 14. 801 7oL 41189 tetrahvdrobenzolalheptalen-10-vl)aning) -N- (3-methoxvoronvl) -3-methyl -N- ]+ 721 15001 CALHGON07 derivatives ANKZXMZBGTOU-TUZ0MML RSAH )C5=C(00) C00) =C (00) C=CHCCCANC(=0)C
2555 14,804 430. 28949 (B, 25, 3R, 4R, 5S) ~4-acetyloxy-2-amino-3, 5, 14-trihydroxyicos-6-enoic acid [M-H] 430. 28845 C22H41NOT Long-chain fatty acids 00EOVXMORBPOKC-LNBSYBDWSA-N 0=C(0) C ()€ (0) € (0C (=0) €) € (0) C=CCCCCCCC (0) CCCCCC
2556 14.81 271. 20459 Dehydroepiandrosterone [M+H]+ 271. 20563 C19H2802 432::’“‘"‘: _;‘"d FMGSKLZLMKYGDP-THFGAHDLSA-N g 4C[C=H] (0) CCC34C) C1CCC2=0
e 1819 599 21323 (8) -3 (4 fluorophenyl)4-oxo-4ichromen7-y1 2 (6 ((tert— [ 39, 23999 JT—— Lot lavonos SCQLIFYYEYBZNY LIAQUGRTSA Y 5-C(0C(0) (c)c)wccccc( BYNC (C (-0) 0CT-CC czc( 0)C (-Coc2
butoxvearhonvl) aninodhexanani o) ~3 ohenvloronanoate CR) =CCa)
2558 14.822 381.35129 Brassicasterol D]+ 381. 35159 C28H460 L‘j”i;fz:’fs i"d OTLXMJHPFNGGTO-FQRXBOAXSA-N CCOCENC L\L (O cleccaescc-eicl
— N 5,8 bis (morphol ino 4 fummethyl) 4-oxo 3 (4 (((25, 3K, 45, 53, 6K) 3, 4, 5 . - Tsof lavonoid 0 [ [ 0=CIC (=C0CZ
255 4 959 + 2 2012 v i v
25 1. 857 631. 25201 trihvdroxy-6- (hvdroxwmethvl) tetrahvdro 2l pvran-2-v1) oxv) phenvl) ~4ll L 63125 C3IH3EN2012 alvcosidos VIUPDGRCPOEQAB QVEFNDNOSA 1) =C2CINH+ 13000CCH) N
2560 14.838 373. 26123 2-hydroxy-4-methoxy-3, 5-bis (3-methylbut-2-enyl) -6-pentylbenzoic acid [M-H]- 373. 26014 €23H3104 P’"'”_‘t:‘;"‘;(:”‘_"‘:t‘i" e‘“d“ ONMLNUSSUHTGJO-UHFFFAOYSA-N 0=C(0) C=1C (0)=C (C (0C) =C
4 derivativ
501 153 J— T-TT(25, 3%, 11BR)3-cthy] -0, 10-dimethosy 2,3, 1,6, 7, 11b-hexahyaro-11- [ Jr— JE— Tsoquinolones and T ———— 0-CIC-C2C (C-C100) -C (NCC2) CC3CCACH-CC (00) C (0C) C-CH0CNA
benzolalauinolizin-2-vlInethvl1-7-nethoxv-3, 4-dihvdro-2H-isoquinol in-6-one derivatives ceace
2562 14,842 295. 22678 FA 18:2+10 DM-H]- 295. 2272 C18H3203 Oxidized fatty acids HNTCURMFWZBIFP-UHFFFAOYNA-N 0-C (0) CCOCCCCC=CC=CC (0) CCCCe
2563 14,842 437. 3399 Ganoderal A [M+H]+ 437.34 3014402 Triterpenoids RHNFCIP JKSUUES-FLXXZUNSSA-N GRCCECOCE G CLcoe2 (G o =0 CCA(B0ucz00 ©
2564 14.845 424, 15359 Domperidone [M-H]- 424, 15457 C22H24CING02 Benzimidazoles FGXWKSZFVQUSTL-UHFFFAOYSA-N CI=CC-CCECON-C N L“V'ﬂ’;’;écwMCZECZCC(ZCCE\’:MO)C
- o 3 N . . o VO C\C(\C=C\C=C (/C) \C=C\C1=C(C) C[C=H] (0) CC1 (C) ) =C/C=C/C=
2565 14.846 584. 42078 Antheraxanthin DM+H] + 584. 42242 C40H5603 Xanthophylls OFNSUWBAGRCHAV-0YQUVCAXSA-N ) et et (M) 1t 120 e L ()L Cotl] () CC ()
- . . - . . . - CCCCCCCcecceceee (=0) 0Cc (CoP (Lo
; ) sphatidylc H]- A4H8? sphatidylc s WDUTGPTBYOBBP-BAYMPCJENA-
2566 14.847 814. 59851 Phosphatidylcholine 16 [M-H] 814. 59674 C44H82NOBP Phosphatidylchol ines XWDUTGPTBYOBBP-BQYMPCJENA-N 1) (00004100 (QO0CCOIEnCe/O O -c/oee
- (2F, 6F) 3, 7, 11, 15, 19, 23, 27, 31, 35 _nonamethy lhexatriaconta 2, 6, 31 trienc ) ) I I (©)0CC (0)C(0) (C) COCC (0) (C) CCOC (0) (0) Ceac (
9567 1.85 3. 5922 + . 5905 5| 1 X YAHSWYSTS!
2567 14.851 793.59222 101l 1 10 98 97 21 il [+t 793. 59058 45118608 Polyprenols MFQDKOXWQXO00AO-YAHSHYSTSA-N 00 (OO (0) (O 0) (Ot e
2568 14,852 295. 13544 PLATYPHYLLENONE [M-H]- 295. 13397 C19H2003 Linear diarylheptanoids GIKJADRKBZHVCY-DUXPYHPUSA-N 0=C (C=CCCC (0)c=C1) (0)c=c2
2569 14.854 184, 07259 Phosphochol ine DM+H] + 184, 07277 C5HIENO4P Phosphochol ines YHHSONZFOTEMCP-UHFFFAOYSA-0 0=P(0) (0)0CCIN+] (€) () C
2570 14.855 392. 29092 (97,122) -N-Benzyloctadeca-9, 12-dienamide [M+H] + 392. 29001 C25H39N0 N-acyl amines ¥ JWLCTANOBCAGH-HZJYTTRNSA-N 0-C (NCC=1C=CC=CC1) CCCCOCCC=CC0=COCCCC
2571 14.855 318. 29959 Phytosphingosine (not validated, isomer of 1696) [M+H] 318. 29941 CI8H39NO3 Lipids AERBNCYCJBRYDG-UHFFFAOYNA-N 00C (¥) € (0) € (0) CCCCCCCCOCCCCe
— PR (D S R S TS S § y T
i 15 9L 37003 6, 75, T1a5, 12080 =5 (25, 505~ C-hydrosypropan-2-31) 2 o oLt 05005 Triterpent saponins [ —— OCICCZC3 (C)CC (01 AT (CCAIT0) (©)C) 013 (©)CC2CCE50
nethvltetrahvdrofuran2-vl) 2. 5a, 8 8- CCQICO (QCI6
- 0-CIC-2C-CCC (00) C2C (=0) C=3C (0) CAC (-C (0) C13) CC (0) (€ (=
: 15 ) AUNORU " 598 Anthracyel ines S AVUOBTE-VGBVRHCVSA-!
2573 14.86 528. 12073 DAUNORUBICTN DM+H] + 528. 12701 C27H29N010 Anthracyclines STQGQHZAVUOBTE-VGBVRHCVSA-N 00 CO10050C (O L LN C
N : (1S, 2R, 43, 9K, 10K, 145, 155, 175) 9 (furan 3 y1) I hydroxy 15 L(IR) I hydroxy — ) . 0-C10C (C2-C0C=C2) 3 (C) CCCAT5 (00506 (0) € (=0) C2 (0) C (C{0) C
: 4 589. 422 " M ! -+ .4 ’ s ADDLXGZBTXNVDS-PSK A
2574 14866 589. 42218 o he 2ot L1014, 16, 16t etrametbal 2. 18 diosed & DM+H]+ 589. 4231 C31H40011 Limonoids ADDLXGZBTXNVDS-PSKLARDRSA-N 000 (0) (O B YO AL
2575 14. 866 182. 00829 2- (Vethyl thio) benzothiazole [M+H] 182. 00926 C8HTNS2 Benzothiazoles UTBVIMLZIRTFFR-UHFFFAOYSA-N CSCI=NC2 281
I3~ =3, 7-dime “ta-2, 6-dienyl]-2, 6-dihydroxybenzoyl]—3— 15— =CC1=CC (=CC (0) =C1C (=0) C=2C (0) =CC=C = =
i 11807 137 26003 | © 1 L) 3, T-dimethylocta~2, 6-dieny11-2, 6-dibydroxybenzoyl]-3-Tormy1-5 o~ a7 26001 JE— Bonzophenones LSRN TYXID V120 TIASA N 0=CCT=CC (-CC (0) =CIC (=0) C=2C (0)=CC=C (C20) CC-C O/ Ce-C ©
hvdroxvhenzoic acid i QCE00
2577 14.87 325. 18271 Dodecylbenzenesulfonic acid Di-H1- 325.1843 C18H30035 BC“:ZZCZ‘Lj_f"Zﬁ\'z‘j]dS KWXTCGTUELOLSQ-UHFFFAOYSA-N €CCCCOCCOCCCCT=C0=C (C=C1)S (0) (=0)=0
2578 14.87 151. 11151 Thymol DM+H] + 151, 11174 C10H140 Aromatic monoterpenoids MGSRCZKZVOBKFT-UHFFFAOYSA-N 0C1=CC (=CC=C1C(0)€) C




Sulfate containing

2579 14,874 265.14716 Dodecyl sulfate [M-H]- 265. 1474 12126045 o MOTZDAYCYVNXPC-UHFFFAOYSA-N 0=5 (=0) (0) 0CCCCOCCCOCCC
. (425, 6aS, 6DR, 105, 12aR)—10-hydroxy 2, 2, 6a, 6b, 9, 9, 12a heptamethyl - P 0-C (0) C120CC (C) (C) CC2C3-CCCACS (C) CCC (0) € (C) (€) C5CCCA (©
: 18 457. 34 s 457. 34 30H4S iterpenoids XULNPSFWEK- NUSA-
2580 14.876 457. 34753 Lot m b ot 8o 10 L 19 10 Lo oo Lo o 10 D]+ 157. 34576 304803 Triterpenoids MIJYXULNPSFWEK-FQRDBSNUSA-N O]
_—
2581 14.878 315. 23056 Progesterone DM+H] + 315. 23184 C21H3002 "“'“’D‘r"]z’_‘zi“‘;:‘ tf;:‘ds RJKFOVLPORLFTN-UHFFFAOYNA-N €C(C10CC2C3CCCA=CC (CCCA (€) C3CCCL20) =0) =0
2582 14.879 332. 25717 5-(8, 11, 14-pentadecatrienyl) resorcinol [M+H] 332. 25839 2113002 Resorcinols 00XBEOHCOCMKAC-UTOQUPLUSA-N 0C=1C=C (0) C=C (C1) CCCCCOCC=CCC=CCC=C
2583 14.879 445. 29095 Fusaproliferin 130137 [MeH] + 145. 29501 C27H4005 Carboxylic acid esters VRGWBRLULZUWAJ-SXSUBTACSA-N o=l crcoccoc (Ofi(‘)f e ©Occoe etz
2581 14.894 131. 26257 fucosyltransferase V [M-H]- 431. 25714 21120010 Hydroxyanthraquinones HSWIRQIYASIOBE-JNHRPPPUSA-N 0=C10=20=C(0) C=C 030 %?gfgfi;c(w 030) C2C(=0) C4=C (0) C=
2585 14,901 335.22101 Difucol Hexamethyl Ether DM+H] + 335. 22144 C18H2206 B;pifi‘;if “2“ PKTVMNKLPFVXBH-UHFFFAOYSA-N 0(C1=CC(0C) =C (€ (0C) =C1) C2-C (0C) C=C (0C) C=C200) C
2586 14,906 607. 25281 Bilirubin [M+H]+ 607. 25269 C33H36N406 Bilirubins BPYKTIZUTYGOLE- [FADSCNNSA-N ececc (84)1()(::( © ;C)l(j‘))c SSINC(C-CAN
2587 23107939 Benzanthrone [M+H]+ 231. 08044 CI7H100 Ph”{;:‘:h"t“'“; and HUKPVYBUJRAUAG-UHFFFAOYSA-N cl C1)C3 13) C2=0
2588 14.934 413. 3259 5-[(2)-14- (3, 5-dihydroxypheny1) tetradec-8-enyl Jbenzene-1, 3-diol DM+H] + 413. 32886 2613604 Resorcinols INRCFVYVWPWZJS-TWQZZHSRSA-N 0C=1C=C (0) C=C (C1) CCCCCC=CCCCCCCCC=2C=C (0) C=C (0) C2
2589 14,942 343.24689 | 4-[5- (4-hydroxy-3-methoxyphenyl) -3, 4-dimethyloxolan-2-y1]-2-methoxyphenol [M-H]- 343. 24292 2012405 7,7 ~epoxylignans GMXMKSF JQLFOSO-UHFFFAOYSA-N 0C1=C0=C (C=C10C) C20C (C3=CC=C (0) € (0€) =C3) € (€) €20
2590 14,948 213.01645 2-Deoxyribose 5-phosphate [M-H] 213.01697 C5HL107P Pentose phosphates KKZFLSZAWCYPOC-PYHARJCCSA-N 0C1CL[C=H] (0) [C=H] (COP (0) (0)=0) 01
2591 14.95 243. 02696 alpha-L- () —Fucose 1-phosphate bis (cyclohexylammonium) salt [M-H]- 243. 02753 C6H1308P ‘\{“:::"’:'::‘:‘“d" PTVXQARCLQPGTR-KGJVWPDLSA-N CLC=H]10[C=H] (0P (0) (0)=0) [C=H] (0) [C=H] (0) [C=H]10
)
2592 14.95 245. 02362 Prenyletin D~ 245. 02171 C14H1404 Hydroxycounarins AWEFUQDNSBBNCR-UHFFFAOYSA-N 0-C10C=2C=C (0CC=C (C) €) € (0) =CC2C=C1
_—
2593 14,951 455. 20758 1, 2Alpha-Epoxydeacetoxydihydrogedunin [M-H]- 455. 20752 2613207 Limonoids UTUKQADPLSFRBN-NT JWRPTQSA-N O-CroC(c2-coc=c2) ”“;CL;;O o %;CL;’;JL(’L( 0@ ©ceco
2594 14.961 167. 23685 Bufotalin [M+H] + 167. 23999 26113606 B“g]!";’l‘q“ljg and VOZHMAYHYHEWBH-NVOOAVKYSA-N 0=C10C=C (C=C1) C2C (0C (=0) ()((; z((» €40CC5CC (0) 0aCs () Cace
Sof Ta = =C1C (-C0C2=CC (0C: ] 750) 0C=C12) C=1C=CC
2595 14. 961 129. 19794 calycosin-7-0-beta-D-glucoside [M-H]- 429. 19568 C22H2209 I’S“lwl ’”’"‘_‘:l“' 0 MGJLSBDCWOSMHL-MIUGBVLSSA-N 0=CIC(=Coc CC(OHOC(CO”(O(),(C,I((»”O) CC=C12)C=4C=CC(0C
Jye s
- - - - - 0CCIOC (0C2CC3 (€) € (CC (0) CAC (€ (-CCC-C (0) C) C) CCCA30) C5 ()
: 4. 643. senoside g 3 iterpenoids /i -Tx] SA-]
2596 14. 966 643. 41455 Ginsenoside Rhd DM+H] + 643. 40997 C36H6008 Triterpenoids OZTXYFOXQFKYRP-TXRYYSRHSA-N L C(0) () IR Ol
e - . - Alpha amino acids and ,. - ] 0-CINC (C (=0) N2C=CC (C=3NC=4C=CC=CCACC=C12) (C) C)CCh (0) C
: 4 537. 2538¢ ara 5 -+ 32N40- VTARDGYVNP-UGHAWNMTSA-
2597 14. 966 537. 25385 Okaramine R 120153 D]+ 537. 25201 C32H32N404 e BUTLVTAFDGYVNP-UGHAWNMTSA-N (N (Co0=C-0CARI L) (O
2598 14.973 300. 28909 DErySphingosine [M+H] 300. 2897 CI8H3TNO2 1, 2-aminoalcohols WHUZIQQURGPMPG-KRWOKUGFSA-N C0OCCOCCOCCCCNC=C\[C=H] (0) [C=H] (N) €O
2599 14. 981 236. 13115 2-amino-9-methanesulfinylnonanoic acid [M+2H] 2+ 236. 1308 C1OH21INO3S G1““‘“;:(:15‘L‘]'iléi"*‘k""“" PUZLVBQOZ VDK -UHFFFAOYNA-N 0=C (0) C (N) CCCCCCCS (=0) €
2600 1987 67 31229 wothyT (2, 86) -9~ [3a-hydroxy—6, T-dime thy 1-1-(-mo thy Ipropy D) -3-0x0- [, PP J— Leoindolones S — 0-C{0C) C-CC (0 C (0) CCC (-CCIC=C () € (C) C2C (N-C (0) C120) CC(
24,7 Ta-tetrahvdro-1H-isoindol~4-v]1-4, 5-dihvdroxv-8-nethvlnona-2 8- C
) 2,3, 12-trihydroxy-4, 6a, 6b, 11, 12, 14b-hexanethyl-8a- L3, 4, 5~ trihydroxy 6 N - - - o ] 0-C(0)CL(C)C{0) C(0) CC2 (C) C1CCC3 (C) C2CC-CATHC (0) () C ()
: . ! ? y +H]+ 3. 479- s XSQSVWHKZZNDD- ysA-
2601 15. 001 10847906 | seerbensl 1 2.4 a6 789 10.11. 196 14 11 [M+H] 703. 47949 C36H56012 Triterpene saponins VXSQSVWHKZZWDD-UHFFFAOYSA-N - 005 € 00RO )0 (O (0 CEOCCCLTC
2602 15. 001 492. 10486 Glucohirsutin M- 492. 10373 C16H31NO10S3 Alkylglucosinolates GPMDJOOLATZDQL-SGBLMZTFSA-N S0 e C(S[‘(H;": LOE)('}P({J]) (2)))5) 1 ICHHO [CH
. ; N T-[(25, 3K, 45, 55, 6R) 4, 5-dihydroxy-3-[ (2K, 3K, AR, 5K, 65) 3, 4, 5-Lr ihydroxy6- N U — - G=CI0C=2C=C (0C30C (COC40C (C) € (0) C (0) C40) € (0) € (0) C30C500
2603 15.003 68516965 | L iom kA o 69) L Bt ey bt Lo [MeH] + 685. 17407 28138017 Oligosaccharides LLLQBCHODNVGKSF-RVXDDWT JSA-N (e (00 Lot
2604 15. 004 51137311 Dehydroeburicoic acid monoacetate DM+H] + 511.37 3315004 Triterpenoids AYHCPTDPDUADTK-UHFFFAOYSA-N o=Clocrooe2 m’w“écc)ciiccfcci(g;ccfcgm(OC)OC(L(’O)O)
_—
2605 15. 006 317. 24826 Pregnenolone [M+H] + 317. 24799 21H3202 (’“'“’D‘r"]Zi’_‘zi{’iz‘_tf;g‘ds ORNBQBCTOKFOEO-SPKZCENISA-N 0-C (€) CLOCC2C3CC=CACC (0) CCCA (C) C3CCC12C
2606 15. 058 402. 33209 N-(3-Methoxybenzyl) ol eamide [M+H] 402. 32999 26H43N02 Anisoles IMKZIKHBSPDWEF-KHPPLWFESA-N 0=C (NCC=1C=CC=C (0€) C1) CCCCCCC0=CO0CC0CCe
2607 15. 066 119. 03509 PURTNE [M-H]- 119. 036 C5HANY Pur 1(;‘:‘: "‘”[d‘ f’:“"” KDCGOANMDULRCH-UHFFFAOYSA-N N=1C=NC=2N=CNC2C1
- - TC(0) ~CCCC () (OCT0C (C0) € (0) C(0) C10) CICCCZ (I CIC () CCIC
5. 637. senoside -H]- 37.43213 3 iterpenoids XNGXWSFSJ TQUNC— e
2608 15.073 637. 42871 Ginsenoside F1 [M-H] 637.4321 3616209 Triterpenoids XNGXWSFS J TQUNC-UHFFFAOYNA-N 0o e ‘
2609 15. 089 547. 35889 13-0xyingenol dodecanoat DM+H] + 547. 35999 3215007 Tigliane and ingenane FEZDDYPHEHMXLF-MTSAWMQWSA-N 0-COCIACOEAC-COCO OO CECLE-0CIC2 O
diterpenoids ) C0) CCCCeeeeec
2610 15.095 287. 19968 4-Androstene-3, 17-dione M+t 287. 20056 C19H2602 AZ";;’?:"': and AEMPNILZOJDQLU-UHFFFAOYNA-N €C12CCC (C=C2CCC3CACCC (C4(C) CCC31) =0) =0
2611 15. 117 354. 2084 Oleoyl sarcosine [MeH] + 354. 30026 C21H39N03 | N-acyl-alpha amino acids DIOYAVUHUXAUPX-ZHACTKMWSA-N 0=C (0) N (C (=0) CC )C
2612 15. 118 256. 22589 jaeschkeanadiol DM+H] + 256. 22708 C15H2602 Sesquiterpenoids SUAPQGLGNKUSLY-LJTSPDSOSA-N 0C1CC (=0CC2 (0)CCC(0) (C(O)C) C12)C
2613 15.12 114.01618 2-Chloropyridine DM+H] + 114. 01051 C5HACIN 2-halopyridines OKDGRDCXVWSXDC-UHFFFAOYSA-N C1C1=CC=CC=N1
. (2R, 4aR, 7S, 8S, 8aR) -8-[ () -5-hydroxy—3-methylpent-3-eny1]-4, 4, 7, 8a— . . . . o . . o e o N o () () (o () (1 o
2614 5. 124 347. 25494 N o Y o +H]+ 47. 25565 9 s 3 3 A - 9 9
2614 15. 124 347. 25494 O SR [M+H] 347. 25565 2013603 Diterpenoids JNELTBHOLOQE JH-LPULDKDHSA-N 00C=C (C) CCC1C (0) (€) CCC2C () (€)CC(0) CC12C
e esianet e, d.4a.0. 0 8hoxahvdro Li-nanhtha len . R
2615 15.127 254. 21022 (4aR, 55, 65, 8R, 8a5)~6-hydroxy=3, 8-dimethyl -5 propan-2-yl-da,5,6,7, 8, 8a [M+H]+ 254. 21144 C15H2102 Sesquiterpenoids KLDSZMWMGCWFKH-GIEZYDSUSA-N 0=C1C(=0C2C (C1) € (C) CC(0) €2 (C) C) €
hexahvdro-1li-naphthalen 2 one
. - - ; 0-C (0) CCCTC-2N~-C (C-C3NC (-CC-4NC (C-CHN-C6C (C (-0) C (C (-0)
5. 3. 27386 . e A = 593. 2 35H36N4 ins i X-ZLNAAQTHSA-]
2616 15. 198 593. 27386 Pheophorbide A DM+H] + 3. 26898 C35H36N405 , Chlol‘ms , OTNDWIFDMFYGDX-ZLNAAQTHSA-N 0006 0 CEOCCD-CI0NC
2617 15. 212 507. 34415 Dehydrotunulosic acid DM+H]+ 507. 34 C31H4804 Dibydroxy bile acids, LADJWZMBZBVBSB-YEXRKOARSA-N O=COECECEATCOOCIC0)CC2 (E3-CCCACIE3-CC120) (O €
alcohols and derivatives LCOUOOC
2618 15.223 515. 36755 Alisol B Acetate [M+2H] 2+ 515.37 3215005 Triterpenoids NLOAQXKI IGTTRE- JSWHPQHOSA-N CCICEC IO C3e2 QUL CO L Ot QC2(C
CCNQ GO
2619 15.229 249. 13838 6, T-dihydroflavopereirine [MeH] + 249. 13901 CITH16N2 Quinolizines DAGPUTPHACKCSU-UHFFFAOYSA-N N1=C20=CC=C02=C3C1=CAC=CC (=C
2620 15. 231 248. 14099 12-Cytisineacetanide [M+2H] 2+ 248. 13936 CI3HITN302  |Cytisine and derivatives MRVHCCZFXHOQOT-ZJUUUORDSA-N 0C (=N) CN1C[C=H] 2C [C=H] (C1) C1=CC=CC (<0)N1C2
2621 15. 244 395. 36502 CHOLESTANE D]+ 395. 36481 C27H8 Cholestane steroids XTTAYQZJNBULGD-LDHZKLTTSA-N €C(€) CCCC (€) C1C0C203CC0ACC0CCA (€) C30CCT 20




