Supplementary S1

Positive ion mode

Composite QLY.PF

NameEN Score InChiKey SMILES Formula | name Class mzmed | rtmed | MDD2
HIXMNVQARNZTEE | CCCCClC2=CC=CC=C2C(= | C12H14 | M191.107T 191.10 | 180.5 | 536277
3-n-Butylphathlide 1 -UHFFFAOYSA-N 0)o1 02 180.558 Benzofurans 67978 58 72.37
KWTSXDURSIMDCE M136.112T 136.11 | 1595. | 348356
Amphetamine 1 -UHFFFAOYSA-N CC(Cclcccccl)N C9H13N | 1595.220 Benzenoids 21166 22 | 039.8
XMVQWNRDPAAMJ | O=C(O)CCCCCCCCCCCCC | C18H32 | M298.274T 298.27 | 830.0 | 999264
Chaulmoogric Acid 1 B-UHFFFAOYSA-N 1C=CCC1 02 830.078 Fatty acid 40358 | 785 | 24.06
UYTPUPDQBNUYGX C5H5N5 | M152.057T 152.05 | 54.95 | 160998
Guanine 1 -UHFFFAOYSA-N c1[nH]c2c(=0)[nH]c(nc2n1)N | O 54.958 Alkaloid 66751 81| 3045

COC1=C(C2=C[N+]3=C(C=C

MXTLAHSTUOXGQF | 2C=C1)C4=CC(=C(C=C4CC3 | C20H20 | M338.139T 338.13 | 349.0 | 273680
Jatrorrhizine 1 -UHFFFAQYSA-O )O)OC)OC NO4+ 349.086 Alkaloids 89382 | 855 35.9
GTEXBOVBADJOQH | O=C10C(C=CC2=CC=C30C | C15H14 | M275.093T 275.09 | 444.4 | 279982
methysticin 1 -FWEMWIAWSA-N 0OC3=C2)CC(0C)=C1 05 444.441 Phenols 34593 41| 9731
DFPAKSUCGFBDDF- C6H6N2 | M123.056T 123.05 | 1749. | 154590
Nicotinamide 1 UHFFFAOYSA-N NC(=0)c(cl)cnecl 0] 1749.140 Alkaloid 55163 14 19.7
DTUQWGWMVIHBK M121.065T 121.06 | 652.0 | 144569
Phenylacetaldehyde 1 E-UHFFFAOYSA-N O=CCC=1C=CC=CC1 C8H80O | 652.060 Phenols 49748 6| 4931
UNXHWFMMPAWVP C4H100 | M123.056T 123.05 | 1728. | 365809
Threitol 1 I-QWWZWVQMSA-N | OCC(O)C(0)CO 4 1728.270 Sugar alcohol | 55197 27 | 70.73
0.9999686 | OISVCGZHLKNMSJ- M108.081T 108.08 | 1603. | 928762
2,6-Dimethylpyridine 92307692 | UHFFFAOYSA-N CC1=CC=CC(C)=N1 C7HON | 1603.130 Alkaloid 1307 13| 29.11




0.9999440 | ANJTVLIZGCUXLD- | C1[C@H]2CNC[C@@H]1C3 | C11H14 | M191.118T 191.11 | 40.94 | 138616
Cytisin 76923077 | DTWKUNHWSA-N | =CC=CC(=0O)N3C2 N20 40.945 Alkaloid 80102 | 48| 2440
0.9996236 | HDVAWXXJVMIBAR | OC[C@@H]1CCCN2CCCC[ | C10H19 | M170.154T 170.15 | 41.43 | 231767
Lupinine 92307692 | -VHSXEESVSA-N C@H]12 NO 41.438 Alkaloid 38504 | 84| 20758
0.9994517 | TZSYLWAXZMNUJB- | C[N+]1=CC=CC(=C1)C(=0) | CTH7N | M138.055T 138.05 | 39.95 | 372376
Trigonelline HCI 69230769 | UHFFFAOYSA-N 0.[CIH] O2.HCI | 39.958 Alkaloid 48826 | 76| 054.1
0.9990129 | NFGIENSPALNOON- | CON1C=C(C2=CC=CC=C21) | C10HIN | M176.071T 176.07 | 100.1 | 193780
1-methoxyindole-3-carbaldehyde | 23076923 | UHFFFAOYSA-N C=0 02 100.151 Alkaloid 05252 | 51| 657.8
0.9988418 | RGHHSNMVTDWUBI M123.044T 123.04 | 251.8 | 538796
p-Hydroxybenzaldehyde 46153846 | -UHFFFAOYSA-N C1=CC(=CC=C1C=0)0 C7H602 | 251.875 Phenol 4329 | 75| 5811
0=C1CCC[C@@H]2[C@H]3
0.9985709 | ZSBXGIUJOOQZMP-J | CCCN4CCC[C@@H](CN12) | C15H24 | M249.196T 249.19 | 263.4 | 103144
Matrine 23076923 | LNYLFASSA-N [C@@H]34 N20 263.493 Alkaloid 61653 | 93| 8033
0.9985697 | AAGFPTSOPGCENQ- | C1CC2CN3C(CC=CC3=0)C4 | C15H22 | M247.181T 247.18 | 87.74 | 414567
Sophocarpine 69230769 | JLNYLFASSA-N C2N(C1)ccc4 N20 87.740 Alkaloid 05655 | 03| 94634
0.9981500 | ZSBXGIUJOOQZMP- | C1CC2C3CCCN4C3C(CCC4) | C15H24 | M249.196T 249.19 | 1039. | 175775
Sophoridine 76923077 | BHPKHCPMSA-N CN2C(=0)C1 N20 1039.340 | Alkaloid 60669 | 34| 5302
0.9981383 | JYNIIVLEOETIQ-UH | CICCN2CC3CC(C2C1)CN4C | C15H24 | M249.196T 249.19 | 77.47 | 911776
(+)-Lupanine 84615385 | FFFAOYSA-N 3CCCC4=0 N20 77.472 Alkaloid 61199 2| 15336
0.9981194 | KZSNJWFQEVHDMF C5H1IN | M118.087T 118.08 | 1610. | 276951
L-Valine 61538461 | -BYPYZUCNSA-N CC(C)C(C(=0)O)N 02 1610.480 | Alkaloids 67283 | 48| 30.33
0.9971292 | XVPBINOPNYFXID-L | CICC2C3CCC[N+]4(C3C(CC | C15H24 | M265.191T 265.19 | 170.9 | 313823
Ammothamnine 30769231 | HDUFFHYSA-N C4)CN2C(=0)C1)[0-] N202 | 170.916 Alkaloid 10259 | 16 | 44136
0.9963758 | HKQYGTCOTHHOM | COC1=CC=C(C=C1)C2=CO | C16H12 | M269.080T 269.08 | 1699. | 311523
Formononetin 46153846 | P-UHFFFAOYSA-N | C3=C(C2=0)C=CC(=C3)0 | 04 1699.040 | Flavonoids 04578 | 04| 6.75
Tectochrysin 0.996268 | IRZVHDLBAYNPCT- | COC1=CC(=C2C(=C1)OC(= | C16H12 | M269.080T | Flavonoids 269.08 | 1792. | 311080




UHFFFAOYSA-N CC2=0)C3=CC=CC=C3)0 04 1792.940 04591 94 2.67
(1r,3R,4s,5S)-4-{[(2E)-3-(3,4-Dihy
droxyphenyl)-2-propenoyl]oxy}-1, O=C(O)Cl(O)CCc(O)C(OoC(=
3,5-trihydroxycyclohexanecarboxyl | 0.9955975 | GYFFKZTYYAFCTR- | O)C=CC2=CC=C(0O)C(0)=C2 | C16H18 | M355.102T | Phenylpropan | 355.10 | 214.7 | 776310
ic acid 38461538 | UCEFVAKBSA-N )C(O)C1 09 214.758 oids 17576 58 | 428.6
0.9946541 | CULUKMPMGVXCEI | CN1CC2CC(C1)C3=CC=CC( | C12H16 | M205.133T 205.13 | 40.94 | 393159
Caulophylline 53846154 | -UHFFFAOYSA-N =0)N3C2 N20 40.945 Alkaloid 32873 48 6778
0.9939581 | ODKSFYDXXFIFQN- C6H14N | M175.119T 175.11 | 71.88 | 554224
Arginine 53846154 | UHFFFAOYSA-N C(CC(C(=0)O)N)CN=C(N)N | 402 71.887 Amino acids 92453 68 35.2
C[C@H]([C@H]1C\C(=C(CO
)/C(=0)01)C)[C@H]2CC[C
@H]3[C@@H]4C[C@H]50[
(4beta,5beta,6beta,22R)-4,27-Dihyd C@]56[C@@H](O)\C=C/C(=
roxy-5,6:22,26-diepoxyergosta-2,24 | 0.9934683 | DBRXOUCRJIQVYJQ- | O)[C@]6(C)[C@H]4CC[C@] | C28H38 | M493.257T 493.25 | 630.1 | 654841
-diene-1,26-dione 84615385 | CKNDUULBSA-N 23C 06 630.105 Terpenoids 70558 05| 0.904
0.9910513 | ONIBWKKTOPOVIA- C5HON | M116.071T 116.07 | 40.94 | 262006
L-Proline 07692308 | BYPYZUCNSA-N C1CC(NC1)C(=0)O 02 40.945 Amino acid 09151 48 0402
0.9899837 | TUHVEAJXIMEOSA- C5H1IN | M146.092T 146.09 | 40.45 | 351720
4-Guanidinobutyric acid 69230769 | UHFFFAOYSA-N O=C(O)CCCNC(=N)N 302 40.451 Organic acids | 23091 12 | 0137
0.9895960 | ZSBXGIUJOOQZMP- | O=C1CCCC2C3CCCN4CCC | C15H24 | M249.196T 249.19 | 241.3 | 922884
(+)-Matrine 76923077 | UHFFFAOYSA-N C(CN12)C34 N20 241.309 Alkaloid 61065 09| 7133
SLRCCWJSBJZJBV-U | CICCN2CC3CC(CN4CCCCC | C15H26 | M235.217T 235.21 | 63.87 | 643461
Sparteine 0.988982 | HFFFAOYSA-N 34)Cc2C1 N2 63.872 Alkaloid 70785 16 | 134.9
0.9886403 | QMGGMESMCJCAB | C1CC2CN3C(CC=CC3=0)C4 | C15H22 | M263.175T 263.17 | 268.0 | 504671
Oxysophocarpine 84615385 | O-LHDUFFHYSA-N | C2[N+](C1)(CCC4)[O-] N202 268.042 Alkaloid 50388 42 | 246.2
Choline [M]+ 0.9878148 | OEYIOHPDSNJKLS-U | OCC[N+](C)(C)C C5H14N | M104.108T | Organonitrog | 104.10 | 1360. | 159078




46153846 | HFFFAOYSA-N O 1360.380 en 75426 38| 9232
compounds
0.9876881 | TZBJIGXHYKVUXJIN- | OC1=CC=C(C=C1)C1=COC2 | C15H10 | M271.059T 271.05 | 367.5 | 481637
Genistein 53846154 | UHFFFAOYSA-N =CC(0)=CC(0)=C2C1=0 05 367.557 Flavonoids 93112 57 79.7
0.9867209 | XPCTZQVDEJYUGT- M127.039T 127.03 | 1659. | 328350
Maltol 23076923 | UHFFFAOYSA-N 0=C1C=COC(=C10)C C6H603 | 1659.665 Flavonoids 93172 | 665 | 8975
C1C2C(C3=C(01)C=C(C=C3
HUKSJTUUSUGIDC- | )O)OC4=CC5=C(C=C24)0C | C16H12 | M285.076T 285.07 | 518.5 | 242342
Maackiain 0.985556 | ZBEGNZNMSA-N 05 05 518.554 Flavonoids 59771 54| 5412
(4S,5Z,6S5)-4-(2-methoxy-2-oxoeth
y1)-5-[2-[(E)-3-phenylprop-2-enoyl]
oxyethylidene]-6-[(2S,3R,4S,5S,6R
)-3,4,5-trihydroxy-6-(hydroxymeth
yl)oxan-2-yl]Joxy-4H-pyran-3-carbo | 0.9855268 | GUAFOGOEJLSQBT- | O=C10C=2C=C(OC)C(OC)= | C11H10 | M207.065T | Phenylpropan | 207.06 | 1755. | 213156
xylic acid 46153846 | UHFFFAOYSA-N cc2c=C1 04 1755.400 oids 54461 4| 16.22
0.9844436 | KSEBMYQBYZTDHS | COC1=C(C=CC(=C1)C=CC( | C10H10 | M195.065T | Phenylpropan | 195.06 | 232.1 | 426200
Ferulic acid 92307692 | -HWKANZROSA-N =0)0)0O 04 232.122 oids 50458 22| 9375
0.9838893 | WPYMKLBDIGXBTP M123.044T 123.04 | 480.2 | 861821
Benzoic acid 84615384 | -UHFFFAOYSA-N C1=CC=C(C=C1)C(=0)0O C7H602 | 480.235 Phenols 42773 35| 11.49
VNBUMBNLPGLBM | COC1=CC=CC2=C1IN(C)C1= | C13H11 | M230.081T 230.08 | 545.4 | 724669
Iso-gamma-fagarine 0.983256 | L-UHFFFAOYSA-N C(C=C01)C2=0 NO3 545.408 Alkaloid 13279 08| 6425
0.9809676 | MWOOGOJBHIARFG M153.055T 153.05 | 302.8 | 146663
Vanillin 92307692 | -UHFFFAOYSA-N 0O=CC1=CC=C(0)C(0OC)=C1 | C8H803 | 302.836 Phenols 48147 36| 766.2
0.9799712 | WVCHIGAIXREVNS- | C1=CC=C2C(=C1)C(=CC(=0 | C10H60 | M175.039T 175.03 | 480.2 | 273487
Lawsone 30769231 | UHFFFAOYSA-N )C2=0)0 3 480.235 Quinones 90738 35| 20.67
5,7-Dihydroxychromone 0.979785 | NYCXYKOXLNBYID | C1=COC2=CC(=CC(=C2C1= | C9H604 | M179.034T | Flavonoids 179.03 | 788.9 | 744998