(38)—-5-[ (IR, 2R, 8aS) —2-hydroxy-2, 5, 5, 8a—tetramethyl-3, 4, 4a, 6, 7, 8-hexahydro-

2622 15. 248 325. 27295 ; » o D]+ 325. 27371 2013603 Diterpenoids KHCCSRVJ JDOANA-ZOSGAXDSSA-N 0=C(0) CC(C) CCCIC (0) (€) 0CC2C (C) () Ceee12e
Inaphthalen-1-v11-3 methvipentanoic acid
) , - G-CN(C-CC(€) C (00) C (C (=0) CCC (C) C (0) € (C) C10C (=0) C-CC (-CC
2 5.32 X Sc e 4 .5 5 erpene lactones /CYMGRLJJ-DAAXTDNESA-
2623 15.329 802. 52032 cytophycin B DM+H] + 802. 51599 C4BHT3NO12 Diterpene lactones LGYQYCIMQRMLTJ-DAAXTDNESA-N Q)OO0 (-0 O 0 CA(OCR LUV CC (00 IOV VOO
2624 15.386 372. 28827 Buxtamine D]+ 372. 29001 C24H37NO2 Triterpenoids KTASKRC JBXZGMH-WMYNZDBHSA-N 0-C(€) C1C(0) CC2 (C) C3CCCAC (=€) € (NC) COC540C350CC12C
2625 15. 407 378, 33545 Ursocholanic Acid [+ 378. 33664 comaoz | Pe “”;d;i'm"t]:f’wg and RPKLZQLYODPWTM-LVVAJZGHSA-N 0-C(0) CCC (€) C1CCC2C3CCCACCCCCA (€) C3CCCI2C
2626 15.418 363. 28772 2-methoxy—4-pentadecylbenzoic acid [M+H]+ 363. 289 €23H3803 0’"'”_“:‘;"‘;(:“‘_ ‘;’t‘i‘" :”“l“ HDGBHYXZLPCUJ 1-UHFFFAOYSA-N 0=C (0) C1=CC=C (C=C10C) CCCCCCCCCCCCCCC
4 derivativ
2627 15.423 397. 34457 Ergosterol [M+H]+ 397. 3465 C28H440 Eri‘:ifi‘il Ua_"d DNVPQKQSNYMLRS-UHFFFAOYNA-N 0C1CC2=CC=C3C (CCC4 (C) C3CCCAC (C=CC(C) € (C) C) 0) C2 (0 CCl
2628 15. 447 132, 35431 korseveriline D]+ 132, 35001 C27H15N03 Le"‘:rki‘w‘“‘_"‘] e NQGYOUYEGZOZBN-CADHWWIYSA-N 0C10CC2 (€) € (C1) € (0) CCIC2CCACTENGCC (C) CCCHC (C) C5CCCA30
2629 15. 449 437. 37778 (3beta) -stigmast-5-en-3-ol [M+H] + 437.38 C29H500 St’j“ﬁ‘i’:ﬁ"“"ﬁ and KZJWDPNRJALLNS-VJSFXXLFSA-N 0C1CC2=CCC3C (CCC4 () C(CCC34) € (€) CCC (C0) € (C) €) €2 (C) CCL
, , ) } 3 (2 (3 (Zcarboxyethyl) 4-methyl 5 ((Z) - (3-methyl b-oxo 4—vinyl TH- N o N [ - e O’C(0)CC(‘I’C(NC(("CZI\C(’0)C(’CZC’C)C)*CIC)CC"Z\IC(C’HN
2630 15.45 607. 25134 o 1) e 1) et )t aetnel {7 (1 [MeH] + 607.25 C33H36N106 Bilirubins BPYKT1ZUTYGOLE-IFADSCNNSA-N Oy A0 CACAOC O Oc
2631 15.491 398. 34741 Solanidine (not validated) [M+H] + 398. 34091 C27HA3NO Steroidal saponins JVKYZPBMZP JNAJ-UHFFFAOYNA-N OC6CCo LC“C(C“S(C) © (cczchem ez G
2632 15. 502 285. 21609 Acacetin D]+ 285. 21265 C16H1205 ! ;)M"'f‘nhy‘,ffed DANYTYRPLHHOCZ-UHFFFAOYSA-N 0-C1C=C (0C=2C=C (0) C=C (0) C12) C=3C=CC (0C) =CC3
2633 15. 541 917.53845 Notoginsenoside Ftl D)+ 917. 53998 CATH80017 Triterpenoids LLXVPTXOKTYXHU-UGGLONOCSA-N ) o O (0B0CC 70
, . ) . T0-[3-acetanido-4, 5-dihydroxy—6- (hydroxymethyl) oxan—2-y1]oxy-b hydroxy— ) - - } - " = c(o)cwccc(c) L=y GGG IO}
L 5. 575 98. 482¢ +] 2 o g 'pene sa S ZZVZU] JS LUl SA-]
2634 15.575 698. 48297 T e T T T DM+ 698. 48602 C38H61N09 Triterpene saponins 72V ZUHRMTUSANL-UHFFFAOYSA-N e 00 (0 (O CACOL () (Ll
2635 15.576 383. 32977 Cholest-4, 6-Dien-3-One [M+H]+ 383. 33081 C27H420 Ch"dlcisi‘\f‘rﬁlso and XIWMRKFKSRYSTJ-GYKNGIIDSA-N 0=C1C=C2C=CC3C (CCC4 (€) C3CCCAC (C) CCCC (€) €) €2 () CCl
2636 15.58 321.21909 Bis (2-ethylhexyl) phosphate [M-H]- 321. 22003 C16H3504P Dialkyl phosphates SEGLCEQVOFDUPX-UHFFFAOYNA-N €CCCC (C0) COP (0) (<0) 0CC (CC) CCCC
- : - 3 L(3R, 53, 10K, 13K, 145, 17K) 5, 11 dihydroxy 10, 13 dimethyl 3 — ) Cardenolide glycosides — - 0=CT0CC (=C1) C2CCC3 (0) CACCC5 (0 CC (0060C (C0) C (0] € (0) C60)
2637 5.5 2567 ¥ . 591. 2565 20144 : !
2637 15. 588 591. 25671 (o8 3 18 o b (Ledoenemethn D o] Lo [+t 591. 25659 29144010 o et FECZMYDDHKVQTA-MHLHJPRMSA-N () cacce
23,48 e et - =y = =C(0)C2 =00=00) C=Ci %0003
o8 15 a5 208, 23196 @2)-3-TL1, 6-dinethyl-2-L (IE, 3E)-penta-1, 3-dienyl ]-4a, 5,56,7, 5, 8a [ - Py byrrolines R G=CIC(C(0) =NCIC(0) 0)=C (0) C2 () C (C=CC=CC) C=CC3CC (C) LT3
hexahvdro-2ltnaphthalen—1-v1] hvdroxvnethvlidenel -5 (1- 2
2639 15.595 357. 33517 conessine DM+H] + 357. 32999 C24HA0N2 Conanine-type alkaloids GPLGAQQANWMVM-CYFNKAHPSA-N C1=C20C (N(C) ©) C0C2 (C) C3CCCABON (€) € (€) C50CCAC3CT
" . T-chloro 6 hydroxy 4,6 dimethoxy 1,3 ,8 trimethyl 5 (3,4, 5 N N ~ — PR . 0-C1C2-C (N-C3C (=C (0) 04 (0C=5C (C1) =C (0C) C=C (0C) CHCA=0) C(
2640 15.635 654. 18976 trine hosyphony )-8 6" 4ikydro- 1l 3 sirofbenzofuran 2.7 -purinidol 5 D]+ 654. 19 C32H32C1N3010 Phenylquinol ines BEAYLDNBJYAFTR-UHFFFAOYSA-N ) OB (00) -CLO L (00 LBy (LRI
- — N 55, 6R) -3, 4, 5-trihydroxy-6- (hydroxymethyl) oxan-2- o . PV— - 0=C (00C=1C=CC=CC10020C (C0) € (0) C (0) C20) )=CC-C (001
; 5 5 . 5 5 97134 } / P XAYY
2641 15. 637 653. 17877 ool tati] 6 e ot 13 Byt [+t 653. 18365 27134016 Phenolic glycosides WQQJ TVODGXZMHF - XAYMNHNBSA-N O (O (O Ay 0t
~CTO=C2C (SC0=CaC A (C=CCh = =
2642 15.645 163.27945 Pristimerin derivative [MeH] + 163. 27701 C30H3804 Nethyl esters L.GQBKDRWDYGCBT-RKHSXEAASA-N O=CIC-C2CCOC=CCA (C ,C“ff()ffcm)( 0)0C) (L Ceaea(Crcoc2
2643 15.646 479. 25531 6-oxopristimerol derivative DM+H] + 479.25 C30H3805 3-hydroxysteroids LOTZFXULRMRODN-TUROWYMDSA-N O’CIC’L’M’C(OLCM(?& (éfé ((i)c(gg)ccms(c)mz(m -
2644 15.672 385. 34454 Cholecalciferol D] + 385. 3465 C27H440 Vitanin D and QVSXJUFSXHHATT-YRZJJWOYSA-N CC(C)COCC=H] () [C-HTICCIC=HIZAC(COCIC=T12) =CAC=CINCT
i _ i derivatives C-H] (0)CCCI=C
2645 15. 706 577,242 3 T-0-diacetoxy=5 ~0-benzoyloxy=15 ~hydroxy=17, 13-oxy~11-oxopremyrsinol (M4 577. 24103 31113809 Bicyclic monoterpenoids WSLESVKKVVESHV-VHZDBKMJSA-N oeeaecee (JL <£)/ES(LJ(L)L)L> 3.\)( 4(0ff_ﬂt ot
2646 15.715 645. 43048 Ginsenoside Rh2 [MsH] + 645. 42999 366208 Triterpene saponins CKUVNOCSBYYHIS- IRFFNABBSA-N OCHOC(OCZ“U(C”()CC)CCIZ(Z))C(S)CFC(? (c:g)(rclcgw)c(n) ©ac
YR I - e g
orT 15720 o35 15131 | [ dihvdrony-2 (4~ Thydroxy (pheny D methyl ] -5-oxo-3-phenyl-2H- furan-2 [ [ 261909 | ¥ acyTalpha hexosamines AT ——— -CI0C (0C20C (C00) C (0) C(0) C2N=C (0) €) C (C=3C-CC-CC3) —CIC(
v1loxv]-6- (nethoxvpethv) oxan-3-vilacetanide Q) C=4C=CC=CC4
2648 15.729 338.34073 Erucamide D]+ 338. 34174 C22H43NO Fatty amides UAUDZY JPLUQNMU-UHFFFAOYSA-N N=C (0) CCOCCCCCCOCC=CCC0CCeee
o1 5 192 537 26135 5,6, 7 triacetoxy 3 benzoyloxy 14, 15 dihydroxy 9 oxojatropha 6(17), 11E o 37 26202 P~ TJatrophane and R ———
diene (8) ycloiatrophane
T — :
2650 15. 741 548. 23822 2-(3, 4-diethoxyphenyl) =2, 3-diethoxy~10-(prop=2-yn-l-yloxy)=5, 6 [M+H]+ 548. 23999 C33H35N05 Phenylpyrroles WVRATABMMREVCC-UHFFFAOYSA-N . «
Jinvdroindolol[2.1-alisoquinoline C0)C(0C0) =CCaC
- - (25,35 8 [(2R, 35) 5, 7-dihydroxy 2- (4 hydroxyphenyD) 4 oxo 2, 3 — Biflavonoids and I 0-C1C2-C (0) C-C (0) C (=C20C (C3-CC=C (0) C-C3) CL0) CAC (-0) 05
5 5. 28 ’ ’ -H]- 557. 2 3 AFDANKUHSLVEBJ-MBOHLOTDSA-
2651 15. 777 55T, 25812 dibvdrochronen—3-v11-3, 5 7-trihvdroxv-2- (4-hvdroxvohenvl) -2, 3- il o7, 2561 o022t polvflavonoids AFDANKUHSLVEB] MBOHLOIDSA™N C(0)=CC(0) =CCH0CACE-CC=C () C=C6
2652 15.798 387.29108 (10R, 135, I6R, 175) 1T acetyl 16 ethyl 10, 13-dinethyl [M+H]+ 387. 29001 2513803 Steroid esters QBDHHZLETBPNSS-FDGHVBKPSA-N 0-C (0C1CC2=CCC3C (CCCA (C) € (€ (=0) €) € (CC) CC34) €2 (C) CC1) €
478010111213, 14,1516, 17-tetradecahvdro-1H- i o
2653 15.807 533. 25305 ANTIMYCIN A (Al shown) [M-H] 533. 25043 C27H38N209 Acylaminobenzoic acid ZVYMCLIDNNTNCL-GERRLMGDSA-N 0=C(OCIC(0C (=0) C{N=C (0) C=2C~CC=C (N=C0) C20) C(0C (=0} C1CC
and dovivatives COOQQC
2654 15.82 535. 26917 Antimycin A2 [M+H]+ 535. 271 C27H38N209 Acylaminobenzoic acid LYDAGTPXPZARPR-UHFFFAOYSA-N O’CmClC(OC(’O)C(N’C@E, g C(N =C0) C20)C (0 (=0} CICC
and derivative: CO0 Q0 CCC
2655 15.84 379, 28287 monoolein DM+H] + 379. 28189 C21H4004 I-monoacylglycerols RZRNAYUHWVFMIP-KTKRTTGZSA-N 0=C (0CC (0) C0) CCOCCCCC=CCCOCCCCC
. . . . . ey . C\CO\C=C\C: c(/ouotc 2(C)CLC=H] (0)CC(C) (0)C2=C1)=C/C
265! . 84 . 415 . a 4] . 4 4 ater, s SV ATNS-RFTATWJGSA-!
2656 15.848 600. 41577 Auroxanthin D]+ 600.4173 CA0HB604 Tetraterpenoids YLUSVJDFTAATNS-RFTAJWJGSA-N o[c 120 QO Qe
. o o N . v C (¢ C(C(C)C(=0)0)0C) 03)0) 0
2657 15. 881 669. 42102 Monensin M1 669. 42194 36162011 | Heterocyclic fatty acids GAOZTHIDHYLHMS-UHFFFAOYNA-N z)onmc(c)cc(crc(c)cc(c o (0801
2658 15.89 130. 3299 peiminine [M+H]+ 430. 32999 C27THA3NO3 Cerve rk"]l]' “‘":l type TQDTERHFZVCNRZ-YUYPDVIUSA-N 0=C1CC2C3CCCAC (CNBCC (C) CCC5C4 (0) €) €3CC2C6 (C) CCC (0) CC16
2659 15.892 283. 13647 5, 7-dihydroxy-6-methoxy-2-phenylchromen-4-one D~ 283. 1376 C16H1205 o ?Wf"‘f‘::’}:md LKOJGSWUMISDOF-UHFFFAOYSA-N 0=C1C=C (0C2=CC (0) =C (0C) € (0) =C12) C=3C=CC=CC3
2660 15.896 245. 04285 2,27, 4, 4 ~Tetrahydroxybenzophenone [M-H]- 245. 04555 CI3H1005 Benzophenones WXNRYSGJLQFHBR-UHFFFAOYSA-N C1=CC (=€ (C=C10) 0) € (C=20=CC (=CC20) 0) =0
2661 15.897 355. 15955 rutamarin M1 355. 15509 2112405 Psoralens AVMHMGFGCLBSAY-UHFFFAOYSA-N 30C (CC3=CC2C=CLC (C=0) (€)€) C(0C(=0)C) (C)C
2662 15.898 265. 14694 (Dodecyloxy) sulfonic acid [M-H]- 265. 14661 C12H2604S Others MOTZDAYCYVNXPC-UHFFFAOYSA-N 0=5 (=0) (0) 0CCCCOCCCOCCC
2663 15. 898 740. 52325 Phosphat idylethanolamine 16 [N~ 740. 52356 catrzenosp | Posphatidylethanolamine FOZMADPYSAYPHH-PNECARMINA-N €COCCCCCOC0aaace (=0 0CC(COP (0) (=0) 0CCN) 0 (=0) CCAC=C/C
- C=C/C\C=C/CCCOCCCCC
2664 15.9 271.078 I-methyl-9H-pyrido[3, 4-b)indol-7-0l hydrochloride dihydrate DM+H] + 271.07999 CIZHI5CIN203 Harmala alkaloids UZTHVERXARKBAG-UHFFFAOYSA-N C1..0. 0. 0C=1C=CC2=C (C1) NC3=C2C=CN=C3C