-UHFFFAOYSA-N 0)0)O 788.919 35883 19| 5.346
AGPKZVBTJINPAG- C6H13N | M132.102T 132.10 | 61.38 | 237752
L-Isoleucine 0.97653 WHFBIAKZSA-N O=C(O)C(N)C(C)CC 02 61.388 Amino acids 20825 84 8666
0.9752240 | PVNIIMVLHYAWGP- C6H5N | M124.040T 124.03 | 43.41 | 675827
Nicotinic acid 76923077 | UHFFFAOYSA-N 0O=C(O)C=1C=NC=CC1 02 43.415 Alkaloid 95379 47 | 80.18
COC1=CC=C(C=C1)C2=CO
0.9735116 | MGJLSBDCWOSMHL | C3=C(C2=0)C=CC(=C3)OC4 | C22H22 | M431.134T 431.13 | 447.0 | 712282
Ononin 92307692 | -MIUGBVLSSA-N C(C(C(Cc(04)c0)0)0)0 09 447.050 Flavonoids 36827 5| 66.67
(1R,7R)-7-ethenyl-1,4a,7-trimethyl-
3,4,4b,5,6,9,10,10a-octahydro-2H-p | 0.9710625 | MHVIJRKBZMUDEEV | O=C(O)C1(C)CCCC2(C)C3C | C20H30 | M320.256T 320.25 | 745.0 | 524185
henanthrene-1-carboxylic acid 38461538 | -WANGQUDJSA-N (=CC(C=C)(C)CcC3)ccea2 02 745.074 Terpenoids 61709 74| 5.855
0.9709906 | IPRIXAGUEGOFGG- | CCCCNS(=0)(=0)C1=CC=C | C10H15 | M214.090T | Miscellaneou | 214.08 | 1760. | 622675
N-Butylbenzenesulfonamide 92307692 | UHFFFAOYSA-N C=C1 NO2S 1760.110 s 96328 11| 9894
0.9696940 | NGSWKAQJIWESNS- | O=C(0)C=CC1=CC=C(0)C= M147.044T | Phenylpropan | 147.04 | 274.0 | 236802
Coumaric acid 76923077 | UHFFFAOYSA-N C1 C9H803 | 274.096 oids 40387 96 | 707.3
COC1=C(C2=C[N+]3=C(C=C
0.9690353 | QUCQEUCGKKTEBI- | 2C=C1)C4=CC(=C(C=C4CC3 | C21H22 | M352.154T 352.15 | 514.3 | 745874
Palmatine 07692308 | UHFFFAOYSA-N )OC)OC)OC NO4+ 514.382 Alkaloids 42968 82| 58.24
Benzene and
0.9639449 | NNJVILVZKWQKPM- | CCN(CC)CC(=O)NC1=C(C= | C14H22 | M235.180T | substituted 235.18 | 59.41 | 302478
Lidocaine 23076923 | UHFFFAOYSA-N Cc=C1C)C N20 59.411 derivatives 04069 15| 08.63
0.9614578 | WUADCCWRTIWAN | COC1=CC=C(C=C1)C1=CO | C16H12 | M285.076T 285.07 | 479.7 | 158138
Biochanin A 46153846 | L-UHFFFAOYSA-N C2=CC(0)=CC(0)=C2C1=0 | 05 479.723 Flavonoids 6023 23 2780
[H][C@]1(CC2=C3C=C(0C)
0.9606795 | GVVXPMORGFYVO | C(0)=C2)C4=C3C(0OC)=C(O | C19H21 | M328.154T 328.15 | 179.5 | 142429
Laurotetanine 38461538 | O-ZDUSSCGKSA-N C)C=C4CCN1 NO4 179.549 Alkaloid 4126 49 | 600.1




0.9571817 | RXGUTQNKCXHAL | O=C(C=CC1=CC=C(0O)C=C1 | C17H17 | M284.128T | Miscellaneou | 284.12 | 354.3 | 617734
Coumaroyl tyramine 69230769 | N-UHFFFAOYSA-N JNCCC2=CC=C(0)C=C2 NO3 354.356 S 78926 56 | 10.81
O=C(OCC(O)COP(=0O)(IO-])
0.9570007 | ASWBNKHCZGQVJV | OCC[N+](C)(C)C)CCCCCCC | C24H50 | M496.339T 496.33 | 810.0 | 228801
LPC 16:0 69230769 | -UHFFFAOYSA-N Ccccceecce NO7P 810.041 Lipids 94621 41| 51.83
0.9565066 | XQVWYOYUZDUNR | C1=CC=C(C=C1)NC2=CC=C | C16H13 | M220.112T 220.11 | 1607. | 692606
N-phenyl-1-naphthylamine 15384615 | W-UHFFFAOYSA-N C3=CC=CC=C32 N 1607.850 Naphthalene 22418 85| 7.282
0.9564091 | CZCIKBSVHDNIDH- | CNC(CC1=CNC2=CC=CC=C | C12H14 | M219.113T 219.11 | 149.9 | 622466
L-Abrine 53846154 | NSHDSACASA-N 21)C(=0)0 N202 149.913 Alkaloids 28516 13| 349.1
0OC1=C(OC)C=C(C=C10C)C
0.9563716 | KOWMJIRIXZMEZLD | 20CC3C(OCC23)C4=CC(OC | C22H26 | M419.171T | Phenylpropan | 419.17 | 341.8 | 183482
syringaresinol 92307692 | -VGBAVMOLSA-N )=C(O)C(OC)=C4 08 341.810 oids 0884 1] 1351
0.9549686 | ATEFPOUAMCWAQS | C1=CC(=C(C2=C1C=CC(=0) M179.034T | Phenylpropan | 179.03 | 635.8 | 230694
7,8-Dihydroxycoumarin 92307692 | -UHFFFAOYSA-N 02)0)0 C9H604 | 635.896 oids 35259 96 | 65.92
7-(2-hydroxypropan-2-yl)-1,4a-dim
ethyl-2,3,4,5,6,7,8,8a-octahydronap | 0.9547728 | LKKDASYGWYYFIK | OC(C)(C)C1CCC2(C)CCCC( | C15H28 | M279.171T 279.17 | 201.8 | 968774
hthalen-1-ol 46153846 | -UHFFFAOYSA-N 0O)(C)c2C1 02 201.820 Terpenoids 08272 2| 5532
0.9518526 | PMTMAFAPLCGXGK | O=C(O)CCCCCCCC1C=CC( | C18H28 | M293.211T 293.21 | 727.6 | 430447
12-oxo-phytodienoic acid 92307692 | -UHFFFAOYSA-N =0)C1(CC=CCC) 03 727.663 Organic acid 13944 | 625 | 2.882
OCC=CC1=CC(0C)=C(0C2 Organic
0.9500242 | QIVXKWHHAMZTB | OC(CO)C(O)C(O)C20)C(OC | C17H24 | M395.132T | oxygen 395.13 | 222.4 | 120726
syringin 30769231 | Y-GCPOEHJPSA-N )=C1 09 222.452 compounds 17724 52 374
CC1CCC2(c(c3c(o2)ce4cs
(CCcC5C4CcC=CohChH(CCC(Ch)
0.9460593 | VNONINPVFQTJOC- | OC7C(C(C(C(O7)CO)OC8C( | C45H72 | M869.488T 869.48 | 745.0 | 434306
Dioscin 07692308 | ZGXDEBHDSA-N C(C(C(08)C)0)0)O)O)0oCc9aC | 016 745.074 Terpenoids 76599 74| 1734




(C(C(C(09)C)0)0)0)C)C)C)
oc1

(2S,3S,4S,5R,6R)-6-[[(3S,4S,6aR,6
bS,8aR,9R,12aS,14bR)-9-hydroxy-

4-(hydroxymethyl)-4,6a,6b,8a,11,1

1,14b-heptamethyl-1,2,3,4a,5,6,7,8,
9,10,12,12a,14,14a-tetradecahydrop
icen-3-ylJoxy]-5-[(2S,3R,4S,5R,6R
)-4,5-dihydroxy-6-(hydroxymethyl)
-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydr
oxy-6-methyloxan-2-ylJoxyoxan-2-

0=C(0)C1OC(OC2CCC3(C)
C(CCC4(C)C3CC=C5C6CC(
C)(C)CC(0)CB(C)CCCH4C)C
2(C)CO)C(OCTOC(CO)C(0)

ylJoxy-3,4-dihydroxyoxane-2-carbo | 0.9441913 | PTDAHAWQAGSZDD | C(O)C70C80C(C)C(O)C(O) | C48H78 | M943.525T 943.52 | 625.3 | 438265
xylic acid 84615385 | -VIQGOKKYSA-N C80)c(o)c10 018 625.369 Terpenoids 47207 69 15.5
C1=CC(=CC=C1C2=CC(=0)
0.9379511 | KMOUJOKENFFTPU- | C3=C(C=C(C=C302)0OC4C(C | C21H20 | M433.113T 433.11 | 367.5 | 369367
Apigenin-7-O-beta-D-glucoside 53846154 | QNDFHXLGSA-N (C(C(04)C0)0)0)0)0)O 010 367.557 Flavonoids 29586 57| 7354
0.9374462 | WBYWAXJHAXSJINI- | C1=CC=C(C=C1)C=CC(=0) M149.060T | Phenylpropan | 149.05 | 340.8 | 319860
Cinnamic acid 30769231 | VOTSOKGWSA-N 0] C9H802 | 340.821 oids 9791 21| 02.18
0.9341659 | LGRFSURHDFAFJT-U M149.023T | Miscellaneou | 149.02 | 47.93 | 125345
Phthalic anhydride 23076923 | HFFFAOYSA-N O=c(01)c(c2)c(ccc2)c(=0)1 C8H403 | 47.932 s 34974 18 | 993.7
Organohetero
0.9337743 | BEINERDRQOWKIM M143.034T | cyclic 143.03 | 148.3 | 181633
Kojic Acid 84615385 | -UHFFFAOYSA-N C1=C(0OC=C(C1=0)0)CO C6H604 | 148.346 compounds 39782 46 | 7709
0.9328481 | QHZLMUACJMDIAE- | CCCCCCCCCCCCCCCC(=0O | C19H38 | M313.273T | Miscellaneou | 313.27 | 894.2 | 528799
2,3-dihydroxypropyl hexadecanoate | 53846154 | UHFFFAOYSA-N )JOCC(0)CO 04 894.279 S 33793 785 | 3.153
Tetrahydroberberine THB 0.9311749 | VZTUIEROBZXUFA- | COC1=C(C2=C(CC3C4=CC5 | C20H21 | M340.154T | Alkaloid 340.15 | 441.3 | 145152




23076923 | UHFFFAOYSA-N =C(C=C4CCN3C2)0CO05)C= | O4N 441.384 41794 84| 984.1
C1)oC
0.9300825 | DZGWFCGJZKJUFP- C8H11IN | M138.091T 138.09 | 56.43 | 132715
TYRAMINE 38461538 | UHFFFAOYSA-N C1=CC(=CC=C1CCN)O 0] 56.439 Alkaloids 14554 89| 3635
DRLFMBDRBRZALE- | CC(=O)NCCC1=CNC2=C1C | C13H16 | M233.129T 233.12 | 184.1 | 599159
Melatonine 0.929967 | UHFFFAOYSA-N =C(C=C2)0C N202 184.154 Alkaloids 86347 54 | 44.26
0.9287895 | LULNWZDBKTWDG | CN(C)C(=0)Oclccec(cl)[N+] | C12H19 | M223.144T | Miscellaneou | 223.14 | 121.6 | 279481
Neostigmine bromide 38461539 | K-UHFFFAOYSA-M (©)e)e.Br] BrN202 | 121.647 s 37906 47 | 36.61
(2R,3R)-3,5-dihydroxy-2-(4-hydrox CC(C)=CCC1=C20[C@@H](
yphenyl)-8-(3-methylbut-2-enyl)-7- [C@@H](O)C(=0)C2=C(O)C
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy =C10[C@@H]30[C@H](CO
-6-(hydroxymethyl)oxan-2-ylJoxy-2 | 0.9269476 | GRDZTDZJQRPNCN- | )[C@@H](O)[C@H](O)[C@ | C26H30 | M519.187T 519.18 | 383.7 | 340716
,3-dihydrochromen-4-one 92307692 | YIANMRPHSA-N H]30)C4=CC=C(0)C=C4 011 383.762 Flavonoids 65366 62| 57.24
0.9256783 | KIPRLNWUNMBNBZ M133.065T | Phenylpropan | 133.06 | 221.4 | 312178
trans-Cinnamaldehyde 84615385 | -QPJIXVBHSA-N C1=CC=C(C=C1)C=CC=0 C9H8O | 221.458 oids 5016 58 | 394.2
COC1=C(C=C(C=C1l)C2=CC
0.9242962 | DOFINFPSMUCECH- | (=0)C3=C(C(=C(C(=C302)0 | C20H20 | M389.124T 389.12 | 690.8 | 889553
5-O-Demethylnobiletin 30769231 | UHFFFAOYSA-N C)0C)0C)0)oC 08 690.828 Flavonoids 37445 28 2.27
COC1=CC=C(C=C1)C2=CO
0.9236666 | LFEUICHQZGNOHD- | C3=CC(=CC(=C3C2=0)0)0 | C22H22 | M447.129T 447.12 | 357.8 | 329886
Sissotrine 15384615 | UHFFFAOYSA-N CAC(C(C(C(04)Cc0)0)0)0 010 357.862 Flavonoids 92679 62| 2774
DOIRQSBPFJWKBE- | CCCCOC(=0)C1=CC=CC=C | C16H22 | M279.159T 279.15 | 1792. | 195028
Dibutyl phthalate 0.922824 | UHFFFAOYSA-N 1C(=0)0OCcCcCC 04 1792.420 Benzenoids 87779 42 | 5475
0.9182743 | WIONIXOBNMDJFJ- | COC1=C2C=COC2=NC3=CC | C12H9N | M200.071T 200.07 | 578.2 | 988289
Dictamnine 84615385 | UHFFFAOYSA-N =CC=C31 02 578.211 Alkaloid 07694 11| 62.35
Racanisodamine 0.9146076 | WTQYWNWRJINXDE | CN1C2CC(CC1C(C2)O)OC(= | C17H23 | M306.170T | Alkaloid 306.17 | 347.3 | 230229




15384615 | G-UHFFFAOYSA-N 0)C(CO)C3=CC=CC=C3 NO4 347.324 02251 24 | 34.39
0.9131738 | COLNVLDHVKWLRT | O=C(O)C(N)CC1=CC=CC=C | C9H1IN | M166.086T 166.08 | 91.93 | 896343
Phenylalanine 46153846 | -UHFFFAOYSA-N 1 02 91.939 Amino acids 63509 93| 0084
0.9105140 | KZSNJWFQEVHDMF C5H11IN | M118.087T 118.08 | 51.99 | 293236
Valine 76923077 | -UHFFFAOYSA-N CC(C)C(C(=0O)O)N 02 51.996 Alkaloids 65131 62 | 0213
CC(=CCC(CC1=C2C(=C(C=
0.9093659 | LTTQKYMNTNISSZ- | C10)OC)C(=0)CC(02)C3=C | C26H30 | M439.211T 439.21 | 655.6 | 297112
Kurarinone 23076923 | UHFFFAOYSA-N (C=C(C=C3)0)0)C(=C)C)C | 06 655.698 Flavonoids 07377 98 1378
0.9068789 | ZRIBHWIHUMBLCN- | CC=C1C2CC3=C(C1(CC(=C | C15H18 | M243.149T 243.14 | 87.22 | 123457
(-)-Huperzine A 23076923 | UHFFFAOYSA-N 2)C)N)C=CC(=O)N3 N20 87.230 Alkaloids 93286 95| 929.2
0.9057870 | OLNJUISKUQQNIM- C9H7N | M146.060T 146.06 | 166.8 | 814701
3-Formylindole 76923077 | UHFFFAOYSA-N clcec2ce(cl)e(c[nH]2)C=0 O 166.827 Alkaloid 00724 27| 7137
0O=C1C2=C(0)C=C(0C30C(
CO)C(O)c(o)c3oc4oc(c)e
0.9057020 | DFPMSGMNTNDNH | (O)C(0)C40)C=C20C(C5=C | C27H32 | M581.186T 581.18 | 391.8 | 118618
naringin 76923077 | N-ZPHOTFPESA-N C=C(0)C=C5h)C1 014 391.892 Flavonoids 57046 92 | 36.73
0.9032298 | YMNCVRSYJBNGLD | COC1=CC23CCCN2CCC4=C | C18H21 | M316.154T 316.15 | 262.9 | 452006
Cephalotaxine 46153846 | -KURKYZTESA-N C5=C(C=C4C3C10)0CO05 NO4 262.994 Alkaloids 41799 94 79.5
0.9030618 | FUQAYSQLAOJBBC- | OC12CCCC(C)(CCC3C1CC3 | C15H26 | M261.160T 261.16 | 40.94 | 993770
Beta-Caryophyllene Alcohol 46153846 | UHFFFAOYSA-N (©))cz2 0 40.945 Terpenoids 00016 48 | 8422
C[C@@H]1CC[C@@]2(OC1
)O[C@H]3C[C@H]4[C@@H
]5C\C=C/6C[C@@H](O)CC[
WQLVFSAGQJTQCK- | C@]6(C)[C@H]5CC[C@]4(C | C27H42 | M397.311T 397.31 | 797.9 | 727278
Spirost-5-en-3-ol, (3beta,25R)- 0.902232 | VKROHFNGSA-N )JIC@H]3[C@@H]2C 03 797.922 Terpenoids 05858 22 | 3.368
[2,3-dihydroxy-1-(7-methoxy-2-ox | 0.9013074 | BAHUBXAYVOCLNA | O=C10C=2C=C(OC)C(=CC2 | C20H24 | M394.186T | Phenylpropan | 394.18 | 146.2 | 198857




ochromen-6-yl)-3-methylbutyl] 61538462 | -WDZFZDKYSA-N C=C1)C(OC(=0)C(=CC)C)C( | O7 146.262 oids 55872 62| 19.18
(2)-2-methylbut-2-enoate O)C(0)(C)C
Pyroglutamic acid (not validated, | 0.8995622 | ODHCTXKNWHHXJ C5H7N | M130.050T | Amino acid | 130.05 | 54.46 | 216638
isomer of 88) 30769231 | C-UHFFFAOYSA-N 0O=C(0)CINC(=0)CC1 03 54.464 derivative 0085 44 602
C[C@H](CCC(=0)0)[C@H]1
CC[Ce@H]2[C@@]1([CeH
I(C[C@HB[C@H]2[C@@H]
0.8994436 | BHQCQFFYRZLCQQ- | (C[C@@HJ4[C@@]3(CC[C | C24H40 | M409.292T 409.29 | 1083. | 471062
Allocholic Acid 15384615 | PGHAKIONSA-N @H](C4)0)C)0)0O)C 05 1083.140 Terpenoids 24643 14| 1.855
0.8982834 | MMOXZBCLCQITDF- | CCN(CC)C(=0)C1=CC=CC( | C12H17 | M192.138T | Miscellaneou | 192.13 | 582.3 | 253936
DEET 61538462 | UHFFFAOYSA-N C)=C1 NO 582.351 s 82451 51| 2354
0.8903571 | WZRCQWQRFZITDX | CICNC(C2=CC(=C(C=C21)0O | C16H17 | M272.128T 272.12 | 698.2 | 371509
Higenamine 53846154 | -UHFFFAOYSA-N )O)CC3=CC=C(C=C3)0 NO3 698.218 Alkaloid 8059 18 | 87.56
0.8897221 | SZINCZMRZAUNQT- | O=CINC(C(=O)N2CCCC12) | C11H18 | M211.144T | Miscellaneou | 211.14 | 325.1 | 301351
Cyclo(leucylprolyl) 53846154 | UHFFFAOYSA-N CC(C)C N202 325.186 s 40732 86 | 5727
0.8878535 | ZWVHTXAYIKBMEE M137.060T 137.05 | 502.8 | 434834
2-Hydroxyacetophenone 38461538 | -UHFFFAOYSA-N O=C(C=1C=CC=CC1)CO C8H802 | 502.815 Phenols 98338 15 26.9
0.8854476 | PLQMEXSCSAIXGB- | CC1CCC(C2C1CCC(=C2)C) | C15H22 | M235.169T 235.16 | 781.6 | 144056
Artemisinic acid 15384615 | SAXRGWBVSA-N C(=C)C(=0)0 02 781.616 Terpenoids 92078 16 | 67.32
C1=CC=C(C=C1)C2=CC(=0)
C3=C(C(=C(C=C302)0c4c(
0.8846785 | HAYLVXFWJCKKDW | C(C(C(O4)COC5C(C(C(C(0O5 | C27H30 | M595.167T 595.16 | 253.4 | 233941
Oroxin B 38461539 | -IJTBWITGSA-N )C0)0)0)0)0)0)0)0)0 015 253.421 Flavonoids 65395 21| 05.82
Benzene and
0.8833619 | WIUFSDZVCOTFON- | O=CC1=CC=C(0OC)C(OC)=C | C9H100 | M167.070T | substituted 167.07 | 198.7 | 558281
3,4-Dimethoxybenzaldehyde 23076923 | UHFFFAOYSA-N 1 3 198.778 derivatives 02619 78 58.4




CC1CCC2(C(C3C(02)CCAC3
(CCC5C4CC=C6C5(CCC(CH)
OC7C(C(C(C(O7)CO)0)OCS
C(C(C(C(08)C0)0)0)0)OCI

0.8829383 | YQEMAEKYNNOCB | C(C(C(C(09)C)0)0O)0O)C)C)C | C45H72 | M885.487T 885.48 | 747.3 | 255803
Gracillin 07692308 | Y-IEMDQPGHSA-N )OC1 017 747.302 Terpenoids 66943 02| 6.675
COC1=C(C2=C[N+]3=C(C=C
0.8828048 | GYFSYEVKFOOLFZ- | 2C=C1)C4=CC5=C(C=C4CC | C19H15 | M322.107T 322.10 | 420.3 | 627417
Berberrubine 46153846 | UHFFFAOYSA-N 3)OCO05)0.[CI-] NO4 420.389 Alkaloids 68406 89 | 4717
0.8806858 | ZQSIJRDFPHDXIC-U | C1=CC(=CC=C1C2=COC3= | C15H10 | M255.065T 255.06 | 452.2 | 101913
Daidzein 46153846 | HFFFAOYSA-N C(C2=0)C=CC(=C3)0)O 04 452.258 Flavonoids 51596 58 | 88.88
0.8750981 | HSMPDPBYAYSOBC- | O=C1C=C(OC=2C(0OC)=C30 | C14H12 | M283.060T 283.05 | 572.4 | 547591
Khellin 53846154 | UHFFFAOYSA-N C=CC3=C(0C)C12)C 05 572.425 Flavonoids 99657 25| 07.57
4-[2-[(1R,4aS,5R,6R,8aS)-6-hydrox
y-5-(hydroxymethyl)-5,8a-dimethyl
-2-methylidene-3,4,4a,6,7,8-hexahy 0O=Cl0CC=Ci1c(0O)ccaC(=C
dro-1H-naphthalen-1-yl]-1-hydroxy | 0.8748133 | KHQNSSINIXVKMK- | )JCCC3C(C)(CO)C(O)CCC23 | C20H30 | M351.215T 351.21 | 582.3 | 251268
ethyl]-2H-furan-5-one 84615385 | QSCDNJGLSA-N C 05 582.351 Terpenoids 46454 51| 21.82
Cyclohexanecarboxylic acid,
1,3,5-trihydroxy-4-[[(2E)-3-(4-hydr COC1=CC(=CC=C10)\C=C\
oxy-3-methoxyphenyl)-1-oxo-2-pro C(=0)O[C@H]2[C@H](O)C]
pen-1-ylJoxy]-, 0.8737639 | VTMFDSJIVNQXLT- | C@@](O)(C[C@H]20)C(0)= | C17H20 | M369.117T | Phenylpropan | 369.11 | 232.1 | 128957
(1alpha,3alpha,4alpha,5beta)- 23076923 | KSQYBWRXSA-N O 09 232.122 oids 73005 22 4946
3,5-Dimethoxy-4-hydroxybenzalde | 0.8700572 | KCDXJAYRVLXPFO- | COC1=CC(=CC(=C10)0C)C | C9H100 | M183.065T 183.06 | 331.3 | 711461
hyde 30769231 | UHFFFAOYSA-N =0 4 331.334 Phenol 51683 34| 5879
Boldine 0.8698811 | LZJRNLRASBVRRX- | COC1=CC2=C(CC3N(C)CCC | C19H21 | M328.154T | Alkaloid 328.15 | 277.7 | 269280