2665 15.913 172. 03557 Azaserine [M-H]- 172. 03638 CBHTN304 L-alpha-amino acids AGNGYMCLFWQVGX-PEQLYWQKSA-N N [N+1C=C (0) 0CC () € (0) [0-]
2666 15.916 255. 2318 Palnitic acid (NVR) DM-H]- 255. 23296 C16H3202 Long-chain fatty acids TPCSVZSSVZVTGE-UHFFFAOYSA-N €0CCCOCCOCCeeCee (0)=0
. oo . N N - - — P CCIOC (0C2CCC3 (€) € (CCCA (€) CACC (0) C5C (C (-CCC-C (O 01 ) €0
2667 15.917 627. 42285 Ginsenoside Rh3 D]+ 627. 42401 36H6007 Triterpenoids ‘ PHLXREOMFNVWOH-YAGNRYSRSA-N R T
2668 15.92 187. 03702 1-Hydroxy-2-naphthoic acid [M-H] 187. 04007 C11H803 Mph“‘“l:2?;“”‘“”1” SJ JCQDRGABAVBB-UHFFFAOYSA-N 0=C(0) C=1C=CC=2C=CC=CC2C10
2669 15.92 313. 23987 FA 18:1420 [M-H]- 313. 23749 C18H3404 Oxidized fatty acids CSLTKTXAJTAGA-UHFFFAOYNA-N 0=C(0) CC €0 (0) € (0) coeee
2670 15.924 440. 1842 FOLIC ACTD DM-H1- 440. 18332 CI9H19N706 (’1“5‘:Z'1f‘t]‘j and OVBPTULPYIDEAO-LBPRGKRZSA-N ofc<o)L,Lc(Ac(—0>c1fcc—uc(c;cczo> . =NC=3C(0)=NC (M) NCaN=
— I — - I S T-(1Z-alkenyl), 2 T . CCOCCOCCCOCCOC\C=CNOCC (COP (0) (=0) OCCN) 0C (=0) CC\C=C/C\C
2671 15.96 748. 52954 Phosphatidylethanolanine alkenyl 16 [M-H] 748. 52869 CHTONOTP | e hase TRRKKHCAJLHS JE-NBLHLOSHNA-N O O /N
2672 15.971 430. 87845 PFSA-C1 M1 130.8775 CHC12F1103S PFSA OLALP JBTHUZTEP-UHFFFAOYSA-N =St OCE PICE B “(FI); CLCE FECE) COCE ©
2673 16 133.0136 (S)-MALATE [M-H]- 133.01401 C1H605 Beta }‘dy:"]“*‘y["‘:ds and BJEPYKJPYRNKOW-REOHCLBHSA-N 0=C(0)CC(0)C(=0)0
: T-12, 4, 6 trihydroxy-3-[7-hydroxy 2 (4-hydroxyphenyl) -3, 4-dihydro-2i- ) ) - P ) 0-C(C1-C(0) C-C (0) C (-C10) C2C3-CC-C (0) C-C30C (CA-CC-C (0) C
, 2 ” -H]- ~hydroxyflavonoids /DAPLSTBGZ- SA-]
2674 16. 02 547. 33942 e ot e [M-H] 547. 34033 33114007 T-hydroxyflavonoids JGXZVDAPLSTBGZ-UHFFFAOYSA-N 0P CoaceaeCe
- A A - - - N - - ; “CCC (C) (0CT0C (COC20CC (0) C (0) C20) C{0) € (0)CL0)CICC
p .05 . 4 senos - -H]- . 4 4 . VLGW - INA-
2675 16. 054 769. 46991 Ginsenoside F3 [M-H] 769. 47437 C4THT0013 Triterpenoids HIRVLGWTJSLQTG-UHFFFAOYNA-N 2 () CLC (0 COLCA () COL )LL) (O) CAL LV CE2LC
2676 16. 064 297. 24451 FA 18:1+10 D] 297. 24399 C18H3403 Oxidized fatty acids TMYZYCNQZDBZBQ-UHFFFAOYNA-N 0=C (0) CCOCCCCCLOCT (CCCOCCCC)
2677 16.077 317. 24756 5-(8(2), 11 (2) -pentadecadienyl} resorcinol Do)+ 317. 2475 2113202 Resorcinols UPMJCOLGRWKUKO-UTOQUPLUSA-N 0C=1C=C (0)C=C(C1) €O coce
2678 16.08 327.19388 Acitretin DM+H] + 327. 19501 C21H2603 Retinoids THUNBGSDBOWDMA-AQF TFDHZSA-N 0=C (0) C=C (€=CC=C (C=CC=1C (=CC (0) =C (C1C) €) ) C) C
670 6 087 279 15015 | P14 (% 6-dihydroxy 5 methoxy 2, b dimethyl 5 oxocyelohexen 1y D oxy2 D — CTor2108 o Hydroxybenzoic acid BXZIZDDZL B PR AOYSA Y 0-C(00) C1=C (0) C (=C (0C2-C (C(=0)C(0)C (0C) (C) C20) C) C=C10)
hvdroxy-3, 6-dinethylbenzoat _ _ c
2680 16. 087 383. 11484 $-Adenosyl-homocysteine [M-H] 383. 11432 C14H20N6055 m“in’n(jf“‘“n"’i(; ZJUKTBDSGOFHSH-UHFFFAOYNA-N 0=C (0) € (N) CCSCC10C (N2C=NC=3C (SNC=NC32)N) € (0) C10
2681 16. 088 631. 48914 Uvarigrin Dwt]+ 631.48999 C37H6806 Annonaceous acetogenins ADPAPZVYVYEBGS-UHFFFAOYSA-N Hmc(C:C“‘“LL"""““LL(S(),E)C(f())CZOC(CC”C(O)““"““
2682 16.09 271. 22717 16-Hydroxyhexadecanoic acid [M-H]- 271. 22787 C16H3203 Long-chain fatty acids UGAGPNKCDRTDHP-UHFFFAOYSA-N 00CCCOCCOCCCCCeee (0)=0
2683 16. 091 165. 01837 Phthalic acid D)~ 165. 01933 C8H604 Benzoic acids XNGTFLGASWRNHJ-UHFFFAOYSA-N 0-C(0) C=1C=CC=CCIC (=0) 0
2684 16.093 219. 04987 PURPUROGALLIN-4-CARBOXYLIC ACID D] 219. 04782 C12H807 Tropolones P JSKCCANFAFYHY-UHFFFAOYSA-N 0=C (0) C1=CC (=0) € (0) =C2C (0) =C (0) € (0) =CC2=CL
2685 16.096 191, 01874 CITRATE Di-H1- 191.019 C6H807 T"”"’rl{’l:‘xg”i'lv:‘;i"’_:‘ds and KRKNYBCHXYNGOX-UHFFFAOYSA-N 0-C(0)CC(0) (C(=0)0) CC(=0)0
N - ; » C\C(\C=C\C=C (/O) \C=C\ [C=J 120[C=J 1 () CTC-H] (0) CCZ (O C) =
! oxa = . 4173 560 4 s WWIQPQ-MAAFUUECSA-)
2686 16. 098 600. 4162 Luteoxanthin DM+H] + 600.4173 C40HB604 Xanthophylls YNNRPBRNWWIQPQ-MAAFUUECSA-N Ot (M) et et A L0 12.(C) L] ()OO (o
2687 16. 103 284. 29608 Stearamide D]+ 284. 29401 CI8H3TNO Carboximidic acids LYRFLYHAGKPMFH-UHFFFAOYSA-N 0-C (N) CCOCCCCCCOCCeeeee
2688 16. 107 281.24771 Oleic acid D] 281. 2486 C18H3402 Long-chain fatty acids ZQPPMHVWECSTRJ-UHFFFAOYSA-N 0= (0) CCCa ceeecece
2689 16. 124 524.2793 Phosphatidylethanolamine lyso 22 [M-H]- 524. 27826 C27HAANOTP i;:“y"}ly’“'r‘;frl‘"]m’;if TWBVHOYVCUOMJY-KUBAVDMBNA-N CONC=C/C\C=C/NC=C/ C\C:OC/ C;\CZC’C\C:C/ CCC(=0)0C(CO)COP(
) ~
- - ; CC{C)-CCCC (©) (0)CICCCZ (C) C1C (0) CCIC3 () CCC (0)C (0) (©)C3
. 683. 4 senoside -H]- 83. 3 iterpenoids : SXYLAH- INA-]
2690 16. 143 683. 4361 Ginsenoside Rhl [M-H] 683. 43756 3616209 vTuL(rp(n‘uu\ RAQNTCRNSXYLAH-UHFFFAOYNA-N 100010 O CLICL0
2691 16. 146 281.24738 Linoleic acid D]+ 281. 2475 C18H3202 L]“ed"lr’i;f;di and OYHQOLUKZRVURQ-HZJYTTRNSA-N C00CC\C=C/C\C=C/CCOCCCeC (0)=0
2692 16. 161 421. 32556 4-Methylabyssinone V [M-H] 421. 32587 2613005 |3 ~prenylated flavanones JHEBMTRMMXPT-QHCPKHFHSA-N L0 (m:((/ms(uou
- ) o yaann - ) Tappaconi Line—type N— " G=C (0CIZON (CC) C3CA (0) CC1C3 (€ (0C) CC2) C5CC6C (00) CCA (0) Co
2: anac 3 s XTSVKUJYTUPYRJ-U SA)
2693 16. 169 623. 28357 Ranaconitine [MeH] + 623. 28998 C32H44N209 iterpennid aliglo XTSVKUJYTUPYRJ-UHFFFAOYSA-N OB (e T (<
2694 16. 18 535. 33789 1, 2-Dilauroyl-sn-glycero-3-phosphate [M-H]- 535. 34052 C27H5308P L Z’d‘ri:f'ij};flC?_r"l’j’ OKLASJZQBDJAPH-RUZDIDTESA-N €CCCCOCCCCCC (=0) 0C[C=H] (COP (0) (0)=0) OC (=0) CCCCOCCCCCT
2695 16. 244 207.01945 Methyl gallate [M+H] + 207. 02 C8H805 Galloyl esters FBSFWRHVHYMIOG-UHFFFAOYSA-N 0-C(0C) C1=CC(0) =C (0) € (0) =C1
I . — (1S, 4aR, 65, 60K, O, 10K, 11K, 12aR, 14bS) 1, 10, 11 trihydroxy 9 — s - [ 0=C (0) C1200C3 (C (=CCCACH (©) CC (0 C(0) C (C) (C0) CC00A30) C2
2696 16.3 503. 39221 oo l)2 2.t b 5 126 b camatbel M- 503. 38837 3014806 Triterpenoids IFIQVSCCFRXSJV~ZIZFEDMCSA-N COC0 Qone
2697 16.317 44137103 Oleanane ~4H, + 20 D]+ 441, 37241 304802 Triterpene saponins VNGUCOGHCTHF 1D-UHFFFAOYNA-N 00C2(0) CO) oG (© f?fc’glff(ff((i;m © OO
2698 16.321 367. 35629 Nervonic Acid D]+ 367. 35001 C24H4602 Very 1"“1‘;3&_‘" fatty GWHCXVQYJPWHRF-KTKRTTGZSA-N 0-C (0) CCCCCCOCCOCCCC=COCCCCCCe
2699 16. 324 398. 33395 Palmitoylcarnitine [M-H]- 398. 32761 C23H45N04 Acyl carnitines XOMRRQXKHMYMOC-NRFANRHFSA-N 0-C([0-1)€C (0 (=0) CCCCOCCCCOCCCee) CINH (€) (€)C
2700 16.346 559. 89557 Hydroxylated and dihydrogenated 14-bromodiscorhabdin C (+2) [M+H] + 559. 90002 [(,ISHInI?rZ\I.’:O.%] Phenanthrolines UDWHZZFAVRHFRN-UHFFFAOYSA-0 0= NC (Br) =C3c2C (:[\’(}:Iiil(sr))f;:LN(0) CBrcE
2701 16.416 778. 53717 Phosphatidylethanolamine 17 [M-H]- 778. 53925 CAAHT8NOSP Ph“s"l"‘”‘dylf’”‘“""l“"“”“ TZKBOGGOMRCSLO-RDCL IOPDNA-N L'mqu'mLL?L:;(;«O)QSC/((F?EEO)((;‘Ezefﬂf‘wOCH])CC\C:NC
2702 16. 42 365. 30426 Colladine [M-H20+1]+ D]+ 365. 29999 2413004 Cﬁ:z‘f"'ﬁ ‘L‘“d FCWYNTDTQPCVPG-XLRKYUMYSA-N 0=C10C=2C=C (0CC3C (=C) CCCAC (C) (C) € (0) CCC3C) C=CC2C=C1
2703 16. 422 175. 01489 Phenylphosphoric acid DM+H] + 175. 01547 C6H704P Phenyl phosphates CMPQUABWPXYYSH-UHFFFAOYSA-N 0-P (0) (0) 0C=1C=CC=CC1
- e . - . . - ., CC (=0) 0CC (COP (L0~
2704 16.435 786.57117 Phosphatidylcholine 14 [M-H] 786. 56543 CAZHTENOBP Phosphatidylchol ines BYFLSLYMNRHKEZ-YVCMCYLKNA-N ) COCIN L) (6 CYOE (0 LML N A CC L
2705 16. 467 349. 30911 henicosanoic acid [MeH] + 349,31 2114202 Long-chain fatty acids CKDDRHZTAZRDBY-UHFFFAOYSA-N 0=C (0) CCOCCCOCCOCCC0CC0CCe
2706 16.514 447. 28522 (58, TR, B, 82575, 1 -dihydrony 7 - (hydvoxyethyl) 4, 4.7 Ba- D]+ 147. 28534 C25H35N05 Isoindolones ZHECNBLIOXZXBL-TVDJWTRXSA-N O=CICZCLO=COCHENT OO OCOCCHIO =2
tetvanethvlsnivo[2.3, 4a.5, 6, T-hexahvdro- Ii-naphthalene8,2' -3, 8 NICCO
- L . ; Lvd ohh ———— ——
707 6.9 w53 20101 |2 ((7-acetanido-L,2, 3-trinethoxy-9-ox0-5, 6,7, 9~ tetrahydrobenzo alheptalen - 53, 29999 R Tsoleucine and PXCSOULTRY TSY-UHFFFAOTSAN TNC(C(-OINC TINC (0 0)C(0) 00