53846154 | UHFFFAOYSA-N 4=CC(0)=C(0OC)C2=C34)C= | NO4 277.708 39519 08 | 2948
C10
COCC12CN(Cc)c3c4c(oc)c
1C3(C1CC3(0)C(OC(=0)C5=
0.8679294 | XUHIJBXVYNBQQBD | CC=CC=C5)C1C4(0OC(C)=0) | C33H45 | M632.309T 632.30 | 88.27 | 226793
Mesaconitine 61538462 | -UHFFFAOYSA-N C(0)c3oL)c(ceczo)oc NO11 88.278 Alkaloid 85051 82| 15.78
0.8664439 | RWSXRVCMGQZWB | O=C(O)CNC(=O)C(NC(=0)C | C10H17 | M308.092T 308.09 | 326.7 | 267207
Glutathione 23076923 | V-UHFFFAOYSA-N CC(N)C(=0)0O)Cs N306S | 326.744 Alkaloids 173 44 | 25.27
0.8623731 | NYHBQMYGNKIUIF- | C1=NC2=C(N1C3C(C(C(03) | C10H13 | M284.098T 284.09 | 54.95 | 112573
Guanosine 53846154 | UUOKFMHZSA-N CO)O)O)N=C(NC2=0)N N505 54.958 Alkaloids 84653 81| 0117
CC=C1CC(=C)C(C)(0O)C(=0)
FCEVNJIUIMLVML-U | OCC2=CCN3CCC(0OC1=0)C | C18H23 | M334.165T 334.16 | 147.0 | 112311
Seneciphyllin 0.86199 HFFFAOYSA-N 23 NO5 147.058 Alkaloids 48474 | 575 666
CC1c(Cc(c(c(or)ocac(oc(
C(C20)0C3Cc(Cc(Cc(c(o3)C)o
)O)O)OCACCC5(C6CCC7(C(
CB6CC=C5C4)CC8C7C(=C(O
0.8613637 | MDCUMTGKKLOMC | 8)CCC(C)COCIC(C(C(C(09) | C51H82 | M1031.546 1031.5 | 553.2 | 133247
Pseudoprotodioscin 69230769 | W-MQDUZHDNSA-N | C0O)0)0)0)C)C)C)C0)0)0)0 | 021 T553.214 Terpenoids 45837 14| 943.6
0.8607374 | ATIVZXXHKSYELS- | CCOC(=0)C=CC1=CC(=C(C | C12H14 | M223.097T | Phenylpropan | 223.09 | 579.7 | 134197
Ethyl ferulate 61538461 | FNORWQNLSA-N =C1)0)0C 04 579.748 oids 66148 48 | 65.49
0.8600216 | HXEACLLIILLPRG-U C6H11N | M130.086T 130.08 | 132.5 | 189467
DL-Pipecolinic acid 15384615 | HFFFAOYSA-N OC(=0)C(C1)NCCC1 02 132.508 Alkaloid 63345 08 | 756.2
Carboxylic
0.8594529 | XHHOHZPNYFQJKL- | O=C(O)C(N)CCC(=O)NC(C( | C14H18 | M295.129T | acids and | 295.12 | 98.09 | 785464
Glutamylphenylalanine 23076923 | UHFFFAOYSA-N =0)0)CC1=CC=CC=C1 N205 98.093 derivatives 94417 31 0.2




2-Methoxy-4-{(2S,3R)-7-methoxy-
3-methyl-5-[(1E)-1-propen-1-yl]-2,

COC1=CC(=CC=C10)[C@H]

3-dihydro-1-benzofuran-2-yl}pheno | 0.8578178 | ITDOFWOJEDZPCF-S | 20C3=C(C=C(\C=C\C)C=C3 | C20H22 | M327.159T | Miscellaneou | 327.15 | 426.1 | 215410
I 46153846 | ZJIHULOSA-N OC)[C@H]2C 04 426.127 S 92031 27 | 16.35
CC1CCC2(c(c3c(o2)ce4cs
(CCcChC4CcC=Co6ChH(CCC(Co)
0.8577759 | WXMARHKAXWRN | OC7C(C(C(C(0O7)C0)0)0)0) | C33H52 | M577.373T 577.37 | 583.9 | 296434
Diosgenin glucoside 23076923 | DM-GAMIEDRGSA-N | C)C)C)OC1 08 583.903 Terpenoids 30185 03| 3023
7-methoxy-9,10-dihydrophenanthre | 0.8570075 | RDKDIPDDUFMMMT | COC1=CC(0)=C2C(CCC3=C | C15H14 | M260.128T | Aromatic 260.12 | 355.3 | 618093
ne-2,5-diol 38461538 | -UHFFFAOYSA-N C(0)=CC=C23)=C1 03 355.347 compounds 82232 47 | 1477
CCN1CcC2(C)ccc(o)cs4ace
0.8547675 | AZAZKLKDEOMJBJ- | C(CC23)C12CC(C(0O)CC41)C | C22H33 | M360.253T 360.25 | 560.5 | 277111
Napelline 38461538 | UHFFFAOYSA-N (=C)C20 NO3 560.509 Alkaloid 34457 09 | 7.985
CC1(Ccc2(cces=c(cacuce
0.8545434 | VZRKWGPIZIDNHC- | CC4AC3(CCC5C4(CC(C(C5(C | C29H44 | M489.322T 489.32 | 65.84 | 922435
Polygalic acid 61538462 | UHFFFAOYSA-N )C(=0)0)0)0)C)C)C(=0)0O)C | 06 65.849 Organic acid 21281 9| 77.24
CcC1(Cc)c(cecez(cycieeey(
C)C2C(=0)C=C2C3CC(C)(C
CC3(C)CCC12C)C(0)=0)0C
0.8514722 | LPLVUJXQOOQHMX | 10C(C(O)C(0)C1OC10C(C( | C42H62 | M823.413T 823.41 | 596.5 | 518491
Licoricesaponin H2 30769231 | -UHFFFAOYSA-N 0O)C(O)C10)C(0)=0)C(0)=0 | 016 596.514 Terpenoids 29704 14| 0.895
CN1CC2=C(C=CC3=C20C0
0.8510798 | CIUHLXZTZWTVFL- | 3)C4=C1C5=CC6=C(C=C5C | C20H15 | M334.107T 334.10 | 452.2 | 170653
Dihydrosanguinarine 46153846 | UHFFFAOYSA-N =C4)0CO06 NO4 452.258 Alkaloids 67009 58 | 05.23
0.8505316 | DSSYKIVIOFKYAU- C10H16 | M153.128T 153.12 | 315.0 | 274359
Camphor 15384615 | UHFFFAOYSA-N CC1(C2Cccci(c(=0)2 e | o 315.058 Terpenoids 7601 58 17.94




3-propan-2-yl-2,3,6,7,8,8a-hexahyd | 0.8501549 | XLUAWXQORJEMBD | CC(C)CINC(=0)C2CCCN2C | C10H16 | M197.128T | Miscellaneou | 197.12 | 211.1 | 183479
ropyrrolo[1,2-a]pyrazine-1,4-dione | 23076923 | -UHFFFAOYSA-N 1=0 N202 211.113 S 84023 13| 56.58
Organic
GHOKWGTUZIEAQD | OCC(C)(C)[C@@H](O)C(=0 | CO9H17N | M220.118T | oxygen 220.11 | 110.4 | 130013
D-Pantothenic acid 0.84928 -ZETCQYMHSA-N JNCCC(0)=0 05 110.464 compounds 77876 64 | 975.2
0.8482490 | FURUXTVZLHCCNA | C1C(0C2=C(C1=0)C=CC(= | C15H12 | M257.081T 257.08 | 356.3 | 417359
Liquiritigenin 76923077 | -AWEZNQCLSA-N C2)0)C3=CC=C(C=C3)0 04 356.349 Flavonoids 08771 49 | 65.31
CC12CCcCc(c1cees4acace
C(C3)(C(=C)Cc4)0oCsC(c(c(C
0.8415126 | YWPVROCHNBYFTP | (O5)C0O)0)0)0)(C)C(=0)0C | C32H50 | M660.360T 660.36 | 525.4 | 124795
Rubusoside 92307692 | -OSHKXICASA-N 6C(C(C(C(06)C0O)0)0)0 013 525.415 Diterpenoids 00726 15| 11.23
COC1=C(C2=C[N+]3=C(C=C | C21H22
0.8413939 | RLQYRXCUPVKSAW | 2C=C1)C4=CC(=C(C=C4CC3 | NO4+.C | M352.155T 352.15 | 758.8 | 414586
Palmatine chloride 23076923 | -UHFFFAOYSA-M )JOC)OC)OC.[CI-] I- 758.883 Alkaloids 47697 83| 07.08
0.8399008 | QGBCGMGBGAHJIT- | CC1C2C3CC(01)0C20C=C3 | C11H14 | M227.091T 227.09 | 266.5 | 282372
Sarracenin 46153846 | UHFFFAOYSA-N C(=0)oC 05 266.548 Iridoids 11664 | 475 | 13.69
0.8354352 | LHYHMMRYTDARS | OC1(C)CCC(C(C)C)C2C=C( | C15H26 | M261.160T 261.15 | 191.2 | 216318
Cadin-4-En-10-Ol 30769231 | Z-UHFFFAOYSA-N Cc)ccce21 0] 191.250 Terpenoids 98929 5| 58.61
0.8338206 | TVHDZSRRHQKNEZ- | CC1(C/C=C/2C(CCC3C(C)(C | C20H30 | M303.232T 303.23 | 950.1 | 227603
Pimara-9(11),15-dien-18-oic acid 92307692 | UHFFFAOYSA-N CCC23C)C(0)=0)C1)Cc=C 02 950.188 Terpenoids 18557 88| 7.678
Clc(c(c(ccr(c(=0)0)o)oc
0.8319509 | CWVRITMFETXNAD | (=0)C=CC2=CC(=C(C=C2)O | C16H18 | M355.102T | Phenylpropan | 355.10 | 145.7 | 366209
Chlorogenic acid 23076923 | -JUHZACGLSA-N )O0)0)O 09 145.742 oids 19425 42 | 44.29
0.8315525 | OGIKMZVUJJYWKO- | COclcc2c3c(c1OC)CL(C=CC | C18H19 | M298.143T 298.14 | 214.7 | 592052
Stepharine 38461538 | UHFFFAOYSA-N (=0)C=C1)CC3NCC2 NO3 214.758 Alkaloid 33254 58 4908
Syringic acid 0.829917 | IMSVCTWVEWCHD | O=C(0)C1=CC(OC)=C(O)C( | C9H100 | M199.060T | Phenols 199.06 | 139.0 | 250681




Z-UHFFFAOYSA-N 0C)=C1 5 139.083 00701 | 835 | 203.6
0=C(0)C1=COC(0C20C(CO
0.8295053 | INNGEAWILNVFFD- | )C(O)C(O)C20)C3C1CC(O)C | C16H24 | M377.145T 377.14 | 281.7 | 270071
loganic acid 84615385 | CDJYTOATSA-N 3C 010 281.779 Organic acid 51673 79| 80.71
COC1=C(C=C2C3CcC4=C(C
0.8293104 | JKPISQIIWUONPB-H | N3CCC2=C1)C(=C(C=C4)0O) | C19H21 | M328.155T 328.15 | 165.8 | 114016
L-Stepholidine 61538461 | NNXBMFYSA-N 0C)o NO4 165.804 Alkaloids 49441 04 710.5
0O=C(0)C80C(OC2CcCC3(C)(
C4CC=C1C5CC(C)(C)CC(=0
)C5(C)(CCC1(C)c4(c)(cces
(C2(C)(COoy)c(ocroc(C
Soyasapogenol E  base  + | 0.8268369 | CROUPKILZUPLQA- | O)C(O)C(O)C7(OC60C(C)C( | C48H76 | M941.512T 941.51 | 662.0 | 261810
O-HexA-Hex-dHex 23076923 | UHFFFAOYSA-N 0)C(0)C6(0)))C(0)C8(0) 018 662.019 Terpenoids 16863 19| 4.666
0.8239643 | UAUDZVJPLUQNMU | NC(=0)CCCCCCCCCCC/C= | C22H43 | M338.342T 338.34 | 1141. | 534604
Erucamide 07692308 | -KTKRTIGZSA-N C\Cccccececece NO 1141.820 Amides 17444 82 7463
0.8233581 | ORHBXUUXSCNDEV | C1=CC(=CC2=C1C=CC(=0) M163.039T 163.03 | 515.4 | 271492
7-Hydroxycoumarin 53846154 | -UHFFFAOYSA-N 02)0 C9H603 | 515.435 Coumarins 89688 35| 417.2
0.8229472 | MXXWOMGUGJBKI | O=C(/C=C/C=C/clccc2c(c1)O | C17H19 | M286.144T 286.14 | 766.2 | 546308
piperine 30769231 | W-YPCIICBESA-N CO2)N1cccceel NO3 766.273 Alkaloid 41106 73| 7.639
0.8219743 | KUFXJZXMWHNCEH | CC1=C2CC(CCC2(CCC1=0) | C15H22 | M219.174T 219.17 | 766.2 | 319420
alpha-Cyperone 84615385 | -UHFFFAOYSA-N C)C(=C)C 0] 766.273 Terpenoids 44074 73| 6.188
0.8212001 | OLBNOBQOQZRLMP | O=C1C=C(OC)C(=0)C(OC)= M186.076T 186.07 | 1745. | 889762
2,6-Dimethoxyquinone 53846154 | -UHFFFAOYSA-N C1 C8H80O4 | 1745.480 Quinones 61553 48 | 6.454
0.8186656 | PGCKDCPTJAQQSQ- | CC(=CCclcc(ccclO)c2oc3ce( | C20H18 | M355.118T 355.11 | 663.5 | 921890
Isolicoflavonol 15384615 | UHFFFAQYSA-N 0O)cc(0)c3c(=0)c20)C 06 663.580 Flavonoids 7552 8 01.3
L-Tryptophan 0.8173811 | QIVBCDNIAJPQS-VI | C1=CC=C2C(=C1)C(=CN2)C | C11H12 | M205.097T | Organohetero | 205.09 | 166.8 | 722230




53846154 | FPVBQESA-N C(C(=0)O)N N202 166.827 cyclic 70576 27 | 084.4
compounds
Benzene and
0.8146465 | MDHYEMXUFSJLGV C10H12 | M165.091T | substituted 165.09 | 292.9 | 234947
Phenethylacetate 38461538 | -UHFFFAOYSA-N O=C(OCCC=1C=CcC=CC1)C | 02 292.991 derivatives 10975 91 8.811
CC(=CCC(CC1=C(C2=C(C=
0.8129888 | SUPRHWQIFJRUCQ- | C10)OC(CC2=0)C3=C(C=C( | C25H28 | M425.196T 425.19 | 705.5 | 827342
Kushenol F 46153846 | UHFFFAOYSA-N C=C3)0)0)0O)C(=C)C)C 06 705.560 Flavonoids 55143 6| 20.62
0OC1CC2=CC=30C0C3Cc=C2
0.8127403 | GHKISGDRQRSCII-Z | CAN(C)CC5=C60COC6=CC | C20H19 | M376.116T 376.11 | 539.6 | 574541
chelidonine 84615384 | OCIIQOWSA-N =C5C14 NO5 539.642 Alkaloid 6109 42 | 0.403
DLRVVLDZNNYCBX | OCC1OC(OCC20C(O)C(O)C | C12H22 | M360.150T | Miscellaneou | 360.14 | 44.89 | 860114
B-Gentiobiose 0.81255 -CQUJWQHSSA-N (0)C20)C(0)Cc(0)C10 011 44.896 s 98288 63| 560.1
COC1=C(C2=C3C(=C1)C=C
0.8095520 | ZYKCETVKVRIFGD- | N=C3C(=0)C4=CC(=C(C=C4 | C20H17 | M352.119T 352.11 | 1629. | 137612
Oxoglaucine 76923077 | UHFFFAOYSA-N 2)0C)oC)oC NO5 1629.230 Alkaloids 85548 23 37.1
[(1S,6S,7R)-6-acetyloxy-1-(3-meth
ylbutanoyloxy)spiro[4a,5,6,7a-tetra
hydro-1H-cyclopenta[c]pyran-7,2'- 0O=C(0OC1CcC2C(=COocC(0C(=
oxirane]-4-yl]methyl 0.8089753 | PHHROXLDZHUIGO- | O)CC(C)C)C2C310C3)COC( | C22H32 | M425.214T | Miscellaneou | 425.21 | 899.8 | 123048
3-methylbutanoate 07692308 | VKLNETFXSA-N =0)CC(C)C)C 08 899.824 s 4301 24 | 1.355
CC1CCC2(c(c3c(o2)ce4cs
0.8089007 | QOLRLLFIMZLYQJ-L | (C(=0)CC5C4CCCBC5(CCC( | C27H42 | M431.316T 431.31 | 646.4 | 404396
Hecogenin 69230769 | OBDNJQFSA-N C6)0)C)C)C)oC1 04 646.404 Terpenoids 60455 04 | 1.206
YPPZCRZRQHFRBH- | C1CC2=C(C=CC=C20)C(=0O | C10H10 | M163.076T 163.07 | 69.85 | 326071
5-Hydroxy-1-tetralone 0.80726 UHFFFAOYSA-N )C1 02 69.858 Phenol 55111 83| 37.15




C=CC1C(0C=C2C1=CCO0C2

0.8069628 | DUAGQYUORDTXO | =0)OC3C(C(C(C(03)C0O)0) | C16H20 | M357.118T 357.11 | 317.5 | 633775
Gentiopicrin 46153846 | R-GPQRQXLASA-N 0)O 09 317.585 Iridoids 75351 85| 75.29
0.8051523 | RZGFUGXQKMEMO | OCC\C=C/C[C@@H]1[C@H | C12H18 | M209.117T 209.11 | 314.0 | 741127
(-)-12-hydroxyjasmonic acid 84615385 | O-BSANDHCLSA-N ]J(CCC1=0)CC(0)=0 04 314.057 Jasmonic acid | 74634 57 | 79.09
0.8028898 | XYYAFLHHHZVPRN- | CC1=C2C(=0)OC(C2(CCC1) | C14H16 | M233.117T | Sesquiterpeno | 233.11 | 693.4 | 526589
Fraxinellone 46153846 | GXTWGEPZSA-N C)C3=COC=C3 03 693.436 ids 74733 36| 9.715
0.8020677 | DHZBEENLIJMYSHQ- | CC12C3CCC(C1(C(=0)0OC2= | C10H12 | M197.081T 197.08 | 224.4 | 118493
Cantharidin 69230769 | XCVPVQRUSA-N 0)C)03 04 224.495 Terpenoids 11203 95| 788.6
CCC1=C2CN3C(=CC4=C(C3
0.8016166 | FJHBVJOVLFPMQE- | =O)COC(=0)C4(CC)0)C2=N | C22H20 | M393.144T 393.14 | 491.8 | 163591
7-Ethyl-10-Hydroxy-Camptothecin | 15384615 | QFIPXVFZSA-N C5=C1C=C(C=C5)0 N205 491.843 Alkaloids 43229 43 | 9741
0.8014386 | UILPJVPSNHJFIK-UH | COC1=CC=C(C(C)=0)C(O)= | C9H100 | M167.070T 167.07 | 373.1 | 388029
Paeonol 92307692 | FFFAOYSA-N C1 3 373.115 Phenols 03241 15| 64.03
CC1(C)0C2=CC3=C(C(=0)C
0.7960479 | YXOATFKTEDZPFL- | =C(03)C4=CC=C(0)C=C4)C | C20H16 | M354.134T 354.13 | 586.5 | 643817
Carpachromene 23076923 | UHFFFAOYSA-N (O)=C2C=C1 05 586.551 Flavonoids 40324 51| 17.24
0.7936036 | HDTRYLNUVZCQOY | OCC10C(OC20C(CO)C(O)C | C12H22 | M365.106T 365.10 | 38.97 | 364276
Trehalose 15384615 | -LIZSDCNHSA-N (O)c20)c(0)c(o)c10 011 38.970 Carbohydrate | 61298 03| 459.7
CC(=CCC1=C2C(=C(C=C10
0.7923982 | YKGCBLWILMDSAV- | )OC)C(=0)CC(02)C3=CC=C | C21H22 | M355.154T 355.15 | 598.0 | 630497
Isoxanthohumol 30769231 | UHFFFAOYSA-N (C=C3)0)C 05 598.089 Chalcones 39857 89| 9027
3,8-dihydroxy-3,8-dimethyl-5-prop
an-2-ylidene-1,2,3a,4,7,8a-hexahyd | 0.7917780 | TXIKNNOOLCGADE- | O=C1C(=C(C)C)CC2C(CCC2 | C15H24 | M291.134T 291.13 | 175.4 | 305441
roazulen-6-one 76923077 | UHFFFAOYSA-N (O)c)c(o)(ce)er 03 175.487 Terpenoids 37758 87| 37.76
Apiin 0.7911000 | NTDLXWMIWOECH | C1C(C(C(O1)OC2C(C(C(OC | C26H28 | M565.155T | Flavonoids 565.15 | 362.7 | 499938




76923077 | G-YRCFQSNFSA-N 20C3=CC(=C4C(=C3)OC(=C | 014 362.709 54895 | 095 | 727.3
C4=0)C5=CC=C(C=C5)0)0)
C0)0)0)0)(CO)O
0O=C1C(0)=C(0C2=CC(0)=
0.7876172 | SQFSKOYWJIBQGKQ | CC(0)=C12)C3=CC=C(OC)C | C16H12 | M301.071T 301.07 | 598.0 | 150797
Kaempferide 30769231 | -UHFFFAOYSA-N =C3 06 598.089 Flavonoids 10707 89| 8795
Organonitrog
0.7854383 | QYPPJABKJHAVHS- C5H14N | M131.129T | en 131.12 | 35.00 | 815805
AGMATINE SULFATE 07692308 | UHFFFAOYSA-N C(CCN=C(N)N)CN 4 35.000 compounds 93364 02 | 2457
0.7820669 | NSRJSISNDPOJOP-B | COC1=CC2=C(C=C1)C3CO | C16H14 | M271.097T 271.09 | 502.8 | 111303
Medicarpin 23076923 | BRMVZONSA-N C4=C(C302)C=CC(=C4)0O 04 502.815 Flavonoids 68542 15| 353.2
0.7813046 | RZVAJINKPMORJF-U C8HIN | M152.071T 152.07 | 148.3 | 330818
Paracetamol 92307692 | HFFFAOYSA-N CC(=O)NC1=CC=C(0)C=C1 | 02 148.346 Phenol ether 08465 46 | 98.06
2-Cyclohexen-1-one,
4-hydroxy-4-(3-hydroxybutyl)-3,5, | 0.7806024 | CWOFGGNDZOPNFG | CC(O)CCC1(O)\C(=C/C(=0) | C13H22 | M209.154T | Miscellaneou | 209.15 | 287.9 | 382228
5-trimethyl- 61538461 | -UHFFFAOYSA-N CC1(Cc)C)C 03 287.904 s 36419 04 | 02.01
COC1=CC=C(C=C1)C1=CC(
=0)C2=C(O)C=C(O[C@@H]
30[C@H](CO)[C@@H](O)
C@H](0)[C@H]30[C@@H]
0.7768331 | MLWDGPFGTFOLRJ- | 30[C@@H](C)[C@H](O)[C | C28H32 | M593.187T 593.18 | 364.0 | 154840
Acacetin-7-O-neohesperidoside 53846154 | CUVHLRMHSA-N @@H](0O)[C@H]30)C=C201 | 014 364.027 Flavonoids 71136 27 | 87.66
CC(=0O)O[C@@H]1[C@H]2
Grayanotoxane-3,5,6,10,14,16-hexo CC[C@H]3[C@@](C)(O)IC
I, 14-acetate, | 0.7761685 | NXCYBYJXCIWMRY | @@H]4C[C@H](O)C(C)(C)[ | C22H36 | M395.244T 395.24 | 51.99 | 520141
(3beta,6beta,14R,16alpha)- 38461538 | -VGBBEZPXSA-N C@@J4(0)[C@H](O)C[C@ | O7 51.996 Terpenoids 38478 62 47.8