10-v1) amino) -N- (3-acetamidophenvl) ~3-methvlpentanamide

derivatives

4=C(00) C(00) =C (0C) C=C4CCCINC(=0) C




(25, 3R, 48, 5R) -2- (((4S, 5¢

, 75, 11aR, 12aS) 4, 7-dihydroxy-3- ((2R, 58) -5~ (2=

0=C (0C1C(0CC (0) C10) 0C2CCC34CC54CCC6 (C) € (€ (0) CC6 (C) C5CC

2708 16.538 665. 41907 T e D]+ 665. 11998 37160010 | Cucurbitacin glycosides KILZ1 JKCZIGLEJ-QSOLLAMVSA-N a0 0 ) ) (e
2709 16.544 120, 02634 Bovinocidin (3-Nitropropionic Acid) DM+H] + 120. 02914 C3H5NO4 C-nitro compounds WBLZUCOTBUDNBY-UHFFFAOYSA-N 0-C(0) CON(=0)=0
2710 16.549 181, 42374 Gedunin D]~ 481. 42529 28113407 Limonoids Y JXDGWUNRYLINJ-POZBICLPSA-N oeeaeeee U)T;c(téé)‘(;étcdém(L)L(OLW)LJOLML
2711 16.576 411, 3287 gamna-Tocotrienol [+ 111, 32574 28114202 Tocotrienols OTXNTMVYOOBZCV-WAZJVIJMSA-N ceO=0ee [C Lodz=cone@=t
2712 16. 623 667. 44153 Ginsenoside Rh2 (S-FORM) [~ 667. 11269 36116208 Triterpenoids CKUYNOCSBYYHIS-UHFFFAOYNA-N ce=oce m;ﬁ}fgff/fg:&‘g(?gCf}:(?(f?;f““’CW(CO)C(
. , 1 (4 benzyIpiperazin 1y -1 (3R, 5K, 8K, 95, 105, 125, 13K, 145, 17R) 3, 12 Dihydroxy bile acids, " ; 0-C (NICON (CC-2C-CC=CC2) CCT) CCC (C) C3CCCACBCOBCC (0) CCCo
. . ’ o 551. 35H54N203 MFTKFVXBHDRL-GSUTVHTASA ]
s 16.633 551. 42279 dihvdroxy-10, 13-dinethvlhexadecahvdro-1H-cvelopentalalphenanthren-17- il o1. 11998 CO5H54N203_ | alcohols and derivatives UTMPIKFVXBHDRL GSUTVHTASA (Q)C50C0)CUC
. - - . . . C\C(\C=C\C=C(/C) \C=C\[C=H]1C(C) =C[C=H] (0) CC1 (C) C) =C/C=
: ) 568. 42535 . 4274 ’ Xe /1l KBPHJBATARWVSC- oS- ¢
2714 16.639 568. 42535 Lutein M+ 568. 42749 40115602 Xanthophylls KBPHJBATARNVSC-RGZFRNHPSA-N LD St Ay /Lt ey el (0 00L ()
2715 16. 649 249. 14955 reynosin [M+H] + 249. 14999 1512003 F‘“(fes"m"”l::e”’ wd FKBUODICGDOIGB-XOBF JNJYSA-N 0=C102C (C1=C) CCC3 (C) € (0) CCC (=C) €23
2716 16. 651 329 1-Monostearin D]+ 359. 31558 C21114204 I-monoacylglycerols VBICKXHEKHSTBG-UHFFFAOYNA-N 0-C(0CC (0) C0) CC
, - ) DC10C (~C (C-CC (~CC-CC (-C0-CC-C (C-C0-C (C-CC2-C 0 CC () €O
7 5 oso-Zeax: 4 569. ; 4 s KUS -V SA-
2717 16. 659 569. 42981 neso-Zeaxanthin D]+ 569. 42999 40115602 Xanthophy1ls JKQXZKUSFCKOGQ-YOPUJPTCSA-N OO0000CE @l
2718 16.675 360. 32501 phenylethylamide 359 D]+ 360. 32599 C24H41NO N-acyl amines SBXFNAPGNOTRJF-UHFFFAOYSA-N 0C (=NCCC=1C=CC=CC1) CCCO0CCO00CCCee
2719 16.693 677. 42322 Pseudoginsenoside RTS [+ 677. 41998 361162010 Triterpene saponins PSOUXXNNRFNUAY - JLXGCTMESA-N O(‘”O(’(”“Z“L;((?)‘M Yy 0 ©oC
” - I (25, 3R, 45, 55, 6R) 2T (2K, 3K, 45, 55, 6R) 4, 5~ dihydroxy 2- I ; T - - PR TTOETR ) 10 SO A0 (s (O AT
2720 16. 768 783. 18492 s T A T 1] 783. 48999 121172013 Triterpene saponins RWXTFXNRCLMACD-XXYK JBRESA-N RO O O B ORI O (610
2721 16.804 122, 30786 (92, 122) N~ (3-Methoxybenzyl) octadeca-9, 12-dienamide D]+ 422. 30301 C26H41N02 Anisoles BNQBTHWVNBJSPS-NQLNTKRDSA-N 0=C(NCC=1C=CC=C (0C) €1) CCCCCC0C=COC=CC00CC
- ) N (35, T0R, 13K, 17R) 10, 13 dimothyl 17~ ((R) 6 methylheptan 2 y1) N - . - P - o:cmcz:c(vcc(occ( ) 0C3CCA-CCCAC (CC06 (C) C (CCC56) C (0)
2722 16.811 657. 45343 T80 0L 1915 14 15 16 17—t endeenh i D]+ 657. 45001 43116005 Cholesteryl esters CGDPLLODVFIMRR-SWPTHIBISA-N )0 A ) IO CTCreCeer
. o e ) ] ! - - — ) S TCT0C(0C2C (0) € (0) € (C0) 002002003 (C) € (CC (0) CAC CCCITTI T
2723 16.812 783. 48621 Ginsenoside Rg2 (1) 783. 48999 421172013 Triterpenoids AGBCLJAHARWNLA-UHFFFAOYNA-N ) (e O A O e (RN ()16
” , N ethyl (1S, 4aS, 7a8) 7~ (hydroxymethyl) 1-L (25, 3K, 15, 55, 6R) 3, 4, 5 N I o P - R G=C (0CCLOC (0C20C=C (C (=0) 00) C3CC=C (C0) C23) C (0) C(0) C10)C
2724 16.815 633. 1557 ohedrere 6L ) 3 (et A, & dlue b agae s 2 DM+ 633. 15802 c281131014 Iridoid 0-glycosides YOFHAHMLGOFXAB-OBCDOPQVSA-N e e
- . methyl (1aS, 5R, 75, 7a8) -7 hydroxy-5-[3- (4-hydroxyphenyl) propanoyLoxy] 7- - - ’ 0-C{0C) C1=COC (0C20C (C0) € (0) € (0) C20) C3C1C (0C (-0) CCCA-CC
2 .8 3. 1 ’ ’ 4 593. 34 idoid O-glycosides 06-QAYRTFGPSA-]
2725 16.816 593. 15967 Ll (o5 2t e D]+ 3.16309 261134013 Iridoid 0-glycosides GODSXGIMZIRXOG-QAYRTFGPSA-N e Ce
- e . N N - ,._ I E— 5=CTOCC2C (OCICIEOT (GCAC (0) €309 O) ChCr=R0000aC=Che [T
2726 16.829 611. 17322 Etoposide D]+ 611. 17401 29132013 Podophyllotoxins VJJPUSNTGOMMGY-MRVIYFEKSA-N 0oy
2727 16.848 796. 50897 Phosphat idylserine 17 (i) 796. 51343 C43I176N010P Phosphat idylserines BPPNSMDUPJ TVAF-VTJLAKARNA-N @ ) C(c OP:(O), . =I0CE0
2728 16.88 700. 9652 Soy bean phospholipid DM+ 700. 48999 C361172N08P Phosphat idylchol ines CITHEX JVPOWHKC-UUWRZZSWSA-N o= <OWC)CO(((ZC;\HOW)(L(L)L(L() r‘““ ) (o~
. . . (2R, 3K, 45, 55, 6R) 2L (35, 65, 8K, 10K, 12K, 13K, 14K, 175) 3, 12 dihydroxy X - ] - RO (T 0 RO OB TTTTITTIT
2 .8 . 525 4 8.5 y iterpene saponins URJSTATMNSZAE - SSA]
2129 16. 885 818. 52551 4.4.8.10. 14-ventanethvl~17-[ (28) -6-pethv]-2-[ (25, 3R 4S. 58, 6R) 3,4, 5 D+ 818. 526 a0l T“““""f saponins VORJSTADINSZAE ILDRPQKSSA 50) (QCCC=COOCEEQCCCOI Q) (OB COCOCI0
2730 16.913 174. 12755 DEP_174. 1277 10.3 D]+ 174.12773 CI2H15N A’“";‘i‘i"‘::‘fs j"d UUFAJPMQSFXDFR-UHFFFAOYNA-N CHCONC (C) CC1=C0=CC=C1
o , - , R P 0-CIC(=C( (@ R EN)
273 : ¥ axa E a + 587. 38593 ©40H520¢ X yl1s SDTBUI MTRRASA
2731 16. 969 587. 38898 Canthaxanthin (Euglenanone) [+ 587. 38593 40115202 Yanthophy 115 FDSDTBUPSURDBL-DKLMTRRASA-N O OO0O00E (L
2732 17.055 801. 5506 1, 2-0-Dilinoleoyl-3-0-beta-D-galactopyranosylracglycerol [M+H]+ 801. 51999 C45H78010 1_; ]2];‘1;“"ywlf‘an’o’l"“::’n{ BROOMPUVDPTGEG-KWKASQHVSA-N 0=C(0cC(0c=0) “L(;)L:(L(L( rcrc{f CCC(CCQ ?(‘)QOC coccwct
g svl-sn-glvcer
(30F, 34) -2, 6, 10, 14, 18, 22, 26, 30, 34 nonamethyl 36~ (2R, 3K, 45, 55, 60) 3, 4, 5 - - - TR O O D 0 (O e O oo
7 074 34, ’ 4 34. 9 erpenoids OAYGIBRELN-REQVTYDXSA-
23 7.0t 931. 71783 tribvdroxv-6-(hvdroxvmethvl) oxan-2-vlloxvhexatriaconta-2. 30, 34-triene- il 931. TI887 (o1H96013 Polyterpenoids MONOOAYCIERELN REQVIYDESAN 0)CCCC(0) (@ CCCC(0) (QCCCC) (QCEC=CIO Q110
; ; R . N B A e N B — 0C80C5-CCCAC(0CC3 (0) (C(CC20CT (0CC () CC1) C(0) €28))) G5 (
2734 17.089 709. 42419 Spirostane ~2H, + 10, 0-Pen-diex D]+ 709. 42468 381160012 Steroidal saponins SKHJNNEXCKTDBG-UHFFFAOYNA-N QCOOCO e O .
2735 17.12 821, 53479 Phosphatidylglyceride 18 (i) 821, 53381 C461179010P Phosphatidylglycerols SDJOKCPHTLSGSK-RRIMUHIXNA-N SOI0CC CP(_O),(’,O)\” C0)0C0)
i s taron ) N - P [ 1<0)c(c>(r)ccc[c]1(c)o> c/c—
2736 17,144 586. 43597 Tpomoeaxanthin C DM+ 586. 43805 10115803 Xanthophyl1s ZORQKKBTVVCHRR-FOTQGTOVSA-N e O L0l L e Oy
2737 17.152 159. 38046 Soyasapogenol B D]+ 159.38 30115003 Triterpenoids YORAQNKGFOLRGT-UXXABWCISA-N WO RO ““CCC(IU GG
2738 17.178 625. 41156 12-deoxy-5beta-hydroxy-phorbol -13-hexadecanoate DM#H] + 625. 40802 3615806 Tigliane and ingenane OVBUASHUXKNUMT -QQGRXWTWSA-N O=CIOCI2ACOCCE-CICOCO LA OCEO AN OCIC2(C
diterpenoids ) 0) ceeeeeceeeeecee
. o o 5 ~1-[3-11, 5-dihydroxy 6 (hydroxymethyl) -3-[3, 1, 5-trihydroxy 6 — - - e 0-CTOCC (-C2CCC3 O] CACCCACT (0C60C (CO)CTO) O} CROCTOC (€0
2739 17.193 721 35266 et st et Lot 3 bt L o 10, 1 gl SUnE 721, 35187 35154014 Steroidal glycosides NRQCIBSGS INRCF-KNTRCKAVSA-N ) () 0 B A3
2740 17.2 719. 51044 cubA Do)+ 719. 50439 C19136N203 | Mediun-chain fatty acids HPTJABJPZMULFH-UHFFFAOYSA-N 0-C(0)C
2741 17.215 167. 06992 Paconol D]+ 167. 07027 C9H1003 Alkyl-phenylketones UILPJVPSNHJFTK-UHFFFAOYSA-N COCI=CC (0)=C (C=C1)C(C) =0
2742 17.222 343, 22562 ZLZR 8R,825) 2", 4, 4,7, Ba-pentamethylspirol2, 3, 4a, 5-tetrahydro-1i D]+ 343. 22437 20113203 Diterpenoids XLWWERNKTLITEF-FOUFQHLJSA-N 0-C(0)CC1 (062 (€ (=CCC3C (C) (C) C0CC32C) €) CC1)C
naphthalene-8.5" —oxolanel-2 ~vllacetic acid
2743 17.222 207. 10092 p-methoxycinnamic acid ethyl ester [+ 207. 10001 C12111403 Cinnamic acid esters DHNGCHLEKUPGPX-RMKNXTFCSA-N 0-C(0CC) C=CC1=CC=C (0C) C=CL
i 7 a61 PR (R~ (GR, 58, 8K, 05, 105, 125, 13K, 195, 170 -3, 12-dihydroxy-10, 13- [ 55 35001 Csoenz0s Dihydroxy bile acids, [P 0-C(NCCT=C=CC=C1) CCC (0) C2CCCRCHCCCRC ) 0G5 (@) CACC 0
Jinethvihexadecahvdro-1H-cvclopentalalohenanthren-17-vI) -N- (pvridin=2- alcohols and derivatives 23¢
2745 17.321 712.49579 | Phosphatidylethanolamine (16:0/16:1) Abbr: PPoPE or (14:0/18:1) Abbr: MOPE D] + 712.492 camranogp | hosphatidvlethanolanine CZ0STDZGCCEZT]-WMHOTYFHSA-N O’C“m’(OCH))L’LLL““’LCCCCCCCCCCCC&LOP =0) (0) 0CeN) coccoce
2746 17.332 193. 38843 20(8), 24(®)-Ocotillol D]+ 193. 39001 3015205 Triterpene saponins XIGBHUXQOPNGDK-TAFUCFMFSA-N oeree2es ©eec(0) “%éé;;g?g;’?é;é@” @ceeere e
, - - T - — - 0-C{0C (C0) CC(CI=C2CC (0) €304 (C) CCC (0)C () () CACCT3 (©)
2747 5 Alisol A, 24-acetate NUnE 533. 38 32115206 Triterpenoids WXHUQUMHWUQNTG JSWHPQUOSA-N OO ok
4 - - N I ’ e 0-C{0) C-10=CC=C (0) C1C (=0) C2=C (0) C=C (C-C20) C (=0) 0C3CCON
2748 17.38 568. 19189 ophiocordin DM+ 568. 19257 C281126N2010 Benzophenones XYURCXJZFZPEJD-XMSQKQINSA-N e () Lol
) (35, 10K, 13010, 13 dimothyl 17 octyl- - - 0-C(0CICC2-CCOAC (CCCA (C) € (CCOCTCCC) CCCaT) C2 () CCI T (-0
191, 374 ’ 4 321 Steroid esters W) AJC jSA-
2749 17. 387 191, 37689 250 101l 15 18 1h 16 16 1T tet oo i D]+ 191. 38 32115202 Steroid esters WXCCRMLNFFAMJC-DIKJPAQHSA-N : oc :
2750 17.387 470, 19742 MK-886 D]~ 470. 1926 C27H34CINO2S N-alkylindoles QAOAOVKBI TKRNL-UHFFFAOYSA-N 0=COEE) OCCT-CECO OO0 C-20-CC-CLRTEI-CC-CC