@]13C[C@@]2(C)O

COC\1CC2N(C)CC3(0)OCC

0.7750358 | YLWAQARRNQVEH 4=CC5=C(0CO5)C=C4C23\C | C18H21 | M314.139T 314.13 | 161.2 | 481468
Tazettine 46153846 | D-UHFFFAOYSA-N =C1 NO5 161.243 Alkaloids 87073 43 12.23
Benzenepropanamide, CC(=0)0cCc(cc1=Ccc=CcC=
N-[2-(acetyloxy)-1-(phenylmethyl) VZPAURMDJZOGHU- | C1)NC(=0)C(CC2=CC=CC= | C27H28 | M445.212T | Miscellaneou | 445.21 | 688.2 | 143967
ethyl]-alpha-(benzoylamino)- 0.774482 | UHFFFAOYSA-N C2)NC(=0)C3=CC=CC=C3 N204 688.207 s 22158 07 | 27.92
COC1=C(C=C(C=C1)C2C3C
0.7744190 | CPIKKWDCUOOTEW | OC(C3C02)C4=CC(=C(C=C4 | C21H24 | M373.164T | Phenylpropan | 373.16 | 461.6 | 207192
Phillygenin 76923077 | -YJPXFSGGSA-N )O)OC)OC 06 461.607 oids 39111 07 | 90.97
0.7709393 | NEZONWMXZKDMK | CC(=CCC(C1=CC(=0)C2=C( | C16H16 | M289.107T 289.10 | 244.3 | 269769
Alkannin 84615385 | F-JTQLQIEISA-N C=CC(=C2C1=0)0)0)0O)C 05 244.385 Quinones 72107 85| 5147
CC1c2c(ce3c(cee4acscece
0.7699624 | ALTRINCIVPIQNK-N | =C5C4(C(CC(C5)0)O)C)C)O | C27H40 | M429.300T 429.29 | 690.3 | 788380
Neoruscogenin 61538461 | HIXJPGBSA-N C16CCC(=C)CO06 04 690.301 Steroids 99527 | 005 | 6.367
0.7693343 | XLTFNNCXVBYBSX- | COC1=C(0)C=C(0)C2=C10 | C16H12 | M285.076T 285.07 | 323.1 | 221349
Wogonin 84615385 | UHFFFAOYSA-N C(=CC2=0)C1=CC=CC=C1 | 05 323.184 Flavonoids 55269 84 | 20.02
(1IR,2R,4S,7R,8S,12R)-7-(furan-3-y 0O=C10C(C)(C)C2CC(=0)C3(
1)-1,8,12,17,17-pentamethyl-3,6,16- C)C(CCC4(C)C(OC(=0)C50
trioxapentacyclo[9.9.02,4.02,8.012, | 0.7685415 | MAYJEFRPIKEYBL-D | C534)C6=COC=C6)C2(C=C1 | C26H30 | M455.207T 455.20 | 673.5 | 457247
18]icos-13-ene-5,15,20-trione 38461538 | KBZVKCESA-N )C o7 673.504 Terpenoids 70315 04 | 320.7
0.7669316 | PCMORTLOPMLEFB- | COC1=CC(\C=C\C(0)=0)=C | C11H12 | M225.076T | Phenylpropan | 225.07 | 222.4 | 222799
Sinapic acid 92307692 | ONEGZZNKSA-N C(0C)=C10 05 222.452 oids 59513 52 | 58.36
Cyclopenta[c]pyran-4-carboxylic CC(=0)0C\C1=C\[C@H](O)[
acid, 0.7613406 | DGDWCRWJRNMRK | C@H]\2[C@@H]1[C@@H]( | C18H24 | M455.117T 455.11 | 37.48 | 108706
7-[(acetyloxy)methyl]-1-(beta-D-gl | 15384615 | X-DILZHRMZSA-N 0\C=C2C(0)=0)0[C@@H]3 | 012 37.489 Iridoids 72672 85| 626.2




ucopyranosyloxy)-1,4a,5,7a-tetrahy
dro-5-hydroxy-, (1S,4aS,5S,7aS)-

O[C@H](CO)[C@@H](O)[C
@H](O)[C@H]30

0.7592463 | UGVIZCBJCSXBCJ-J | CC1CCCC2=CC(=0)C3C(C1 | C15H22 | M219.174T 219.17 | 674.0 | 122125
Avristolone 84615385 | WFUOXDNSA-N 2C)C3(C)C 0 674.037 Terpenoids 44015 37| 29.25
0.7567502 | KGPAYJZAMGEDIQ- | COclccc(CC2c3cc(0C)c(OC) | C21H27 | M358.201T 358.20 | 338.3 | 228653
Laudanoside 30769231 | UHFFFAOYSA-N cc3CCN2C)cclOC NO4 338.341 Alkaloid 14425 41 4260
0.7539693 | OIGWAXDAPKFNCQ C10H14 | M133.101T 133.10 | 179.0 | 454583
cuminyl alcohol 07692308 | -UHFFFAOYSA-N OCC1=CC=C(C=C1)C(C)C o) 179.038 Prenol lipids 12634 38| 4347
0.7495173 | ZNJFBWYDHIGLCU- | CCC=CCC1C(CCC1=0)CC(= | C12H18 | M211.133T 211.13 | 522.7 | 144672
(+/-)-Jasmonic acid 07692308 | UHFFFAOYSA-N 0)0 03 522.771 Fatty acid 31057 71| 76.96
O=P(0O)(0O)OP(=0)(0)OCC1 | C10H15
ADENOSINE-5-DIPHOSPHOGL | 0.7475723 | XTWYTFMLZFPYCI- | OC(N2C=NC=3C(=NC=NC3 | N5010P | M428.037T 428.03 | 47.93 | 603766
UCOSE 84615385 | KQYNXXCUSA-N 2)N)C(O)C10 2 47.932 Alkaloid 70819 18 | 7.169
0.7374956 | DTOSIQBPPRVQHS-P | CCC=CCC=CCC=CCCCCCC | C18H30 | M279.232T 279.23 | 789.4 | 473203
alpha-Linolenic acid 15384615 | DBXOOCHSA-N CC(=0)O 02 789.455 Fatty acyl 17692 55| 92.53
N-(1-hydroxy-3-phenylpropan-2-yl) | 0.7369115 | RFYNAVYPYXLVOM | OCC(CC1=CC=CC=C1)NC(= | C16H17 | M256.133T | Miscellaneou | 256.13 | 332.3 | 223225
benzamide 38461538 | -UHFFFAOYSA-N 0)C2=CC=CC=C2 NO2 332.337 S 33961 37| 52.02
0.7363823 | DNJVYWXIDISQRD- | CC12CCC3=C(C1CCC45C2C | C20H28 | M317.209T 317.20 | 815.8 | 290707
Cafestol 84615385 | HWUKTEKMSA-N CC(C4)C(C5)(Co)0)C=CO3 | 03 815.860 Terpenoids 94486 6 1.02
0.7325962 | BAVONGHXFVOKBV C10H16 | M135.117T 135.11 | 500.2 | 154176
Carveol 30769231 | -UHFFFAOYSA-N CC1=CCC(CC10)C(=C)C o) 500.258 Prenol lipids 71174 58 | 27.16
(2R,35,4S,5R,6R)-5-[(2S,3R,4R)-3,
4-dihydroxy-4-(hydroxymethyl)oxo OCCl0ocC(occe=2Cc=CCc=C
lan-2-yl]Joxy-2-(hydroxymethyl)-6-( | 0.7269531 | UWKRNCNWJVCHG | C2)C(OC30CC(0O)(CO)C30) | C19H28 | M434.203T | Miscellaneou | 434.20 | 339.3 | 108728
2-phenylethoxy)oxane-3,4-diol 53846154 | Z-DERWZFJFSA-N C(0)c10 010 339.315 S 28616 15| 666.2
Sinensetin 0.7268073 | LKMNXYDUQXAUC | COC1=C(C=C(C=C1)C2=CC | C20H20 | M373.128T | Flavonoids 373.12 | 595.4 | 102951




84615385 | Z-UHFFFAOYSA-N (=0)C3=C(C(=C(C=C302)0 | O7 595.479 81018 79| 4554
C)0C)oC)oc
0.7254417 | OWMJDOUOHDOUF | C1=CC=C(C=C1)CCC(=0)C | C19H18 | M263.144T 263.14 | 497.6 | 230502
Alnustone 69230769 | G-FNCQTZNRSA-N =CC=CC2=CC=CC=C2 O 497.626 Phenols 3549 26 | 21.03
COC1=CC(=CC(=C10)0C)C
2C3C0OC(C3C02)C4=CC(=C(
(-)-Syringaresnol-4-O-beta-D-apiof C(=C4)OC)OC5C(C(C(C(05)
uranosyl-(1-->2)-beta-D-glucopyra | 0.7253486 | BUBVKRMIMSPLND | CO)O)O)OC6C(C(CO6)(CO) | C33H44 | M730.293T 730.29 | 385.2 | 272255
noside 92307692 | -XSTKEGOHSA-N 0)0)oC 017 385.270 Pyran 30698 7| 2171
CN1CCC23C=C(C(=0)C=C2
0.7243483 | GVTRUVGBZQJVTF- | C1CC4=C3C(=C(C=C4)0C)O | C19H21 | M328.155T 328.15 | 199.8 | 455727
(-)-Sinoacutine 84615385 | YJYMSZOUSA-N )OC NO4 199.810 Alkaloids 48782 1| 636.2
Lipids and
0.7242374 | GEWDNTWNSAZUD | O=C(OC)CC1CCC(=0)C1CC | C13H20 | M225.149T | lipid-like 225.14 | 284.8 | 187779
Methyl jasmonate 61538461 | X-WQMVXFAESA-N | =CCC 03 284.828 molecules 86572 28 | 78.08
Organic
0.7220424 | DSLZVSRITYRBFB- | O=C(0)C(O)C(0)C(O)C(O)C | C6H100 | M233.025T | oxygen 233.02 | 1729. | 211221
MUCIC ACID 61538461 | DUHBMQHGSA-N (=0)0 8 1729.290 compounds 48023 29 | 09.38
0.7209367 | IQVQXVFMNOFTMU | CCCC=C1C2=C(C=CCC2)C( | C12H14 | M191.107T | Dihydrofuran | 191.10 | 718.1 | 137125
Ligustilide 69230769 | -FLIBITNWSA-N =0)01 02 718.173 S 68018 73| 70.68
COC1=CC=C(C=Cl)[C@@H
HMUJXQRRKBLVOO | J1CC(=0)C2=C(0)C=C(0)C= | C16H14 | M287.091T 287.09 | 308.9 | 116307
isosakuranetin 0.720408 | -AWEZNQCLSA-N C201 05 308.927 Flavonoids 10375 27 93.47
IBRKLUSXDYATLG- | CC1C2=CC(=C(C=C2CCN1) | C10H13 | M180.102T 180.10 | 51.99 | 124697
Salsolinol 0.718635 | UHFFFAOYSA-N 0)0 NO2 51.996 Alkaloid 20636 62 2290
7-Methoxy-4-methylcoumarin 0.7148563 | UDFPKNSWSYBIHO- | CC1=CC(=0)0OC2=C1C=CC( | C11H10 | M191.070T | Coumarins 191.07 | 289.9 | 135287




07692308 | UHFFFAOYSA-N =C2)0C 03 289.974 04652 74| 8249
(1S,2R,5R,6R,10R,13S,15S)-5-[(2
R,3E,5R)-5,6-dimethylhept-3-en-2-
yl]-6,10-dimethyl-16,17-dioxapenta OC1CCcC2(C)c3cce4(c)c(c
cyclo[13.2.2.01,°.02,6.0',**nonadec- | 0.7110172 | VXOZCESVZIRHCJ-L | CC4C5300C2(C=C5)C1)C(C | C28H44 | M451.315T 451.31 | 891.9 | 169315
18-en-13-ol 30769231 | NSUSAKYSA-N =CC(C)C(C)C)C 03 891.916 Terpenoids 49134 16 | 4.335
COC1=C(C=C2C(=C1)CC3C
0.7107127 | URQAEFLEDPPPFX- | 4=C2C(=C(C=C4CCN3)0)O | C18H19 | M314.139T 314.13 | 183.1 | 135330
Laetanine 69230769 | LBPRGKRZSA-N C)O NO4 183.105 Alkaloids 87647 05| 7544
CC1C2C3=CC(=C(C=C3CCN
0.7091726 | VRSRXLITYQVOHC- | 2CC4=C1C=CC(=C40C)0OC) | C22H27 | M370.201T 370.20 | 430.2 | 477850
Corydaline 15384615 | YEIJXKQKISA-N oC)oC NO4 430.204 Alkaloids 09138 04 3241
0.7087257 | CDICDSOGTRCHMG- | COC1=CC(\C=C\C=0)=CC( | C11H12 | M209.081T | Phenylpropan | 209.08 | 407.0 | 834929
Sinapoyl aldehyde 69230769 | ONEGZZNKSA-N 0C)=C10 04 407.076 oids 07948 76| 91.62
Organic acids
2-AMINO-2-METHYL-PROPANO | 0.7086722 | FUOOLUPWFVMBK C4AHIN | M104.071T | and 104.07 | 18.09 | 469435
ATE 30769231 | G-UHFFFAOYSA-N O=C(0)C(N)(C)C 02 18.096 derivatives 10993 5| 7.779
0.7081208 | COCYGNDCWFKTM | C1=CC=C(C=C1)C2=CC(=0) | C15H10 | M255.064T 255.06 | 317.5 | 128015
7,8-Dihydroxyflavone 46153846 | F-UHFFFAOYSA-N C3=C(02)C(=C(C=C3)0)0 04 317.585 Flavonoids 44887 85| 02.99
COC1=C(C2=C[N+]3=C(C=C
YBHILYKTIRIUTE-U | 2C=C1)C4=CC5=C(C=C4CC | C20H18 | M336.123T 336.12 | 905.3 | 784804
Berberine 0.703976 | HFFFAOYSA-N 3)0CO05)0C NO4+ 905.372 Alkaloids 3024 | 725 | 66.83
(2R,35,4S,5R,6R)-2-[[(2R,3R,4R)- OC[C@@]1(O)COo[C@@H](
3,4-dihydroxy-4-(hydroxymethyl)o OC[C@H]20[C@@H](OCC
xolan-2-ylJoxymethyl]-6-[2-(4-hydr | 0.7039202 | IVRQZYXIJBVMHCW | C3=CC=C(0)C=C3)[C@H](O | C19H28 | M450.196T 450.19 | 148.8 | 366976
oxyphenyl)ethoxy]oxane-3,4,5-triol | 30769231 | -OTCFHACESA-N )J[C@@H](O)[C@@H]20)[C | O11 148.866 Flavonoids 63527 66 | 652.9