2C=C3)C(OC




2751 17. 406 213. 01572 3:2 Fluoroteloner alcohol [~ 213, 01559 C5H5FT0 PFSA ROTSWXZIBBJEPH-UHFFFAOYSA-N FC(F) (F) C(F) (1) C(F) (F) CCO
2752 17. 408 217. 04738 4-methylumbel liferyl acetate [M-H]- 217. 05063 CI12H1004 Cﬁ:z‘f"'ﬁ ‘L‘“d HXVZGASCDAGAPS-UHFFFAOYSA-N 0=C10=2C=C (0C (=0) €) C=CC2C (=C1) €
2753 17.408 283. 26352 Methyl Heptadecanoic acid [u-H]- 283. 26425 C18H3602 | Fatty acid methyl esters HUBBTMLTDXKIPR-UHFFFAOYSA-N
N I - - S COC DO QOO ©OC0)
2754 17.414 797. 58899 IRGANOX. 1330 SUnE 797. 58429 54117803 Linear diarylheptanoids VSAWBBYYMBQK IK-UHFFFAOYSA-N L O DO Ot
- a0y PP . — N 20100 16 ! ] o e oo M(ocm(c)cz(o) e O e THED)
2755 17.418 621. 3042 12b-0-[non-27, 4E-dienoy1]-13_—isobutyroyloxy-T-oxo-5-ene-4b-phorbol Do)+ 621. 30102 34111609 Phorbol esters GOFSCHBZJW JLTF-STKJ JOQSA-N o) oLy et
2756 17.47 369. 35422 Cholesterol [M+H]+ 369. 35199 C27H160 Ch"dlisi‘\f‘rﬁl SU and HVYWMOMLDIMFJA-UHFFFAOYSA-N 0C1CC2=CCC3C (C0CA (€) € (CCC34) € (C) CCCC (0) €) €2 () CCl
- - N N - - . . - . - CCCCCCCCCCCeeeecc (0)=NLe=H] (CoP (L0
275 ] - 47, y s APQH-QSTWNKESSA-
2757 17.474 747, 60223 Sphingomyelin d18 -] 747. 60217 C40HS1N206P Phosphosphingolipids YNQZQHTESOAPQH-QSTWNKESSA-N 1) )OI ) (O)0) Lot () M COMCCCCCLECL
2758 17.532 299. 11182 picein [+ 299, 11252 C14111807 Phenolic glycosides GOZCEKPKECLKNO-RKQHYHRCSA-N 0-C(C1=CC=C (0C20C (C0) € (0) € (0)C20) C=C1) €
- N I - - - T\CO\C-C\C=C (/O \C=C\CI=C (C) CCCCT (©) O =C/C-C/C-C(\C) /C
5! E; eta—Carotene—5, 6-epox [+] 552. C40H5 a E: VCI LOFSM JRVSA-]
2759 17.567 beta-Carotene-5, 6-epoxide D]+ 552, 1011560 Xanthophyl1s RVCRTPTLOFSMFG-ASSOPURVSA-N s et Lo 120 L Oy oo ()
— - 5-C(0)C(C) CLOC (CCC1C) CC20C3 (0C (C) (CC3C) CA0C (€) (CCA) 50
7 8 31.4 isorix 4 31, 8 tals < VDQLE-FWKMWRKHS A
2760 17.571 731. 46729 Grisorixin D]+ 73146997 40168010 Ketals ZITSQIZMRMDALE-FWKVWRKHSA-N OB CE0CL0) (VL VB A 0L
2761 17.59 479, 36139 CRUSTECDYSONE D]~ 479. 36169 C27H4407 fydroxy bile acids, NKDFYOWSKOHCCO-YPVLXUMRSA-N 0=CIC=C2C(EUC3 (C)C(O0C230)C0) (CYC(0) 0L (0) (D ONCA )L
alcohols and derivatives COCO0C1d
- — (25, 3R, IR, 5K, 65) 2 ([ (2R, 3K, BR) 1, 5-dihydroxy 6- (hydroxymethyD) 2- N ) —_— CCTOC (0C2C () C1C(0) CB0CT (NCC () CCT)
2762 17.606 757. 48541 o T o Lt etemetial g 757. 4845 C391165N012 Steroidal saponins RNUHPRWYDXEBOM-FXCXTKEDSA-N ) (e (21 C (OB (O O QB D0
2763 17.621 105. 04296 3-Cyanopyridine Do)+ 105. 04472 CoHaN2 3-pyridinecarbonitriles GZPHSAQLYPTATN-UHFFFAOYSA-N N#CC1=CN=CC=C1
2764 17.641 104, 10658 Choline M+ 104. 10645 C5H1ANO Cholines OEYTOHPDSNJKLS-UHFFFAOYSA-N CINHI (©) (©)CCO
2765 17.643 515. 33734 FUSIDIC ACID D]~ 515. 33783 3114806 Steroid esters TECPWNUMDGFDKC-MZJAQBGESA-N 0=COEEALOCENOL2OCICCO) GO OO
CC320 C0C=C(OC
2766 17.648 338. 13989 cephalotaxine [+ 338. 14001 C18H21N04 Cephalotaxus alkaloids VMNCVRSY JBNGLD-KZNAEPCHSA-N 0C1C (0C) =CC23N (CCCA=CC=50C0C5C=CAC12) 00C3
2767 17.688 117. 37399 ganma-Tocopherol D]+ 117, 37271 28111802 Tocopherols QUEDXNHETDJVIY-DACZNYHMSA-N ce@cecles (OCCC[C:I'H,()?(%C)EEC “I1Oce=coneO=
2768 17.713 425.2222 Villosinol [M-H]- 425. 22635 2312208 Rotenones JCJPVNDLAAXNEX-UHFFFAOYSA-N 0=CI2=CO)C=CCC = ;CCIS;SZOMCOCS’LC (OC)=C0C=C
. - A ” ] T\ CO\C-C\C-C /O C=CN [C-M] 1C(O)~CTC-TT () CCT (0 0 ¢/
2 .74 584. 42 & 4. 4224 4 Xa 1ls ‘ —CWBM A
2769 17.746 584, 42029 Loroxanthin M+ 584, 42242 40115603 Xanthophylls ODGGKCNGKSEQNL-CWBMHJDKSA-N G0 e 00O aC O 0
2770 17.751 566. 40991 Diatoxanthin UnE 566. 4118 40115402 Triterpenoids HINY JHQUUSVNWPY-DRCTHAYSA-N o e “( ¢
2771 17.794 879. 74115 1-Palmi toyl-2-oleoyl-3-linoleoyl-rac-glycerol D]+ 879. 74121 551110006 Triacylglycerols KGLAHZTWGPHKFF-FBSASTS JNA-N ceececeeed ““g((;[)()])‘)f(c(((("
S . CCCCCCCC\C=C/CCCCCCCC (= O)OCC(COL( O)C(‘LLCCC\C c/cecece
. 016 vole N 5 acylglycerols BJUTLEZ- TUPFWZBJSA
2772 17.846 907. 77216 Triolein D]+ 907. 77252 C57H10406 Triacylglycerols PHYFQTYBJUTLEZ-TUPFWZBJSA-N 0100 (-0) CCLCOCCN e L
N — . TR, 3R, 15, 55, 6%) 3 acelyloxy 2 (acetyloxymethy]) 5 butanoyloxy 6 — - — — 0-C{OCCT0C (0CC (0) C (0) C0) € (0C (=0) CCC) C (0 (~0) CCCeaeeece
: . . 364 -H)- . N Q- A
2773 17.875 663. 36487 T A i) 663. 35974 32156014 _ Saccharol ipids ORXMVINKTKCWMQ-JBAQQFLCSA-N IO 0l
2774 17.876 563. 30042 “12b-0-[octa-2Z, 4E-dienoyl]-13_-isobutyroyloxy-4b-deoxyphorbol ” [M+H] + 563. 29901 C32H4407 Tigliane and ingenane SVAPNKGLWRWWCI-GAS JSDEUSA-N 0=C(0CIC(CYC2(0)C3C-C (C (~ ACLOCEOICOOC
diterpenoids 40O C= ¢
2775 17.877 688. 16046 OLEANDOMYCIN D]+ 688. 16431 C35H6INO12 Aminoglycosides RZPAKFUAFGMUPT-KGIGTXTPSA-N o=c1oc (CWOC(O)C;C( (m;z(f?f?(zgi((;)(f(((:fg?ff? IO
, - - OC1=C (C-C2C (-C1C (C)C) CCC3C2 (0) CCCC3 (C) 0) C=4C=ChC (-C (CA
7 .8 71432 dototar + 571.4273 58 erpenoids VOURUU JLQSB-QFFMKFBISA-]
2776 17.887 571. 4328 Podototarin D] 2+ 71.42731 40115802 Diterpenoids RFUVOURUUJLASB-QFFMKFBISA-N LOQCGE OO ‘
2777 17.905 585. 42694 Dereplicator Identification - Plectaniaxanthin; 1,2’ -Dihydroxy-1",2' - D]+ 585. 42102 4015603 Xanthophylls JIPMVSRTRMLHST-BZLQNNGZSA-N oc(c-oe CECCCe-Cle-ceCie-ce-cOeoc
2778 17.92 544, 50641 Phytoene [+ 544, 50024 10164 Carotenes YVLPJIGOMTXXLP-KEKOKYSKSA-N ’ VA A vacae=e
B et ot e e S B e = OB = = =
2779 17.927 145, 1221 L(2R, 3R, 4R, 5R) 2" (2, & dioxopyrinidin-1y1) -4 hydrosy 5 D]+ 1415.12173 191228209 | Pyrimidine nucleosides DOVSRUBRIYLZCT-BASLNEPJSA-N 0=C{OCIC(0)C (OCINZC=CC(0) =NC2=0) CO) C=3C {0C) ~CC 00) =003
hvdroxvethvl) oxolan-3-v11 2. 4-dinethoxv-6-nethvlbenzoat C
2780 17.928 401. 34052 7-Oxocholesterol [M+H]+ 401. 3414 C27H4402 Ch"dlisi‘\f‘rﬁl SU and VIKKMWSQVKJCOP-ABXCMAEBSA-N 0=C1C=C2CC (0) CCC2 () C3CCCA (C) € (CCCAC1) C(C) CCCC (€) C
2781 17.93 398. 30365 N- (3-Methoxybenzy1) palmi tamide D]+ 398. 30301 C24HAINO2 Anisoles FIQGQTTTXPTKIY-UHFFFAOYSA-N 0=C(NCC=1C=CC=C (0C) C1) CCCCCCCCCCCCCCe
— — | ((GaK, 50K, 11aR)-9-(cinnamoy [oxy) —5a, 5, 8, 8, 1la-pentane thy -1 (prop-1-en-2- ) — — - P 0-C{0CCT20CC (C (=C) 0) C2C3CCCACH (C) 0T (0C (=00 ¢
2782 17.959 703. 47876 T T N T T [+ 703. 46997 48116204 Triterpenoids OADZSFPWAGMTDY-QURSHYLFSA-N () (et (O C (ol o
- N . . e . CCCCCCCCCeeeeeeeee (=0) 0Ce (Cop (0) (=0) 0LC=H] 1 ) [C=
: : @ s -H]- 451183017 spha sitols IAWUNGB-G ISA
2783 17.995 861. 51639 Phosphat idylinositol 18 1] 861. 54987 C151183013P Phosphat idylinositols DJ THJMQYAWUMQB-GRNFJ TJUSA-N 11000 Lot (0) Lt (00 Lot 100000y (b /Ot Ot
2784 18.026 160. 41733 betulin DM+H] + 160. 41489 30115002 Triterpenoids FVWJYYTZTCVBKE-ROUWMTJPSA-N 0CCT200C (C( C)L)CZCSC(‘L/IC;)(S&SLL(O)C((‘) RO
4-[5-[[4-[5-[a e y)a i 4-oxobutanoy
2785 18. 027 459. 34845 4-[5-[[4-[5-Lacety1 (hydroxy) amino]pentylanino] -4-oxobutanoyl] [M-H]- 459. 34872 C20H36N408 N-acyl amines VJQANBSDAGCD JE-UHFFFAOYSA-N 0-C (0) CCC (0) =NCCCCON (0) € (=0) CCC (0) =NCCCCCN (0) € (=0) €
hvdroxvaninolpentvlaninol -4-oxobutanoic gcid
- TR, 35, 4R, 5R, 6R) —5-acetanido-2- (acetoxynethyl) 6-((2- ) - . 0-C{0CCT0C (0CC (CC TCNC 000
2786 18. 053 712. 53729 el e ey e s onion Aiscata [+ 712. 53998 C40173N09 [ N-acyl-alpha-hexosanines QUWUTEYXUYBGKO-WKHSNOJSSA-N OO DO
; N T-[[5- L2, 12-dihydroxy-4, 4, 10, 13, [4-pentamethyl-17- (1, 5, 6-trihydroxy 6 - — - " TORTORD O 0 S O e e e 0
. 082 27. 479 +] 27. 47394 o % rpel S MOCSWVAYQU-U SA-]
2187 18. 083 127, 4798 nethvlheotan2-v1) 2.3 56,711, 12.15.16. 17 decahvdro-1i- L 2T 47301 CasHE3NOTL Triterpenoids TOMBNOCSWVAYQU-UHFFFAOYSA~N C4(Q) CCCCCOICOC0)C(0) (OO CAQCOICIC
- . . - . . . § CCCCCCCCCCCCeeee (=0) 0CLC=H] (COP ([0~
; ~pa ~2-0leoyl-sn-glycero-3-phosphochol ine 4 .5 sphatidylchol ines WIJKGG v SA-
2788 18.212 760. 586 1-palmi toyl-2-oleoyl-sn-glycero-3-phosphochol ine D]+ 760. 58508 C42H82N08P Phosphat idylchol ines VT JKGGKOPKCXLL-VYOBOKEXSA-N 1) 0 OCCINA ) (O)0) 00 ) CCCCCEC O CCCCCCCL
2789 18. 226 431, 39066 Alpha-Tocopherol D]+ 431, 39001 29115002 Tocopherols GVJHHUAWPYXKBD-UHFFFAOYSA-N 0C=1C (= (€=200 (€) (CCC2C1C) CCCC (C) CCCC (€) CCCC (€) €Y €) €
. . [ T3S, 105, 115, 125, 135, 145) 17-acetyl-11-acetyloxy 11 hydroxy 315 (5[5 13 - U U : — PO - 0-C{OCTC(0C (=0) ) C2C (CCC3CC (0C10C (€) € (0C50C (€) C (0C60C T
2% 18. 218 666 65431 hydroxv-4-nethoxv-6-nethvl-5-[3 4, 5~ trihvdroxv-6- (hvdroxvmethvl) oxan-2 ) £66. 63196 CO6H100025 Steroidal glycosides COZAGCBVCYGQUP PRUEBTTSA N 0 C0C70C(Q) C(OCR0C(CO) C(0) C.() CR0) CL00) CTO)C(OO)CEI C(
. o s i . . . ‘ . ~ CCCCCCCCCCCC\C=C/CCC (=0) 0CC (COP ([0~
2791 18. 252 800. 58673 Phosphat idylcholine 17 1] 800. 58112 C431180NOSP Phosphat idylchol ines FNRBLPPAKRRBCG-QGRKPBPINA-N 1) )OI L L)) ot G /A CULCCLLCE
(25, 30 2 ((() 7-acetamido 1, 2, 3-trimethoxy 9 0x0 5,6, 7, 9- . Tsoloucine and 0-CIC-C2C (=CC=CINC (C (=0) NCBCON (CC=4C-CC=CC4) CC3) € (C) €O
7 8.4 693. ¢ 4 93. 39H50N XPRMRI ~AVFXGLFGSA-
292 18. 131 693 36017 tetrahvdrobenzolalheptalen—10-v1)anino) -N-(I-henzvlpiperidin=d—vi) -3~ il £93. 35999 CI9H50N06 derivatives ZAPRIRTANPZQED AVFXGLFGSA 5=C00C 00 =C(00)
2793 18. 487 612. 16748 [6-12-(3, 4-dihydroxyphenyl) -8-hydroxy-4-oxochronen--ylloxy-3, 4,5 D+ + 612.17114 C3026013 | Flavonoid-7-0-glycosides VXAHTPDZSOTOPG-XCVCLIGOSA-N 0-C(00C10C(OC2-CC-CIC-0)C-C (0C Nce

tribvdroxvoxan-2-vllmethvl (E)-3-(4-hvdroxvphenvl)prop-2-enoate

2C(0)C(0)C10) C=CCH=CC=C(0) C=CH




2794 18.491 244. 97466 Per?uoro-3, 5-dioxahexanoic acid [~ 244, 96902 CAHFT04 PFSA GCSHTDCBGCURHU-UHFFFAOYSA-N 0=C(0)C(F) (F)OC (F) (F) 0C (F) () F

2795 18.499 587. 43097 L\tgﬁhmls;;mj 15?(11'5]{)’1’Mjho"dg;’?”08,;5";3{‘:f‘;f;",‘zi?’]lg'1’71(‘21’01‘;{‘115;1 D]+ 587. 4306 365806 Phorbol esters QUVRUINWOFZNJL-QNMVXEMISA-N 0=C(Oc1200(0)¢3 (0)Cg;ﬁg?ﬁ%ﬁ?ﬁfp“(’CC“)“)“CZ «©
2796 18.611 659. 32812 (2F, 6, 10F) 11) L<2553It SrGR)iG’l (h\ddllh(:d‘n::(; bl )Zh:dnrf’; ;”“l‘) ; ) [u-H]- 659. 32843 32152014 Sophorolipids TSQUNAAALVXNGI-PGEVILIJSA-N o-cOcE ““’)ch (chch(( ;é’“g)<‘(’cflé’)"<C(?>g(é’> cetoczocC
2797 18.614 675. 39581 LR, g 11[;’; 63) : [‘]r‘;:‘;r‘“y j]f:‘ 9‘” ;’:"TP\T‘”;Q; hf“"”ﬂ:’:” i [M-H] 675. 39612 C34H60013 Saccharolipids QGQSOVLOEOVNRI-KSHKLCIXSA-N 0=c(occioc (occ(0)c mn)'i()))(cf?(()c ()J)r,t‘)((,(:)c(or:<:0)ccr:r:(‘
2798 18.74 591. 32898 12-0~[deca~27, 4E-dienoyl]-13-isobutyroyloxy-4-deoxyphorbol [M+H]+ 591. 32898 C34H4807 T“"li{‘;",”t‘;:‘:'";‘,”f“”“"" MXLZHQOOQTUQGO-FGQBBZSKSA-N o=clocicoycz (0)f? \(C( , ZCM(OC( 0cooc
2799 18.763 441,303 | &8 dihydroxy 22,4, 1’t°‘“‘;‘Efhﬁ;Z;;%:‘I"C;E“ﬁi:‘:a“"yD’97(2’"‘“}‘”'”"”1)’ D]~ 441, 38669 26113406 Yanthenes TYDBENAOFZITCH-UHFFFAOYSA-N R R eI G ey
2800 19. 116 684. 20117 ACARBOSE D]+ 684.21118 25H43N018 [ Aminocyclitol glycosides CEMXHAPUFJOOSV-UHFFFAOYSA-N OZCC(“)C((Mmci};égﬁ%‘;éiﬂg(Ci)ié“(gf;c(w)Cm) coes
2801 19.153 597. 45178 Ubiquinone 30 [+ 597. 44897 395804 Ubiquinones GXNFPEOUKFOTKY-LPHQTWJTSA-N CUCIC 0T 0),( « )/(2(U\J“/C)W\C’(‘('
2802 19. 204 118. 3157 L 111H 162]’}‘132";'1‘0?‘11:‘:{“11 51',?{"1'%;"“'1% 1;1:?”‘[’;;?:{;:”_"’(”:1); dale [M-H]- 418.3179 C24H37N05 Aspochalasins PLGNVESTP JUFK J-UHFFFAOYSA-N OZCICC(())C(O)C(O)CCC( CCZC C(C)C(C)CSC(\’ cocizycee
2803 19. 224 451. 39075 Epifriedelanol DM+H] + 451.39001 C30H520 Triterpenoids XCDQFROEGGNAER-PFOTMGGJSA-N 0C1C0C2C () (00e3C2 (€ oce (cécsuc @A © el
2804 19. 261 430. 37527 Sorbitane Monostearate — Polysorbate 60 in-source fragment DM+H] + 430.38 24H4606 Fatty acid esters HVUMOY TDDBPOLL-UHFFFAOYSA-N 0-C(0CC (0) C10CC (0) C10) CCCCCCCCCCCCCCCCC

2805 19.33 409. 38287 beta-anyrin-H20 D]+ 409. 38199 301500 Triterpenoids JESHUTJDVKUMTJ-QHPUVITPSA-N ©c = 0 @ e
2806 19.36 565. 40094 Canthaxanthin D]+ 565. 40399 C40H5202 Xanthophylls FDSDTBUPSURDBL-DKLMTRRASA-N cehies C\C C((/ ONCH C(\)C}r’ (C)C(’()())Cf((lo()cgf(); (C(/)C;C/ c=cth
2807 19. 367 566. 40961 Eschschol tzxanthin D]+ 566. 4118 C40H5402 Xanthophylls DHHWDJUUTBNANN-WUEUEEBUSA-N oe i\fc)%c CC\CC (C\CC) (,CC\)C CL\CCE\IC)C (LC\)C CC;C\LHWC()(»CC[CCI ?C])(CO w
2808 19. 367 105. 37463 pentacosanoic acid D]+ 105. 37 25115002 Very 1°"§ “;:“_‘" fatty MIMPEAHGUXCSMY-UHFFFAOYSA-N 0-C(0) CCCCCCCCCCCCCCCCOCCCeeee

2809 19. 368 550. 41418 3, 4-Dehydroxy-3' ~deoxycapsanthin [+ 550. 41693 C40H540 Xanthophylls ZFQATKNKCQDPPB-BKGWKKLQSA-N C\(‘(\(tzc\(r‘c()‘ C

2810 19.41 838. 53687 Phosphatidylethanolamine 22 [M-H]- 838. 53925 C19HT8NOSP Ph“”’“‘"‘Idylf"”‘“""l“"‘i”“ UFXLSRZZVFZURD-YECZQSHBNA-N CreocceeNe=

2811 19. 556 304. 02798 “CYTIDINE 2, 3 ~CYCLIC MONO-PHOS-PHATE” [M-H]- 304. 03299 COH12N307P 21’S)jﬁia“‘?ryiij_"‘idj"C NMPZCCZXCOMSDA-XVFCMESTSA-N 0=CIN=C (N) C=CN1C20C (C0) C30P (=0) (0) 0C23

2812 19. 586 397. 38235 beta-Sitosterol DM+H]+ 397. 38287 291500 S”f"‘:f\"ﬁ“{‘fs j"d KZJWDPNR JALLNS-GDQWMHGZSA-N €CC (CCC (C) C1CCCRC3CC=CACIC=H] (0) CCCA (€) C3CCC120) € (C)C
2813 19. 603 443, 33218 “Cycloart-23-ene-3 , 25 diol” [M+H]+ 443, 33401 30115002 Cy“;"iytz:?{" and JSPGKOBNHWTKNT-CPGX JQKCSA-N . ©c WE(SL: LA e {
2814 19.612 917. 54559 Notoginsenoside Fe Do)+ 917. 547 CATH80017 Triterpenoids MYBAONSAUGZRAX-RMLJSBQESA-N ?fc(l)?%?if;?fngf%;gsg?:?fifsfgf :f;f?%?zc(g)fﬁégzc(
2815 19.675 321. 00656 Chloramphenicol DM-H]- 321. 0051 CIIH12C12N205 Nitrobenzenes WITZWVCT JKGZOK-RKDXNWHRSA-N 0=N(=0) C1=CC=C (C=C1) C(0) C (N=C (0) C(C1) C1) €O

2816 19. 688 648. 91968 PFSA-perfluoroalkyl branched C3 [M-H]- 648. 92065 CIIHF2303$ PFSA HNPWOKHGYHBURV-UHFFFAOYSA-N 0=5C0 O (l;sl()F)(I(?(;)(l()F)(I(.‘)(;)(1()F)(Z((IF>) ((IF'))'C')(LF‘)“;)F?F')C(F) e
2817 19.701 538.51947 N-Palmitoyl-D-erythro-Sphingosine D)+ 538.51935 C34H67NO3 Ceramides YDNKGFDKKRUKPY~TURZORTXSA-N CLCCCCO000c0uCee INTCH] E_(S]) [l @\c=Checeooece
2818 19.724 315. 06842 Benzoic acid + 20, O-Hex [~ 315. 07001 C13H1609 Phenolic glycosides CBTFERBMGQAROP-UHFFFAOYNA-N 0=C (0) C=20=C (0C10€ (C0) € (0) € (0) C1 (0)) C=CC

2819 19.745 812. 63379 Phosphatidylcholine 18 OH-H- 842. 62805 CAGHS6NOSP | Phosphatidylcholines JKGNHUXTJMEAQU-YDXMYUDNNA-N Lo OCC[&%‘(LC’L%%“g:;&“chci’cg)c%c\(CCZOCP,(C[\OC;C/ U
2820 19.769 136. 06223 Adenine D]+ 136. 06177 C5H5N5 6-aminopurines GFFGJBXGBJTSGY-UHFFFAOYSA-N clne2e (N) ne [nH] c2nl

2821 19.772 391. 22421 Dehydrorotenone [M-H] 391. 21799 2312006 Rotenones GFERNZCCTZETET-UHFFFAOYSA-N 30CC 00 CC (io, 5C-CO0C

2822 19.783 180. 97241 4-0-MethyIphloracetophenone [M-H]- 180. 9747 91004 Alkyl-phenylketones GKSGTWUNURZTKD-UHFFFAOYSA-N 0=C(C1=C (0) C=C (0C) C=C10) C

2823 19.786 318. 29977 Phytosphingosine (not validated, isomer of 1697) D]+ 318. 2998 CI8H3ONO3 Lipids AERBNCYCJBRYDG-UHFFFAOYNA-N 0CC (N) € (0) € (0) CCCCCCCOCCeCe

2824 19.788 822. 53961 Scytophycin E DM+H] + 822. 53998 CABHTENO12 Diterpene lactones DSHVEBDLSYMISX-MRGDGBMUSA-N OZC“C((L;CC"C(%CC((C“CCE é ()(IC(CEg C‘;LL(%S)LC(;%%C)(L(;CO;L(; C”))géif:“
2825 19.79 233. 15536 B> H]‘"“)‘5'1"1'i')ﬁ’,7;\§m’;§'ﬁfIH:‘;:]C“'? 1;;[2_2_ 1102, 6 heptan-3- D1 233, 15469 1512202 Sesquiterpenoids NZSCHTYUGUVLHG-WEVVVXLNSA-N 0-C(0) € (=CCCCI (€) C2CC3C (€2) C310) €

2826 19.795 714. 51086 L-alpha-Phosphatidylethanolamine (Soy) [M-H]- 714. 50793 C39HTANOSP Ph"s”l"‘”Idylf"”‘“""l“"‘i”“ HBZNVZIRJWODTB-NHCUFCNUSA-N “’““W'mL“L(:?(,Of,[jj:] S‘C:QP((‘(;)(:;O)OCCN)OC(:())CCCCC
2827 19.795 789. 54236 Scytophycin C [M+H]+ 789. 53998 C45H75N011 Diterpene lactones PNDDYPOQKFXUHY~JOSACTENSA-N O’Cké%gé%gEgtgfég%gfggtEgégégigggg;g?’“
2828 19.8 788. 54205 2 “’“;;‘;’S Lhy:::n"‘y, Hi:f;hdefﬁ’;lv‘gjv‘jan:’f:“j‘efd " D]~ 788. 54401 C421180N010P Phosphatidylserines LDPJFEPYYCUU00-JQI JEIRASA-N OZC«’CC(OC<:”)L“L;ﬁﬁﬁﬁf%ﬁfmfﬁ:w R
2829 19.812 857.51843 Phosphatidylinositol 16 [M-H] 857. 51855 45H79013P Phosphatidylinositols QAOYQETOBPZFPB-VHZSRATHSA-N e HEZ?)‘C: (‘18%2)(:(;022[&”2[ /é”z_:[gzzj
2830 19.819 194. 92296 2,3,5-Trichlorphenol [M-H]- 194. 91768 C6H3C130 0-chlorophenols WWGQHT J TFOGAOC-UHFFFAOYSA-N C1=C(C=C (C(=C1C1) 1) 0) €1

2831 19.822 230.00613 Dimethoate DM+H] + 230. 0069 C5HI2NO3PS2 | Dithiophosphate O-esters MCWXGJTTAZMZEV-UHFFFAOYSA-N CN=C(CSP (0C) (00)=8) 0

2832 19.822 469. 2558 Limonin D)~ 169. 25238 2613008 Limonoids KBDSLGBFQAGHBE-MSGMIQHVSA-N O=Cro0e23¢(0C(©) (mf;)tc(;ofgc‘fé;;éfm (©COCC0060c
2833 19.828 564. 32751 LPC 18:2 i) 564. 32727 C26H50NOTP Lipids SPJFYY JXNPEZDY-UHFFFAOYNA-N ‘)UcuWO‘:&(’:;(:)(?[‘?,(m>{(7[,(;:”_{_r,[,(,

2834 19.829 105.01875 D-GLYCERIC ACTD [M-H]- 105.019 31601 S“Si:iif:i?fe"“‘i RBNPOMFGQQGHHO-UHFFFAOYSA-N 0=C(0)C(0)CO

2835 19.83 199. 06007 N, N-Dimethy1-N' ~phenylsul fanide D]~ 199. 05467 CBHI2N202S Sulfanilides QCDQDTSRALTLNQ-UHFFFAOYSA-N CN(O)S (=0) (=0) NC1=CC=CC=CL

2836 19.833 179. 0553 Galactose D]~ 179. 05611 C6H1206 Hexoses WQZGKKKJ TJFFOK-UHFFFAOYNA-N 0CC10C(0)C (0) C(0) €10




2837 19.831 225, 06013 1,8, 9-Anthracenetriol [~ 225. 05573 C14H1003 Anthracenes YUTJONNFTOTOGT-UHFFFAOYSA-N €(0)=C3C (0)=C12

2838 19.835 31072006 | 2 (droxmethyD -6 TL(IR, f; iizi 2’:;s,r;mft;ﬁ:fifmbimlo[z'Z'Z]OC“‘M’ DiH+ 370.72919 C16H2807 0-glycosyl compounds NWZYTZHMCGNGOF-HL IZFUEWSA-N 0CC10C(0C2CC3C0C2 (063 () 0)€) C(0)C(0)CL0
2839 19.836 742, 53802 Phosphatidylethanolamine 18 Di-H]- 742. 53925 catigogp | Phosphatidylethanolanine CJVLBVKIFVTUPS-JSCAVKKRNA-N “LMLL“LMLW<:C(J>C(it§“(1u{)‘l:;(r)>r ‘fj?)(JCCV)OL’(:(J)C(-\C:C/
2840 19.836 161. 02267 Salicyclic acid [M+H] 161. 02 CTH603 Salicylic acids YGSDEFSMJLZEOE-UHFFFAOYSA-N 0-C(0) C=1C=CC=CC10

2841 19.836 16701692 URATE [~ 167. 021 C5HANI03 Xanthines LEHOTFFKMJEONL-UHFFFAOYSA-N 0=CINC (=0) C=2NC (=0) NC2N1

2842 19.837 177. 0397 D-GULONTC ACTD GAMA-LACTONE DM-H1- 177. 03999 C6H1207 fﬂ;“";;:““dtjhyj;"xj RGHNJXZEOKUKBD-QTBDOELSSA-N 0-C(0)C(0)C(0)C(0)C(0)CO

2843 19.837 267. 07068 Norberto Lopes D)~ 267. 07001 C16111204 ' ~0-methylisoflavones HKQYGTCOTHHOMP-UHFFFAOYSA-N 0-C1C (=00C2=CC (0) =CC=C21) C=3C=CC (0C) CC3
2844 19.837 117.0185 Succinic acid (not validated) [ 117.0182 60 Organic acids KDYFGRWQOYBRFD-UHFFFAOYSA-N 0-C(0)CCC(=0)0

2845 19,811 134, 03107 Thiazolidine-4-carboxylic acid D]+ 134. 02702 CAHTNO2S L-alpha-anino acids DZLNHFMRPBPULJ-UHFFFAOYNA-N 0 (0) CINCSCI

2846 19.842 264. 08609 2,3', 4, 6-Tetrahydroxybenzophenone D]+ 264. 08664 C13111005 Benzophenones QWRYPHZJTWQLFX-UHFFFAOYSA-N 0-C(C=10=CC=C (0) C1) C=2C (0) =CC (0) =CC20
2847 19.815 223.01393 (7R, 8R)~7, 8-dihydroxy-3, 5, 7-trimethyl-8H-isochromen-6-one D]+ 223.01343 C12i1401 Azaphi lones JVUYBLROBHJEJN-NEPJUHHUSA-N 0-C1C (=C2C=C (0C=C2C (0) €1 (0) ) ) €

2848 19.845 184. 01772 Pesticidel Acephate CAHIONO3PS 0, S-Dimethyl acetylphosphoramidothioate [M+H] + 184.019 CAH10NO3PS Organothiophosphorus YASYVMFAVPKPKE-UHFFFAOYSA-N 0=P (N=C (0) ) (0C) SC

2819 19.816 327, 25266 1, 2-dihydroxyheptadec-16-yn-4-y1 acetate D]+ 327. 25296 C1913104 Lm:{}::}inl{dm FHGZOCAZNHYWAL-UHFFFAOYSA-N 0=C (0C (CCCCCCCCCCCCHE) CC (0) C0)

2850 19.848 101. 02376 2-Oxobutyric acid DM-H1- 101. 02441 C4H603 Sh"r;:h;;‘l k:L‘i"\v:_"ids TYEYBOSBBBH] TV-UHFFFAOYSA-N €CC(=0)C(0)=0

2851 19.848 193. 03444 D~ (+)~Galacturonic acid DM-H]- 193. 03537 C6H1007 (’“d'cif\“:if “i‘d AEMOLEFTQBMNLQ-YMDCURPLSA-N 0C10[C=H] ([C=H] (0) [C=H] (0) [C=H]10)C(0) =0
2852 19.818 163. 03859 Unbelliferone D]+ 163. 03897 91603 7-hydroxycoumarins ORHBXUUXSCNDEV-UHFFFAOYSA-N 0C1=CC2C (C=C1) C=CC (=0) 02

2853 19.851 160. 04372 Brompheniramine [MeH] + 160. 04401 C20H23BrN204 Pheniramines SRGKFVAASLQVBO-BTJKTKAUSA-N 0-C(0) C=CC (=0) 0. BrC1=CC=C (C=C1) € (C2=NC=CC=C2) CON(C) €
2854 19.854 158, 11694 Homostachydrine DM+H]+ 158. 11757 C8HI5N02 Alpha amino acids XULZWQRXYTVUTE-ZETCQYMHSA-N CINHI1(0) CCCClC=H]1C (=0) [0-]

2855 19.855 165. 07521 1, 5-Anhydrosorbi tol D]+ 165. 07574 C6111205 Monosaccharides MPCAJMNYNOGKPB-UHFFFAOYNA-N 0CC10CC(0)C(0)C10

2856 19.859 100 11179 Cyclohexylamine [M+H] 100. 11208 COHL3N Cyclohexylamines PAFZNILMEXTMIY-UHFFFAOYSA-N C16CC(CCDN

2857 19. 861 178. 29318 Phosphatidylethanolamine lyso 18 [M-H]- 478. 29391 C23H46NOTP i;{i“y‘ﬂ;“'{‘;‘:}“;;:’;:’ FEVAUEZKXSRQPS-PFONDFGANA-N €=C/CCC (=0) 0C (C0) COP (0) (=0) OCCN
2858 19. 861 183, 08594 Sorbitol D]+ 183. 08627 C6li1406 Sugar alcohols FBPFZTCEMRRESA-JGNLITMVSA-N 0CC(0)C(0)C(0)C(0)CO

2859 19. 862 274, 27481 Palmitic Acid D]+ 274. 27411 C16113202 Long-chain fatty acids TPCSVZSSVZVIGE-UHFFFAOYSA-N 0-C (0) CCOCCCCCCOCCeee

2860 19. 862 301, 23651 Roccellic Acid D]+ 301. 23734 C17H3204 Long-chain fatty acids CADNMIS JDLVPCK-LSDHHATUSA-N 0-C(0) € (C) € (C(=0) 0) CCCOCCCCCCCe

2861 19,861 199. 01796 NCPA [~ 199. 01674 C9H9C103 Chlorophenoxyacetates WHKUVVPPKQRRBY-UHFFFAOYSA-N C=C10CC(=0) 0)C1

2862 19. 869 284. 91183 Homopterocarpin D]+ 284.91422 C1711601 I-benzopyrans GIWAJLOUUBQKKA-UHFFFAOYSA-N 0(C1=CC=C2€ (0CC30C4=CC (0C) =CC=C1C23) =C1) €
2863 19.873 189. 03371 4-nitroquinoline 1-oxide DM-H]- 189. 03056 C9H6N203 ! ““mf“;;‘:_l‘"e N VHQDZ TCGQNFHK-UHFFFAOYSA-N 0-N(=0) C1=CC=N (=0) C=2C=CC=CC12

2861 19.892 167. 99811 2-Mercaptobenzothiazole [M+H] 167. 99362 CTHBNS2 Benzothiazoles YXIWHUQXZSWYRE-UHFFFAOYSA-N C1=CC=C2C (=CHN=C($) §2

2865 19.898 83. 0601 3-Methylpyrazole D]+ 83.06037 CAHBNZ Pyrazoles XKVUYEYANWFTJX-UHFFFAOYSA-N CC=1C=CNNL

2866 19.898 35116913 hirsutanone DM+H] + 351. 16895 C19112005 Linear diarylheptanoids VWHYFMQKJYFLCC-DUXPYHPUSA-N 0-C(C=CCCCI=C0=C (0) € (0) =C1) CCC2=CC=C (0) € (0)=C2
2867 19.904 265. 09631 D-Tryptophan DM+H] + 265. 09698 C1IH12N202 l“d(’l,‘ynl f Cd"c’lb]" ";:VCC acids QIVBCDI JTAJPQS-SECBINFHSA-N 0-C (0) € (N) CC1=CNC=20=C0=CC21

2868 19.904 449, 26535 Mappain [M+H] 449, 26901 2913604 Stilbenes GJZKDVGLDGLPVB-ZVBRSKEYSA-N :C(C:(WZCCm>:c(c§géj?gf(_ SR GRS
2869 19.91 130. 04935 Pyroglutamic acid [M+H]+ 130. 01987 C5HTNO3 Al”}"’dz’:fﬁ‘{:[‘i"iid’“ and ODHCTXKNWHHX JC-UHFFFAOYNA-N 0=C(0) C1N=C (0) CC1

2870 19.92 87. 04472 Tsobutyric acid DM-H]- 87.04515 C4H802 Carboxylic KQNPFQTWMSNSAP-UHFFFAOYSA-N 0-C(O)COC

2871 19.925 357. 12521 Pioglitazone D]+ 357. 12674 C19H20N2038 Phenol ethers HYAFETHFCAUJAY-UHFFFAOYNA-N CCC=1C=CC (CC0C2=CC=C (C=C2) CCAC (=NC (=0) $3) 0) =NCL
2872 19,927 224, 04832 I-Hydroxyanthraquinone D] 224. 0479 C1411803 Anthraquinones BTLXPCBPYBNQNR-UHFFFAOYSA-N C=C(€302=0)0)=0
2873 19.928 199. 02962 Herniarin [M+H]+ 199.03 C10H803 C‘(;:“"]’r “'[‘: _;‘"d LITALPBMIOVAHH-UHFFFAOYSA-N 0=C10C=2C=C (0C) C=CC2C=C1

2874 19.929 237. 02075 6,7, 8-trimethoxycounarin D]+ 237.02609 C12H1205 Cﬁ:z‘f"'ﬁ ‘L‘“d RAYQKHLZHPFYEJ-UHFFFAOYSA-N 0-C100=2C (00)=C (0C) € (0C) =CC2C=CL

2875 19.932 134, 05969 INDOXYL SULFATE D]+ 13106 CBHTNOAS Arylsulfates BXFFHSIDQOFMLE-UHFFFAOYSA-N 0-5 (=0) (0) 0C1=CNC=2C=CC=CC12