@@H]10

CC(=C)C1CCC2(CCC3(C)C(

0.6991194 | SLWJVQQNDGLXTK- | CCC4C3(C)CCC5C(C)(C)C( | C30H46 | M453.336T 453.33 | 596.5 | 991664

Zizyberanalic acid 61538461 | UHFFFAOYSA-N 0)C(C=0)C45C)C12)C(0)=0 | 04 596.514 Terpenoids 59951 14| 0.387
O=C(C=CC1=CC=C(0)C=C1

0.6965377 | ORXQGKIUCDPEAJ- | )C=2C(0OC)=CC(0)=C(C20) | C21H22 | M372.181T 372.18 | 436.3 | 565545

xanthohumol 69230769 | YRNVUSSQSA-N CC=C(C)C 05 436.303 Flavonoids 1214 03| 20.72

OQWKEEOHDMUXE | CCCCCC=CC(=0)CCC1=CC | C17H24 | M277.180T 277.17 | 810.0 | 121541

6-Shogaol 0.693457 | O-BQYQJAHWSA-N | (=C(C=C1)0)0C 03 810.041 Phenols 97049 41 | 50.42
CCC1(C2=C(C0OC1=0)C(=0)

0.6929548 | XVMZDZFTCKLZTF- | N3CC4=CC5=C(C=CC=C50 | C21H18 | M379.129T 379.12 | 394.9 | 143471

9-Methoxycamptothecin 46153846 | NRFANRHFSA-N C)N=C4C3=C2)0O N205 394.960 Alkaloids 88975 6| 6523
COC1=CC=C(C=C1)C2=CC(

0.6929399 | ULSUXBXHSYSGDT- | =0)C3=C(02)C(=C(C(=C30 | C20H20 | M373.128T 373.12 | 666.1 | 815670

Tangeretin 23076923 | UHFFFAOYSA-N C)oc)oc)oc o7 666.184 Flavonoids 82177 84 | 49.33
(1S,3R,4S,5R)-1,3,5-Trihydroxy-4- O[C@@H]1C[C@@](O)(C[C
{[(2E)-3-(4-hydroxyphenyl)-2-prop @@H](O)[C@H]10C(=0)/C

enoyl]oxy}cyclohexanecarboxylic | 0.6916614 | XWRHBGVVCOSNK | =C/C2=CC=C(0)C=C2)C(0) | C16H18 | M339.108T | Phenylpropan | 339.10 | 253.4 | 412396

acid 61538461 | O-OTCYKTEZSA-N =0 08 253.421 oids 76828 21| 17.03

0.6891838 | LXNHXLLTXMVWP C8H11N | M170.081T 170.08 | 65.35 | 247699

Pyridoxine 46153846 | M-UHFFFAOYSA-N OC=1C(=NC=C(C1CcOo)Cco)C | 03 65.355 Alkaloid 12982 53| 20.38
CC(=CCC1=C(C=C(C2=C10

0.6858196 | RIANATGWWPNKAL | C(=C(C2=0)0)C3=CC=C(C= | C21H20 | M369.134T 369.13 | 609.5 | 238431

Isoanhydroicaritin 92307692 | -UHFFFAOYSA-N C3)0)0)oC)C 06 609.583 Flavonoids 3646 83| 365.1

0.6810101 | FHHSEFRSDKWJKJ- | COC1=C(C2=C(C=C10)0C( | C16H12 | M317.066T 317.06 | 300.2 | 174694

Eupafolin 53846154 | UHFFFAOYSA-N =CC2=0)C3=CC(=C(C=C3)0 | O7 300.222 Flavonoids 59525 22 | 3294




)O)O

5,7-dihydroxy-2-(4-hydroxyphenyl)

OCC10C(C(0)C(0)C10)C2=
C(0)C(C30C(CO)C(0)C(0)C

-6,8-bis[3,4,5-trihydroxy-6-(hydrox | 0.6792823 | FIAAVMILAGNUKW- | 30)=C40C(=CC(=0)C4=C2 | C27H30 | M595.167T 595.16 | 286.3 | 173541
ymethyl)oxan-2-yl]Jchromen-4-one | 84615385 | UHFFFAQYSA-N 0)C5=CC=C(0)C=C5 015 286.353 Flavonoids 69606 53 | 34.65
COC1=C(C=C(C=C1)C2=CC
0.6770041 | MRIAQLRQZPPODS- | (=0)C3=C(02)C(=C(C(=C30 | C21H22 | M403.139T 403.13 | 629.0 | 160591
Nobiletin 53846154 | UHFFFAOYSA-N C)0C)oC)ocC)oC 08 629.035 Flavonoids 85979 35 595
L-2,3-DIAMINOPROPIONIC PECYZEOJVXMISF-U C3H8N2 | M105.070T | Miscellaneou | 105.07 | 652.0 | 206588
ACID 0.675398 | HFFFAOYSA-N C(C(C(=0O)O)N)N 02 652.060 s 0333 6| 89.49
CC1C2C(C3c4(Cc(Cc(=0)C3(
0.6737623 | OGHYZHNTIINXEO- | C1C(=0)02)C)C(=CC(=0)C4 | C19H24 | M349.165T 349.16 | 728.1 | 180326
Eurycomalactone 07692308 | MGBQOKOWSA-N 0)C)C)O 06 728.168 Terpenoids 53611 68 | 8.473
O=C(0O)CCc(C)ciceeacse
0.6599522 | SMEROWZSTRWXGI | CCACC(O)CCC4(C)C3CCC1 | C24H40 | M394.329T 394.32 | 816.9 | 139301
Lithocholic Acid 30769231 | -HVATVPOCSA-N 2C 03 816.903 Terpenoids 9239 03 | 6.449
0.6594079 | VJILFEGOWCJNIK-M | C1CN2CC3=CC4=C(C=C3C5 | C16H19 | M290.138T 290.13 | 323.6 | 178832
Dihydrolycorine 23076923 | GRBZGILSA-N C2C1CC(C50)0)0Cc04 NO4 323.679 Alkaloids 83595 79 | 8309
C[C@]12CC[C@H]3[C@@H
0.6570180 | VOXZDWNPVJIITMN- | ]J(CCC4=CC(0)=CC=C34)[C | C18H24 | M273.185T 273.18 | 620.6 | 128988
ESTRADIOL 76923077 | ZBRFXRBCSA-N @@H]1CC[C@@H]20 02 620.637 Terpenoids 53328 37 80.6
0O=C10CC(CC2=CC=C(0C)
0.6560661 | NQWVSMVXKMHKT | C(OC)=C2)C1CC3=CC=C(0O) | C21H24 | M390.191T | Phenylpropan | 390.19 | 582.3 | 231456
arctigenin 53846154 | F-JKSUJKDBSA-N C(0C)=C3 06 582.351 oids 0818 51| 09.67
9-hydroxy-7-(2-hydroxypropan-2-y | 0.6551831 | ALGYTGOYQATWB | O=C(O)C1(C)CCCC2(C3=CC | C20H28 | M333.204T 333.20 | 730.0 | 172294
1)-1,4a-dimethyl-2,3,4,9,10,10a-hex | 53846154 | A-UHFFFAOYSA-N =C(C=C3C(0)CC12)C(0)(C) | 04 730.017 Terpenoids 36542 17| 3.031




ahydrophenanthrene-1-carboxylic
acid

C)C

(1S,3R,4R,5R)-1,3,4-trihydroxy-5-[
(E)-3-(4-hydroxyphenyl)prop-2-eno

O[C@@H]IC[C@](O)(CIC@
@H](OC(=0)\C=C\C2=CC=C

ylJoxycyclohexane-1-carboxylic 0.6550524 | BMRSEYFENKXDIS- | (O)C=C2)[C@@H]10)C(0O)= | C16H18 | M339.108T | Phenylpropan | 339.10 | 274.0 | 187114
acid 61538462 | OTCYKTEZSA-N O 08 274.096 oids 77547 96 | 712.6
COC1=C(C2=C(C=C1)C=C3
0.6536976 | PTPHDVKWAYIFRX- | C4=CC(=C(C=C4CCN3C2)0O | C21H23 | M354.170T 354.17 | 441.3 | 589057
Dihydropalmatine 92307692 | UHFFFAOYSA-N C)oc)oc NO4 441.384 Alkaloids 03401 84 | 8117
COC1=C(C2=C(C=C1)C=C3
0.6531839 | ZHYQCBCBTQWPLC | C4=CC5=C(C=C4CCN3C2= | C20H17 | M352.118T 352.11 | 556.3 | 831311
Oxyberberine 23076923 | -UHFFFAOYSA-N 0)OCO05)0C NO5 556.340 Alkaloids 84543 4| 5.145
OCco0Cc(occ(Cc)cccr(o)(
OC6CC5C8CC=C4CC(OC30
C(CO)Cc(0)c(oc1roc(co)c(
0O)C(0)C1(0))C3(0C20C(C)
C(O)C(0)C2(0)))cce4(c)cs
Furostane base -2H + O-Hex, | 0.6526925 | GMCGZPQYTRHQRU | (CCC5(C)C6C7(C))))C(O)C( | C51H84 | M1047.536 1047.5 | 481.8 | 121865
O-Hex-Hex-dHex 38461538 | -UHFFFAOYSA-N 0)C9(0) 023 T481.832 Terpenoids 35808 32 8734
0.6525720 | LHALPBMIOVAHH-U | COC1=CC2=C(C=C1)C=CC( | C10H8O | M177.055T 177.05 | 141.6 | 126385
7-Methoxycoumarin 76923077 | HFFFAOYSA-N =0)02 3 141.644 Coumarins 45269 44 | 334.3
O=C(OC1CC(0O)(C(=0)0C)C
0.6517178 | MZNIJRAPCCELQX- | C(0)C10)C=CC2=CC=C(0) | C17H20 | M391.100T | Phenylpropan | 391.10 | 307.3 | 686440
methyl chlorogenate 46153846 | AWOKGZDASA-N C(0)=C2 09 307.386 oids 01185 86 | 75.64
0.6511745 | QMQIQBOGXYYATH | CC1CCC2(C(C3C(02)CC4C3 | C27H42 | M431.317T 431.31 | 567.7 | 365253
Ruscogenin 38461538 | -IDABPMKMSA-N (CCC5C4CccC=Ce6C5(C(CC(C6 | O4 567.769 Terpenoids 66988 69 | 26.33




)0)0)C)C)C)OC1

0.6485330 | RAYQKHLZHPFYEJ- | COC1=CC2=C(OC(=0)C=C2 | C12H12 | M254.102T | Phenylpropan | 254.10 | 174.4 | 247343

6,7,8-trimethoxychromen-2-one 76923077 | UHFFFAOYSA-N )C(OC)=C10C 05 174.496 oids 2033 96 10.26
0=C10C=2C=C30C(CC3=C

0.6469838 | AWMHMGFGCLBSA | C2C=C1C(C=C)(C)C)C(OC(= | C21H24 | M374.197T | Phenylpropan | 374.19 | 360.9 | 468043

rutamarin 46153846 | Y-UHFFFAOYSA-N 0O)C)(C)C 05 360.918 oids 66708 18| 59.79
CC1CCC2(C(C3(c(o2)ce4c
3(CCccsC4cc=cecs5(ccc(c
6)OC7C(C(C(C(O7)CO)OC8
C(C(C(C(08)C)0)0)0)0)0oC

0.6468704 | NABPSKKFOWENEB | 9C(C(C(C(09)C)0)0)0O)C)C) | C45H72 | M885.486T 885.48 | 483.8 | 753915

Pennogenin 3-O-beta-chacotrioside | 61538462 | -KUYDPMQHSA-N 0)C)oC1 017 483.894 Saponins 5722 94| 017.8
CC(=CCC1=C(C=CC2=C10