2876 19.933 316, 25439 Decanoyl-L-carnitine [+ 316. 24823 C17H33NO4 Acyl carnitines LZOSYCHHQXPBFU-UHFFFAOYSA-N 0=C([0-]) CC (0C (=0) CCCCOCCCC) CIN+] (€) (€) €
2877 19. 936 221.99419 HISTAMINE DIHYDROCHLORIDE D]+ 221.99615 C5H11C12N3 2-arylethylamines PPZMYTBUHTPZ0S-UHFFFAOYSA-N C1. C1. NI=CNC (=C1) CON

2878 19.939 207.1373 Thuprofen DM+H] + 207. 13699 CI13H1802 Phenylpropanoic acids HEFNNWSXXWATRW-UHFFFAOYSA-N 0-C(0) C(C1=CC=C (C=C1) CC(C) O) C

2879 19.944 116.07018 Proline D]+ 116. 07 C5H9NO2 Proline and derivatives ONIBWKKTOPOVIA-BYPYZUCNSA-N 0-C(0) CINCCCL




2880 19.946 178. 04254 Tsoxanthopterin [M-H]- 178. 03705 C6HBN502 Pterins and derivatives GLKCOBT 1ZKYKFN-UHFFFAOYSA-N N=CIN=C (0) C=2N=CC (0) =NC2N1

2881 19.951 169. 12199 Geranic acid DM+H] + 169. 1223 CI0H1602 Acyelic monoterpenoids ZHYZQXUYZJNEHD-UHFFFAOYSA-N 0=C (0)C=C (€) CCC=C (O)C

2882 19.952 207. 06438 7, 8-dime thoxy-2H-chromen-2-one DM+H]+ 207. 064 CLIH1004 L‘d)““r‘:\r::‘f “2“ CHBBSMUTOCUVDW-UHFFFAOYSA-N 0-C100=2C (0C) =C (0C) C=CC2C=C1

2883 19.965 254.10156 10-Azabenzo[a] pyrene [M+H] 254. 09642 CIOH1IN Pyrenes BYFTUFNRSNKODH-UHFFFAOYSA-N C1=C0=20=CC3=CC=4C=CC=NCAC=50=CC (=C1) (2035
2884 19. 969 148. 06073 L-Glutamic acid [M+H]+ 148. 06044 C5HINOA ”“;P"‘":“[‘?“: and WHUUTDBJX JRKMK-VKHMYHEASA-N €(CC(=0)0) [C=H] (C(=0) )N

2885 19.97 200. 1277 Methylecgonine DM+H] + 200. 12801 CIOH17N03 Tropane alkaloids QTQNNBXHAYSQRY-UHFFFAOYSA-N 0=C(00) C1€ (0) CCRN(0) C10C2

2886 19.971 253. 05798 rubiadin DM-H]- 253. 0596 C15H1004 Hydroxyanthraquinones TRZTUXPRTUZXMP-UHFFFAOYSA-N 0-C1C=20=CC=CC2C (=0) C3=C (0) C (=C (0) C=C13) C
2887 19.972 149. 04596 Arabinose M1 149. 04555 05111005 Pentoses PYMYPHUHKUWMLA-UHFFFAOYNA-N 0-CC(0)C(0)C(0) CO

2888 19.972 193. 03604 D-sorbosonic acid [M-H]- 1 9 C6H1007 S“Si:iif:i?fe"“‘i VBUYCZFBVCCYFD-FLRLBTABSA-N 0=C(0) C(=0)C(0)C(0)C(0)CO

2889 19.972 135. 0304 Threonic acid DM-H1- 135. 02989 C4H805 S”i‘b‘fl\“‘t Ua_"d JPTJASOTBSSVTP-UHFFFAOYNA-N 0-C(0)C(0)C(0)CO

2890 19.975 185. 02164 m-Xylene-4-sulfonic acid [M-H]- 185. 02779 C8H10038 \ethll o fomates CHZLVSBMXZSPNN-UHFFFAOYSA-N CC=1C=CC(=C(0)C1)S (0) (=0)=0

2891 19.985 177. 04108 Gluconic acid-gamma-lactone [M-H] 177. 04047 6111006 Gluconolactones PHOQVHQSTUBGQK-UHFFFAOYNA-N 0-C10C(C0)€(0)C(0)C10

2892 19.989 145. 04993 3-METHYGLUTARIC ACID [M-H]- 145.05 611004 ‘\‘IU”"'I""_:‘]';}‘“‘{ fatty XJMNTGIMDZPMU-UHFFFAOYSA-N 0=C(0)CC(C) CC(=0) 0

2893 19.989 117. 01871 SUCCINATE [M-H]- 117.019 C4H604 [‘j“‘r}iz’i’f\i: j‘:d* and KDYFGRWQOYBRFD-UHFFFAOYSA-N 0-C(0)CCC(=0)0

2894 19.991 197. 06747 Harmol DM-H]- 197. 07204 CIZH10N20 Alkaloids SATMZMMKDDTOSQ-UHFFFAOYSA-N CCI=C2NC3=C (C=CC (0) =C3) C2-CC-N1

2895 19.993 130. 05026 Pyroglutamic acid (not validated, isomer of 89) [M+H] 130. 0504 CHTNO3 Amino acids ODHCTXKNWHHX JC-UHFFFAOYNA-N 0=C(0) CINC (=0) CC1

2896 19.998 146. 02515 1H-Tsoindole-1, 3 (2H) ~dione [M-H]- 146. 02475 C8HBNO2 Phthalimides XK JCHHZQLQNZHY-UHFFFAOYSA-N C1=CC=C2C (=C1) C (2NC2=0) 0

2897 19.998 21703114 4,4 ~Thiodiphenol DM-H]- 217.03287 CI2H10028 Diarylthioethers VWGKEVWFBOUAND-UHFFFAOYSA-N C=1C=C (C=CC10) SC2=CC=C (C=C2)0

2898 19.998 138.02016 4-Nitrophenol [M-H]- 138. 01967 C6HENO3 Nitrophenols BTJTUGUTPKRLHP-UHFFFAOYSA-N 0-N(=0) C1=CC=C (0) C=C1

2899 19.999 129. 01863 Itaconic acid (Not validated) [M-H] 129.0188 0511604 Organic acids LVHBHZANLOWSRM-UHFFFAOYSA-N 0=C(0)C(=0) CC(=0)0

2900 20 159. 06561 3-Methyladipic acid [M-H]- 159. 06628 CTH1204 Mediun-chain fatty acids SYEOWUNSTUDKGM-UHFFFAOYNA-N 0=C(0)CCC(€) CC(=0)0

2901 20.004 156. 06519 Indole-3-acetonitrile DM+H] + 156. 06821 CI0H8N2 3-alkylindoles DNCPFOBL JMLSNX-UHFFFAOYSA-N NHCCCI=CNC2=CC=0C=C12

2902 20.014 337.20325 Bavachinin A DM-H]- 33720111 21H2204 6-prenylated flavanones VOCGSQHKPZSTKB-FQEVSTJZSA-N 0-C102=CC (=€ (0C) C=C20C (C3=CC=C (0) C=C3) C1) CC=C (0) €
2903 20.017 261.0162 isofraxidin [M+H] 261.01599 C11H1005 7-hydroxycoumarins HOEVRHHMD JKUMZ-UHFFFAOYSA-N 0-C100=2C (00)=C (0) € (00) =CC2C=C1

2904 20.019 296. 1842 Esmolol [MeH] + 296. 18564 C16H25N04 Phenol ethers AGNDDEOPVVGCPG-UHFFFAOYNA-N 0=C (0C) CCC1=CC=C (0CC (0) CNC (€) ©) C=C1
2905 20.02 297. 11691 Enterolactone [M-H]- 297. 11322 CI8H1804 Lignols HVDGDHBANCBBLR-UHFFFAOYNA-N 0C1=CC (CC2C0C (=0) C2CC2=CC (0) =CC=C2) =CC=C1
2906 20.024 249. 99564 2-[ (4, 6-diamino-1, 3, 5-triazin-2-y1) thio] -Ethanesul fonic acid [M-H]- 250.00101 C5HIN50352 L35 d‘{r:maizni:f' 24 VOWJSEY JDXBICY-UHFFFAOYSA-N 05 (=0) (0) CCSCL=NC (=N)NC (-N)N1

2907 20.024 164. 06999 Clozapine (Clozaril) [M+H] 164. 073 CISH19CINA Dibenzodiazepines QZUDBNBUXVUHMY-UHFFFAOYSA-N NG 1) NACON (C) CC4
2908 20.03 306. 97766 (2B) -2~ [hydroxy (phenyl) methylidene]-6-methoxy-1-benzofuran-3-one [MeH] + 306. 97165 C16H1204 Aurone flavonoids TXVHSAPNXGBCKX-JQTJETRASA-N 0=C1C(0C2=CC (00) =CC=C21) =C (0) C=3C=CC=CC3
2909 20.031 228. 98563 Hymecromone Methyl Ether [M+H]+ 228, 98586 C11H1003 C(;:Tf]ﬁ ‘L‘“d UDFPRNSWSYBTHO-UHFFFAOYSA-N 0=C10C=2C=C (0C) C=CC2C (=C1)C

2910 20. 037 169. 08588 FA 9:2+10 DM-H]- 169. 08591 C9H1403 Oxidized fatty acids QHYBPAALYZNWPK-UHFFFAOYSA-N 0-C (0) C=CC (=0) cocee

2911 20.041 193. 03444 D-GLUCURONIC ACID [M-H] 193. 035 06111007 m‘;“:;‘\"ﬁ':‘] acid AEMOLEFTQBMNLQ-UHFFFAOYSA-N 0=C(0)C10C(0)C(0) C(0)C10

2912 20. 042 179. 05533 Psicose [M-H]- 179. 05611 6111206 Nonosaccharides BJHTKXHVCXFQLS-UHFFFAOYNA-N 0=C(C0)C(0)C(0) C(0) CO

2913 20.043 133, 04961 Dihydroxy-Valerate DM-H]- 133, 0497 C5H1004 Fatty acids JTEYKUFKXGDTEU-UHFFFAOYNA-N 0=C(0)C(0)C(0) (O)C

2914 20. 044 122. 09614 2,4, 6-Trimethylpyridine DM+H] + 122, 09643 CBHLIN Methylpyridines BWZVCONYKMEVEX-UHFFFAOYSA-N CC1=CC(C)=NC () =C1

2915 20.044 96. 04408 3-Hydroxypyridine [M+H] 96. 04439 C5HBNO Hydroxypyridines GRFNBEZIANKNCO-UHFFFAOYSA-N clee(encl)0

2916 20.045 177. 0397 D-GLUCONATE [M-H]- 177. 03999 C6H1207 _:f“]dd““";;;‘;‘: il"yi"v“ly RGHNJXZEOKUKBD-UHFFFAOYSA-N 0=C(0) C(0)C(0)C(0)C(0)CO

2917 20.047 211. 00325 Pesticides Acibenzolar-S-methyl C8HEN20S2 Actigard DM+H] + 210. 99899 C8HBN20S2 Benzothiadiazoles UELTTFHSCLAHKR-UHFFFAOYSA-N 0=C (SC) C1=CC=CC=2N=NSC21

2918 20. 051 163. 039 2-Coumaric acid DM-H]- 163. 04007 C9H803 Hydroxycinnamic acids PMONT THVNWZYFT-AATRTKPKSA-N 0C (=0) \C=C\C1=CC=CC=C10

2919 20. 052 125. 02366 Benzene-1, 2, 4-triol M- 125. 02441 611603 Hy‘“;iﬁ*\,uj‘"f,]” and GGNQRNBDZQJCCN-UHFFFAOYSA-N 0C1=CC=C (0)C(0)=CL

2920 20.055 167. 03416 Homogenentisic acid [M-H]- 167. 03499 81804 2(hydr“‘“_zlf]”(;"D""““ TGMNYECMUMZDDF-UHFFFAOYSA-N 0C (=0) CC1=CC(0) 10

2921 20.056 161. 04457 Hydroxymethylglutaric acid DM-H]- 161. 0451 C6H1005 Organic acids NPOAOTPXWNWTSH-UHFFFAOYSA-N 0-C(0)CC(0) () CC(=0)0

2922 20. 061 101. 07047 Gyromitrin [M+H] + 101. 07094 CAHSN20 N-alkylated hydrazones TMAGWKUTFZRNSB-HWKANZROSA-N 0-CN(N=CO) €




Pesticide3_Dioxacarb_CI11HI3NO4_Phenol, 2-(1, 3-dioxolan-2-y1)-

2923 20. 062 224. 09085 Lerh ot sare D]+ 224. 091 C1IH13N04 Phenoxy compounds SDKQRNRRDYRQKY~UHFFFAOYSA-N 0C (=NC) 0C=1C 200002
2924 20. 063 195. 05006 Xanthone [M-H]- 195. 0452 C13H802 Xanthones INELGWHKGNBSMD-UHFFFAOYSA-N 0=C1C=20=CC=CC200=3C=CC=CC31
2925 20. 069 146. 05243 3-Formylindole DM+H] + 146. 06004 COHTNO Indoles OLNJUTSKUQQNT-UHFFFAOYSA-N
2926 20.07 206. 08853 I-phenylisoquinoline [M+H] 206. 09 CIBHIIN Phenylpyridines LPCHDYWZINDTCV-UHFFFAOYSA-N (C=C02C10=30=CC=CC3
2927 20.07 108. 08051 2, 6-Dimethylpyridine [MeH] + 108. 08077 CTHON Vethylpyridines OTSVCGZHLKNNS J-UHFFFAOYSA-N CC=1C=CC=C (N1
2928 20.071 183. 101 Angelic anhydride D]+ 183. 10001 CI0H1403 mmr?ﬁf\ii N L:ds and LTHLSLRANKCHLY-SFECMWDFSA-N 0-C(0C (=0) € (=CC) €) € (=C0) €
2929 20. 071 118. 08569 Valine DM+H]+ 118. 086 C5HLINO2 Valine and derivatives KZSNJWFQEVHDMF-UHFFFAOYSA-N 0-C(O)CMC(O)C
2930 20.076 269. 08661 7,3, 4 ~Trihydroxyflavone [M-H] 269. 08456 C15H1005 Flavones PVFGJHYL [HMCQD-UHFFFAOYSA-N 0=C1C=C (0C2=CC (0) =CC=C12) C=3C=CC (0) =C (0) 3
2931 20.078 103. 03949 3-HYDROXYBUTANOIC ACTD [M-H]- 103. 04 41803 Beta lily:']‘“‘y“”:‘“ and WHBMMWSBEZVSSR-GSVOUGTGSA-N 0=C(0)CC(0)C
2932 20.079 196. 09613 Glucosaminic Acid DM+H]+ 196. 09639 C6H13N06 D-alpha-anino acids UFYKDFXCZBTLOO-TXTCZTDVSA-N 0-C(0)C(N)C(0)C(0)C(0)CO
2933 20. 083 72. 08051 Pyrrolidine DM+H] + 72. 08078 C4HON Pyrrolidines RWRDLPDLKQPQOW-UHFFFAOYSA-N CleeNCl
2934 20.093 131, 11752 N-Acetylputrescine [M+H] 131 11789 C6H14N20 Carboximidic acids KLZGK IDSE JWEDW-UHFFFAOYSA-N €C(0) =NCCCON
2935 20.094 147, 06473 Phenyltetrazole DM+H]+ 147. 06653 CTH6N1 Phc”’;lle":‘f:‘[z‘_”_l:“ and MARUHZGHZNCEQU-UHFFFAOYSA-N C1=CC=C (C=C1) C2-NNN=N2
2936 20.1 267.07315 INOSTNE DM-H]- 267.073 CIOH12N405 Purine nucleosides UGQURVRMYYASKQ-UHFFFAOYSA-N 0=CIN=CNC2=CIN=CN2C30C (C0) € (0) C30
2937 20. 118 180. 10094 Phenacetin DM+H]+ 180. 10201 CIOH13N02 Acetanilides CPJSUETXXCENMM-UHFFFAOYSA-N 0-C(NCL=CC=C (0CC) C=C1) C
2938 20.12 278. 8667 3, 5-dibromo-2-methoxyphenol [M-H] 278. 866 CTH6Br202 Methoxyphenols VFCZJZFKQUAEGT-UHFFFAOYSA-N BrC=10=C (Br) C(00)=C (0) C1
2939 20.122 156. 06592 3-Methylerotonylglycine [M-H]- 156. 06662 CTHIINO3 | N-acyl-alpha amino acids PFWQSHXPNKRL IV-UHFFFAOYSA-N 0=C (0) CN=C (0) C=C (€) C
2940 20.123 74. 05972 N, N-Dimethy1formamide D]+ 74. 06004 C3HTNO Tertiary :igif"“" acid ZMXDDKWLCZADTH-UHFFFAOYSA-N 0-CN(0)C
2041 20. 124 90. 0547 Alanine DM+H]+ 90.05495 C3HTNO2 Alanine and derivatives QNAYBMKLOCPYG]-UHFFFAOYNA-N 0-CO)CMNC
2942 20. 127 167. 03412 Vanillic acid [u-i1) 167. 03499 C8H804 \rmethoxybenzoic acids WKOLLVMJNQIZCT-UHFFFAOYSA-N COCI=CC (=CC=C10) € (0)=0

and derivative:
2943 20.129 187. 05923 Rhamnose D]+ 187. 06111205 Hexoses PNNNRSAQSRJVSB-BXKVDMCESA-N CLe=H] (0) [c=H] (0) [C=H] (0) [C=H] (0) C=0
2944 20.133 246. 12245 4-Acetamidoant ipyrine DM+H] + 246. 1237 CI3H15N302 Phenylpyrazoles OTAGWXKSCXPNNZ-UHFFFAOYSA-N CNIN(C(=0) € (N=C (€) 0) =C10) C1=CC=CC=C1
2045 20.137 297. 15091 ostruthin DM-H]- 297.1496 C19H2203 Terpene lactones INBMTJJPUABOG-VGOFMYFVSA-N 0-C100=2=C (0) C (=CC2C=C1) CC=C () CCC=C (€) C
2946 20.14 122. 05975 Benzamide D]+ 122. 06001 CTHINO Benzamides KXDAEFPNCMNJSK-UHFFFAOYSA-N C1=CC=C(C=C1)C(=N) 0
2047 20.141 170. 08087 Pyridoxine DMt + 170. 08099 C8H1INO3 Pyridoxines LXNHXLLTXMVWPM-UHFFFAOYSA-N 0C=1C(=NC=C (C1C0) C0)C
2048 20. 152 169. 08575 2- (3-oxobuty1) cyclopentane-1, 3-dione D]+ 169. 09 C9H1203 Beta-diketones XRLGHWYZNGYZOW-UHFFFAOYSA-N 0-C(C) CCCIC (=0) CCC1=0
2949 20. 152 397. 07581 Propoxycarbazone [M-H]- 397. 08234 CI5HI8N407S Benzoic acid esters JTHVVYBOGLDDTY-UHFFFAOYSA-N CCCOCT=NN (€ (=NS (C2=CC=00=C2C (=0) 0C) (0) =0) 0)C (NIC) =0
2950 20.158 205. 08662 1-[4-hydroxy-3- (3-methylbut-2-enyl) phenyl Jethanone [M+H] 205. 08617 C13H1602 Alkyl-phenylketones QUAPFSSVKIZTMR-UHFFFAOYSA-N €(0)C(=C1)CC=C(0)C) C
2951 20. 167 182. 08046 2- (4-aminotetrahydro-2H-pyran-4-yl) acetic acid [M+H]+ 182.08 CTHI3NO3 P'”“r“’ji:‘i"'ii‘:"_ ":“" and QRIAWCUEIMQLGG-UHFFFAOYSA-N 0=C(0) CC1 (N) CCOCC1
2952 20.169 241. 07086 lusianthridin [M-H]- 241.0719 CI5H1403 Hydrophenanthrenes RDKDTPDDUFMMMT-UHFFFAOYSA-N 0C=1C=CC2=C (C1) CCC3=CC(0C) =CC (0) =C23
2953 20.173 132. 10143 Leucine DM+H]+ 132. 1019 C6HIINO2 Leucine and derivatives ROHFNLRQFUQHCH-UHFFFAOYNA-N o= cmece)c
2954 20.177 169. 04903 2, 6-Dimethoxyquinone [M+H] 169. 04953 811804 P-benzoquinones OLBNOBQOGZRLMP-UHFFFAOYSA-N 0=C1C=C(00) € (=0) € (00) =C1
2955 20.179 76.039 Acetohydroxamic acid DMt + 76. 03931 C2HBNO2 Acetohydroxamic acids RRUDCFGSUDOHDG-UHFFFAOYSA-N ON=C(0)C
2956 20.181 166. 04961 Phthalamic acid D]+ 166. 04987 C8HTNO3 Benzoic acids CYMRPDY INXWJFU-UHFFFAOYSA-N CI=CC=C(C(=CDC (=N 0) C(=0) 0
2057 20. 189 182. 11749 Homoveratrylamine DM+H] + 182. 11755 CIOH15N02 Dimethoxybenzenes ANOUKFYBOAKOTR-UHFFFAOYSA-N 0(C1=CC=C (C=C100) CON) C
2958 20.19 103. 04034 2-Hydroxyisobutyric acid [M-H] 103. 04007 C4H803 Alpha gyigi’:“']a’“"dg and BWLBGMIXKSTLSX-UHFFFAOYSA-N 0=C(0)C(0) (C)C
2959 20.191 202. 09972 (15, 25) -2~ (methylamino) ~1-phenylpropan-1-ol hydrochloride Do)+ 202. 10001 CIOH16CINO Phenylpropanes BALXUFOVQVENTU-KXNXZCPBSA-N €100 (C=1C=CC=CCT) C(NC) €
2960 20.194 511. 46915 Gallanine DM+H] + 511. 46909 C30H60N303 Phenol ethers OZLPUNFFCJDMJD-UHFFFAOYSA-N eI <CC)“COCI’C("(%O(CCCCE\&] (o) Qe =C10ce e
2961 20. 194 89. 0237 GLYCERALDEHYDE DM-H]- 89.0239 C3H603 Vonosaccharides MNQZX JOMYWMBOU-UHFFFAOYSA-N 0-CC(0) CO
2962 20.201 253.1801 ilicic acid [M+H]+ 253. 17999 C15112403 F‘”":"':":"I ii:‘;“:ej‘"”"? FXKCXGBBUBCRPU-QHSBEEBCSA-N 0-C (0) C(=C) C1CCC2 (C) CCCC (0) (€)C2C1
2963 20.204 99. 04379 alpha-Methylene-gamna-butyrolactone D]+ 99. 04405 C51602 Ganma butyrolactones GSLDEZ000SBFGP-UHFFFAOYSA-N 0=C100CC
2964 20.204 207. 06506 Citropen D]+ 207. 065 C11H1004 Cﬁ:z‘f"'ﬁ ‘L‘“d NXJCRELRQHZBQA-UHFFFAOYSA-N 0-C10C2=CC (0C) =CC (0C) =C2C=C1
2965 20.21 217. 07001 Caffeine DM+H] + 217. 07001 C8HL0N402 Xanthines RYYVLZVUVTJVGH-UHFFFAOYSA-N 0-C102=C (N=CN20)N (C (F0)N1O) €




2966 20.223 143, 03363 cis, cis-Muconic acid D]+ 143. 03389 C6H601 Mediun-chain fatty acids TXXHDPDENKHHG-CCAGOZAPSA-N 0C (=0) \C=C/C=C\C (0)=0

2967 20. 227 187. 07864 I-Naphthoic acid methyl ester DM+H] + 187. 07536 C12H1002 izfgthiinzaszttli“ HMRROBKAACRWBP-UHFFFAOYSA-N €0C (C1=CC=CC2=C0=CC=C21) =0

2968 20. 228 128. 10646 N-Cyclohexyl formanide D]+ 128. 10699 CTHI3NO Sec”‘f‘df‘;;' ;:f:“:ym SWGXDLRCINEEGZ-UHFFFAOYSA-N 0C=NC1CCCCCL

2969 20.233 86. 09613 PIPERIDINE D]+ 86. 09613 C5HIIN Piperidines NQRY JNQNLNOLGT-UHFFFAOYSA-N cleencet

2970 20,245 178, 08586 PUTRESCINE DIHYDROCHLORIDE D]+ 178. 08722 CAHIACI2N2 Nonoalkylamines XXWCODXTQUTHQN-UHFFFAOYSA-N C1. C1. NOCCON

2971 20.26 215. 03214 5-Methoxypsoralen D~ 215. 03199 C1211804 5-methoxypsoralens BGEBZHIAGXMEMV-UHFFFAOYSA-N 0-C10C=2C=C300=CC3=C (00) C20=C1

2972 20. 265 195. 17368 GERANYL ACETONE DM+H]+ 195. 17435 C1311220 Acyelic monoterpenoids HNZUNTKWNYHE ] J-FMIVXFBMSA-N €C(€)=CCC\C () =C\CCC (€) =0

2973 20.273 240, 03497 Indole-3-Acetaldehyde D1 240. 0336 CLOH1INOAS 3-alkylindoles AGASQWULIFZUOK-UHFFFAOYNA-N 0C (CCL=CNC2=CC=CC=C12) S (0) (=0)=0

2974 20,277 188. 10721 4-(1H-indo1-3-y1) butan-2-one [MeH] + 188. 11 C12H13N0 3-alkylindoles ZJCUUXGLZWBCIL-UHFFFAOYSA-N 0-C(C) CCC1=CN 1

2975 20. 291 310. 85116 Ovalitenin B D]+ 310. 85198 C19111801 Butyrophenones AADNEQWIZKTMBL-UHFFFAOYSA-N 0-C (C1=CC=C200=CC2=C100) CC (00) C=3C=CC=CC3

2976 20. 305 167. 03374 *3, 4-DTHYDROXYPHENYLACETATE” DM-H]- 167. 034 C8H801 Catechols CFFZDZCDUFSOFZ-UHFFFAOYSA-N 0-C(0) CC1=CC=C(0) € (0) =C1

2977 20. 308 112, 98613 Trifluoroacetic acid (1) 112. 98559 C2HF302 PFSA DTQVDTLACAAQTR-UHFFFAOYSA-N 0-C(O)C(F) ()F

2978 20.319 195, 12218 Pelletierine Hydrochloride Dwt]+ 195. 12585 CSHIECINO Piperidines FNOKUKPRJSWPOT-UHFFFAOYSA-N €1 0=C(0) ceINeeee

2979 20.328 12403905 Nicotinic acid D]+ 124. 03931 C6HENO2 Pyridinecarboxylic acids PVNTIMVLHYAWGP-UHFFFAOYSA-N clee (ene)C(=0)0

2980 20.33 241,00102 alizarin D]+ 241.0043 C1411804 Hydroxyanthraquinones RGCKGOZRHPZPFP-UHFFFAOYSA-N 0-C1C=20=CC=CC2C (<0) C3=C (0) € (0) =CC=C13

2081 20.373 105. 01872 GLYCERATE [M-1] 105. 019 31604 S“i‘tii:‘vdg and RBNPOMFGQQGHHO-UHFFFAOYSA-N 0-C(0)C(0)CO

2982 20. 381 131. 03468 CITRACONIC ACID [M+H]+ 131. 03389 C5H604 “””"'I""_:‘]';h“d fatty HNEGQTOMVPPANR-THWYPQUZSA-N C\C(=C\C(0)=0)C (0)=0

2983 20.413 410.19739 8 (azepan1-un Tylnethy) =3+ (2, 411"?‘}‘“”““"”)’Z’O"”’ZH’“M"’“C“’F DiH+ 410. 20001 C24H27NO5 Hydroxyisoflavonoids VOBOGLHWHJWFCX-UHFFFAOYSA-N 1) -cocie] (;}Cflror(f;“c(fc’fc(;f&;c QO c-cc

2981 20. 424 178,97702 Difluoro (perfluoromethoxy) acetic acid D]~ 178.97731 C3HF503 PFSA THYMJUVQLSNPPP-UHFFFAOYSA-N 0-C(0)C(F) (F)OC(F) (F)F

2985 20.449 180. 9895 kojic acid [M+H] 180. 98976 611604 P;‘;?i”:: and BEJNERDRQOWK JM-UHFFFAOYSA-N 0-C1C=C(0C=C10) CO

2986 20.455 213, 98218 Chloroxine D]+ 213.98199 COH5CI2N0 Chloroquinolines WDFKMLRRRCGAKS-UHFFFAOYSA-N CIC1=CC(C1) =C2C=CC=NC2=C10

2987 20.478 266. 98193 Makaluvanine 0 D]+ 266.98001 | [CI0H8BrN202]+ Tsr‘:‘ll"”% ‘Bv:ff FDGKQULS JXEOPF-UHFFFAOYSA-0 0-C1C (=0) C=2NC=C32C (=C1Br) [NH2+]CC3

2988 20. 481 282. 02362 PRZ_M282 D]+ 282. 02136 CLIHLACI3NO Phenol ethers CLFQSOIBYICELN-UHFFFAOYSA-N CCONCCOCT=C (C=C (C=CIC1) CT)CL

2989 20.5 138, 99195 Funaric acid [+ 139 101 m‘\"]HS’XX:V;J;"‘;‘T"‘IS and VZCYOOQTPOCHFL-OWOJBTEDSA-N 0-C(0) C=CC(=0)0

2990 20. 509 251, 01062 Bauerine B D]+ 25101199 CI2H8C12N2 Beta carbolines XGTYSLIGRKUXED-UHFFFAOYSA-N cic=1¢ N(C2C1C1)C

2991 20.512 110. 02415 Pyrrole-2-carboxylic acid DM-H1- 110. 02475 C5H5N02 Pyrrole 2?;;@‘“"“6 WRHZVMBBRYBTKZ-UHFFFAOYSA-N 0-C (0) C1=CC=CNL

2992 20. 521 263. 01022 L-Cystine D]+ 263. 01001 C6HI2N20452 | L-cysteine-S-conjugates LEVWYRKDKASIDU-TMJSTDKUSA-N 0-C(0) C(N)CSSCC(N) C(=0) 0

2993 20.525 243, 01859 Sodium Danshensu D]+ 243.02 C9HONaO5 Phenylpropanoic acids ZAMKVDBZTXUHFO-DDWIOCIRSA-M [Na+]. 0=C([0-]) € (0) CCL=CC=C (0) € (0) =CL

2994 20.543 317.21625 Epiafzelechin Trimethyl Ether [M+H]+ 317. 21445 CI8H2005 7’?;"}“:'::%3“‘1 NMLBREXWQRPOJH-CRATPNDOSA-N 0C1CC=2C (00) =CC (0C) =CC20C1C3=CC=C (00) C=C3

2995 20. 552 123. 00809 Propane sulfate D~ 123.0113 318035 Sulfonic acids HNDXKTMMSFCCFW-UHFFFAOYSA-N 0-5(=0) ()C(O)C

2996 20,55 65, 23565 2, GF, 105) 13- [(2R) -6 hydroxy 2, 8-dimethyl-3, 1-dihydrochronen-2-y1] o 65 21010 P— Toeotrionls OV RITADIKSD LRX L0GKNSA N 0-C{0) C (~CCCC (=CCCC (-CCCCT (00-2C (-CC (0) =CC2cc O 0 O C
6,10 trimethvltrideca=2.6. 10 trienoic acid 2C

2997 20. 558 305. 96692 PFSM-FSAA (i) 305. 96765 CSHAFTNOAS PFSA MXFTXMQPMJCELP-UHFFFAOYSA-N 0-C(0)CNS (=0) (=0) C(F) (F)C () (F)C(F) (F)F

2998 20.58 200. 99466 :; E]ZW 65\?’:h’(]2;;':“h{’fe’f’(‘f",“‘r{“‘qﬁl)j’ﬁ[ﬁz{},(E; ?:L":“,‘;:’?;Ilvf’r“\f’:;: DM+H]+ 200. 99486 C9H603 7-hydroxycounarins ORHBXUUXSCNDEV-UHFFFAOYSA-N o1

2999 20. 587 197. 02109 Juglone D]+ 197. 0209 C1011603 Naphthoquinones KQPYUDDGWXQXHS-UHFFFAOYSA-N 0=C1C=CC (=0) C=2C (0) =CC=CC12

3000 20. 593 117. 05611 2-Hydroxy-3-methylbutyric acid D]~ 11705572 511003 Hydroxy fatty acids NGEWQZIDQIYUNV-UHFFFAOYNA-N 0-C(O)COC(OC

3001 20. 593 168. 98755 Phosphoenolpyruvic acid g 168. 98965 C3H506P Phosphate esters DTBNBXWJWCNCIK-UHFFFAOYSA-N 0-C(0)C (0P (=0) (0) 0)=C

3002 20. 605 279. 00589 danthron D]+ 279. 0054 C1411804 Anthraquinones QBPFLULOKWLNNW-UHFFFAOYSA-N 0=C1C=20=CC=C (0) €2C (=0) C=3C (0) =CC=CC13

3003 20. 607 359. 06995 Mycophenolic Acid D]+ 359. 06616 C1712006 Phthalides HPNSFSBZBAHARI-RUDMXATFSA-N 0-C10CC2=C1C(0) =C (€ (00)=C2C) CC=C (C) CCC (=0) 0

3001 20.612 215, 97879 2-Benzothiazolesulfonic acid D]+ 215. 97836 CTHENO3S2 Benzothiazoles ZCXGMSGCBDSEOY-UHFFFAOYSA-N C1=CC=C2C (-CHN=C ($2) S (0) (0)=0

3005 20. 632 208. 07002 2, 3-dihydro- H-carbazol-4 (9H) -one [M+H] 208. 07001 CI2H1INO Carbazoles DSXKDTZEIWTHRO-UHFFFAOYSA-N 0=C1 C3Ne2cCet

3006 20.725 258. 0051 Arecoline hydrobromide [M+H]+ 258. 01001 C8H14BrNO2 4311:"}"“‘:: _;‘"d AXOJRQLKMVSHHZ-UHFFFAOYSA-N [Br-]. 0=C (0C) C1=CCCINH+] (C) C1

3007 20.727 122, 02555 Cysteine D]+ 122. 02702 C3H7NO2S | Cysteine and derivatives XUJNEKJLAYXESH-UHFFFAOYNA-N 0-C(0)CNCS

3008 20.762 88.07539 Morpholine D]+ 88. 07569 CAHONO Morpholines YNAVUWVOSKDBBP-UHFFFAOYSA-N C1C0CCNT




Pyranones and

3009 20.79 164. 99457 maltol D]+ 164. 99486 611603 o o XPCTZQVDEJYUGT-UHFFFAOYSA-N =00C (=C10)C

3010 20.816 194. 98166 Orotic Acid D]+ 194. 98027 C5HAN204 Pm"‘idj:;f:_rb"”““ PXQPEWDEAKTCGB-UHFFFAOYSA-N (ON=C(0)C1
3011 20. 832 379. 08411 Justicidin 6 DM+H]+ 379. 08124 C21H1407 Lignols VINGQUQXGDTELG-UHFFFAOYSA-N COCT=C20C0C2-CC2-C (C3-C {‘lz)c(:o)owm ca=ctococ
3012 20.835 269. 2471 methyl palmitoleate D)+ 269. 2475 C17H3202 | Fatty acid methyl esters 1ZFGRAGOVZCUFB-HJWRWDBZSA-N 0=C (00) CCCCCOCC=CCO0CCC
3013 20.838 148. 03912 Isatin D]+ 148. 03931 C8HBNO2 Indolines JXDYKVTHCLTXOP-UHFFFAOYSA-N 0=CINC2

3014 20.877 162. 11195 L-Carnitine DM+H] + 162. 11247 CTHIENO3 Carnitines PHIQHXFUZVPYTT-ZCFIWTBFSA-N CINHI () (©) CLC=H] (CC (=0) [0-1)0
3015 20.885 123. 05493 Nicotinamide D]+ 123. 05529 C6HBN20 Nicotinamides DFPAKSUCGFBDDF-UHFFFAOYSA-N N=C (0) C=1C=NC=CCL

3016 20.89 261. 18573 falcarindiol [M+H]+ 261. 18491 C17H2402 "O"Q;j}r‘ignlf"“y QWCNGXNAFCBLLY-RCQSYPNMSA-N 0C (CHCCHCC (0) C=COCCCCCC) C=C
3017 20.894 236.01015 Pesticidel Omethoate C5HIZNOAPS DM+H1+ 236.011 C5H12N04PS S“"“_:i:’; ;;’;1’:“”” PZXOQEXFMJCDPG-UHFFFAOYSA-N 0=C(NC) CSP (=0) (0C) 0C
3018 20.914 130. 0658 Tndole-3-carbinol D]+ 130. 06512 CHONO 3-alkylindoles IVYPNXXAYMYVSP-UHFFFAOYSA-N 0CCI1=CNC2=CC=CC=C12

3019 20.951 951, 99133 | [esticidel Dinethoate CORIZNOSPS2 Phosphorodithioic acid, "0,0-dinethyl 5 D]+ 251. 989 C5H12803PS2 | Dithiophosphate O-esters MOWXGJ ITAZMZEV-UHFFFAOYSA-N $=P(0C) (0C) SCC (0) =NC

[2- (methvlanino) ~2-oxoethv]] ester
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Figure S1. Total ion flow diagram in positive ion mode (A) and negative ion mode (B) of LC-MS/MS.
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