0.6446913 | KYFBXCHUXFKMG | C(CC2=0)C3=CC=C(C=C3) | C20H20 | M325.143T 325.14 | 357.3 | 221446

Isobavachin 84615385 | Q-IBGZPJMESA-N 0)Oo)C 04 357.360 Flavonoids 28182 6 91.3

(2R,35,4S,5R,6S)-2-[[(2S,3R,4R)-3

,4-dihydroxy-4-(hydroxymethyl)ox OCCl(0)coc(ocecaoc(oc

olan-2-ylJoxymethyl]-6-(3,4,5-trim | 0.6425520 | CKGKQISENBKOCA- | =3C=C(OC)C(OC)=C(OC)C3 | C20H30 | M496.203T | Miscellaneou | 496.20 | 246.3 | 506736

ethoxyphenoxy)oxane-3,4,5-triol 76923077 | NHBPFIHPSA-N )C(O)C(0)C20)C10 013 246.386 s 28259 86 | 5989

0.6391462 | PZSJOBKRSVRODF- | CC(=0)OC1=C(C=C(C=C1)C | C10H10 | M195.065T 195.06 | 140.6 | 723896

Acetylvanillin 30769231 | UHFFFAOYSA-N =0)0C 04 140.615 Phenol 51758 15| 7.994

Lipids and

0.6369602 | FATBGEAMYMYZAF | CCCCCCCCC=CCCCCCCC | C18H35 | M282.279T | lipid-like 282.27 | 1468. | 625129

Oleamide 30769231 | -UHFFFAOYSA-N C(=O)N NO 1468.050 molecules 85532 05| 5.186

RURHILYUWQEGOS- C10H10 | M163.076T | Phenylpropan | 163.07 | 317.0 | 653503

0.636806 | VOTSOKGWSA-N Cclcce(ccl)/C=C/C(=0)0 02 317.078 oids 55329 78 | 23.38




Organonitrog

0.6348299 | DKNWSYNQZKUICI- C10H17 | M152.143T | en 152.14 | 67.38 | 111921
Amantadine 23076923 | UHFFFAOYSA-N NC12CC3CC(CC(C3)C1C2 | N 67.387 compounds 34197 73| 9195
0.6340606 | RNZIQNGNLJSLHV- | COclc2c(nc3occcl3)C(CC=C | C18H23 | M318.170T 318.16 | 104.2 | 562576
Haplophyllidine 15384615 | UHFFFAOYSA-N (C)C)(OC)C(0)CC2 NO4 104.270 Alkaloid 96392 7| 9154
CC1=COC2=C1C(=0)C(=0)
0.6306618 | HYXITZLLTYIPOF-U | C3=C2C=CC4=C3CCCC4(C) | C19H18 | M295.133T 295.13 | 486.0 | 821846
Tanshinone 1A 46153846 | HFFFAOYSA-N C 03 486.030 Diterpenoids 28504 3| 7.097
0.6306230 | KLXHCGFNNUQTEY | O=C(OC)C=CC1=CC(OC)=C | C13H16 | M253.107T | Phenylpropan | 253.10 | 25.59 | 148431
Methyl 3,4,5-trimethoxycinnamate | 76923077 | -AATRIKPKSA-N (oC)c(oc)=C1 05 25.590 oids 68644 | 045 | 0.974
0.6295893 | RAPZEAPATHNIPO-U | Cclnc2CCCCn2¢(=0)c1CCN | C23H27 | M411.218T 411.21 | 673.5 | 435558
RISPERIDONE 07692308 | HFFFAOYSA-N 3CCC(CC3)c4nochec(F)ceeds | FN4O2 | 673.504 Alkaloid 75635 04 85.5
(2E,4E)-5-(1,3-benzodioxol-5-yl)-N
-(2-methylpropyl)penta-2,4-dienam | 0.6291565 | WHAAPCGHVWVUE | CC(C)CNC(=0)/C=C/C=C/cl | C16H19 | M274.144T 274.14 | 165.8 | 120359
ide 38461538 | X-GGWOSOGESA-N | ccc20COc2cl NO3 165.804 Alkaloids 42446 04 | 31.09
0.6263381 | DCXYFEDJOCDNAF- C4H8N2 | M133.061T 133.06 | 41.93 | 322515
Asparagine 53846154 | UHFFFAOYSA-N C(C(C(=0)O)N)C(=O)N 03 41.932 Amino acids 09537 22| 691.2
0.6246654 | XGVIWXAYKUHDO | C1CN2CC3=CC4=C(C=C3C5 | C16H17 | M288.124T 288.12 | 475.6 | 402378
Lycorine 61538461 | O-DANNLKNASA-N | C2C1=CC(C50)0)0C0O4 NO4 475.602 Alkaloid 35951 02 | 20.15
Organic
0.6190231 | ATHGHQPFGPMSJY- C7H19N | M146.165T | nitrogen 146.16 | 33.02 | 243093
SPERMIDINE 53846154 | UHFFFAOYSA-N NCCCNCCCCN 3 33.026 compounds 52094 56 | 001.6
methyl
(1S,4aR,7aR)-4a-hydroxy-7-(hydro 0O=C(OC)C1=COocC(0c20c(C
xymethyl)-1-[(2S,3R,4S,5S,6R)-3,4 LDBMLOLBWUOZG | O)C(O)C(0)C20)C3C(=CCC | C17H24 | M405.141T | Miscellaneou | 405.14 | 220.4 | 390034
,5-trihydroxy-6-(hydroxymethyl)ox | 0.618056 | G-DOFVRBEMSA-N 130)CO o1 220.439 S 06351 39| 7297




an-2-ylJoxy-5,7a-dihydro-1H-cyclo
penta[c]pyran-4-carboxylate

(2S,3R,4S5,5S,6R)-2-[4-[(3S,3aR,6S
,6aR)-6-[3,5-dimethoxy-4-[(2S,3R,

4S,5S,6R)-3,4,5-trihydroxy-6-(hydr
oxymethyl)oxan-2-ylJoxyphenyl]-1,
3,3a,4,6,6a-hexahydrofurol[3,4-c]fur

COC1=CC(=CC(OC)=C10[C
@@H]20[C@H](CO)[C@@
H](O)[C@H](O)[C@H]20)[C
@H]30C[C@H]4[C@@H]3C
O[C@@H]4C5=CC(OC)=C(
O[C@@H]60[C@H](CO)[C

an-3-yl]-2,6-dimethoxyphenoxy]-6- | 0.6180123 | FFDULTAFAQRACT- | @@H](O)[C@H](O)[C@H]6 | C34H46 | M760.304T | Phenylpropan | 760.30 | 341.8 | 112740

(hydroxymethyl)oxane-3,4,5-triol | 84615385 | XKBSQSBASA-N 0)C(OC)=C5 018 341.810 oids 37091 1| 4603
CN1CC2(C3CCAC5(C2C1C3

0.6174286 | NFYYATWFXNPTRM | CO4)C6=CC=CC=C6NC5=0) | C20H22 | M323.176T 323.17 | 236.6 | 163455

Gelsemine 92307692 | -UHFFFAOYSA-N c=C N202 | 236.692 Alkaloid 56173 | 92| 830.2

0.6162743 | ZHYZQXUYZINEHD- C10H16 | M169.122T 169.12 | 331.3 | 327827

Geranic acid 07692308 | VQHVLOKHSA-N 0=C(0)C=C(C)CCC=C(C)C | 02 331.334 Prenol lipids | 23121 | 34| 75.36
CN1CCC23CC(=0)C(=CC2C

0.6140538 | INYYVPJISBIVGPH-Q | 1CC4=C3C(=C(C=C4)0C)0) | C19H23 | M330.170T 330.16 | 412.7 | 601839

Sinomenine 46153846 | HRIQVFBSA-N oc NO4 412.706 Alkaloids 97845 | 06| 700.6

0.6139038 | XVULBTBTFGYVRC- | OC(C=C)(C)CCCIC(O)(C)C | C20H36 | M326.305T 326.30 | 897.1 | 379755

sclareol 46153846 | UHFFFAOYSA-N CC2C(C)(C)CCCC12C 02 897.191 Terpenoids 50967 | 91| 0.037
C1C(C(C(C(01)C2=C3C(=C(
C(=C20)CA4C(C(C(C(04)CO)

MMDUKUSNQNWVE | 0)0)0)0)C(=0)C=C(03)C5= | C26H28 | M565.156T 565.15 | 323.6 | 276470

Schaftoside 0612921 | T-WMRYYKKOSA-N | CC=C(C=C5)0)0)0)0 014 323.679 Flavonoids 58782 | 79 56

NEOSTIGMINE METHYL | 0.6119294 | OSZNNLWOYWAHSS | CN(C)C(=0)Oclccce(cL)[N+] | C13H22 | M223.144T | Miscellaneou | 223.14 | 51.99 | 182585

SULFATE 61538462 | -UHFFFAOYSA-M (C)(C)C.COS(=0)(=0)[0-] | N206S | 51.996 s 40158 | 62| 961.2




OCCI0C(OCC(C)CCCT(0)(
OCBCC5C8CC=C4CC(OC30
C(CO)C(OC1OC(C)C(0)C(0)
C1(0))C(0)C3(0C20C(C)C(
0)C(0)C2(0)))CCC4(C)C8(C

Furostane base -2H + O-Hex, | 0.6109460 | LVTIOONKWUXEFR- | CC5(C)C6C7(C))))C(0)C(O) | C51H84 | M1031.546 1031.5 | 525.4 | 283711
O-Hex-dHex-dHex 76923077 | UHFFFAOYSA-N C9(0) 022 T525.415 Terpenoids 45901 15| 57.53
Methyl
(2R,3S)-3-(benzoylamino)-2-hydro | 0.6077435 | UYJLJICUXJPKTB-LS | COC(=0)C(C(C1=CC=CC=C | C17H17 | M300.123T 300.12 | 304.3 | 410655
xy-3-phenylpropanoate 38461538 | DHHAIUSA-N 1)NC(=0)C2=CC=CC=C2)0 | NO4 304.343 Alkaloids 33802 43 | 60.32
C16H17
0.6076933 | SWWQQSDRUYSMA | C1CNC(C2=CC(=C(C=C21)O | NO3.HC | M272.128T 272.12 | 232.1 | 164431
Demethylcoclaurine hydrochloride | 84615385 | R-UHFFFAOYSA-N )O)CC3=CC=C(C=C3)0.CI I 232.122 Alkaloid 7964 22 | 7557
CC1(C2CC(=0)Cc3(c(c24co
C(=0)CC401)CCCh(C36C(0O
0.6075269 | KBDSLGBFQAGHBE- | 6)C(=0)OC5C7=COC=C7)C) | C26H30 | M471.201T 471.20 | 609.5 | 668543
Limonin 23076923 | MSGMIQHVSA-N C)C 08 609.583 Terpenoids 06711 83 810
OC1(C)CC2=CC(OC)=C(0C)
0.6060563 | YEFOAORQXAOVIQ | C(OC)=C2C=3C(0OC)=C(OC) | C24H32 | M450.248T | Phenylpropan | 450.24 | 651.5 | 149215
schizandrin 84615385 | -RZFZLAGVSA-N C(OC)=Cc3ccic o7 651.559 oids 84716 59 12.3
0.6058728 | WRTWKAQFZYXAEJ | CC(C)(C(CC1=C(C=C2C(=C | C14H16 | M265.107T 265.10 | 341.8 | 194368
Peucedanol 46153846 | -UHFFFAOYSA-N 1)C=CC(=0)02)0)0)0 05 341.810 Coumarins 70313 1| 7782
(2S,3R,4S,5S,6R)-2-[4-[(3S,3aR,6S COC1=CC(=CC(OC)=C10)[
,6aR)-3-(4-hydroxy-3,5-dimethoxy C@H]20C[C@H]3[C@@H]2
phenyl)-1,3,3a,4,6,6a-hexahydrofur | 0.6002843 | WEKCEGQSIIQPAQ-I | CO[C@@H]3C4=CC(OC)=C( | C28H36 | M598.249T | Phenylpropan | 598.24 | 399.4 | 421212
0[3,4-c]furan-6-yl]-2,6-dimethoxyp | 07692308 | RBNZIFYSA-N O[C@@H]50[C@H](CO)[C | 013 399.464 oids 91314 64 | 8115




henoxy]-6-(hydroxymethyl)oxane-3
,4,5-triol

@@H](O)[C@H](O)[C@H]5
0)C(OC)=C4

COC1=C(C=C(C=C1)CC2CO
C(=0)C2CC3=CC(=C(C=C3)

0.6002653 | XOJVHLIYNSOZOO- | OC4C(C(C(C(04)C0O)0)0)0) | C27H34 | M552.245T 552.24 | 461.6 | 676575
Arctiin 84615385 | SWOBOCGESA-N oc)oc 011 461.607 Lignans 49117 07 | 68.34
methyl
(1S,4aR,7aR)-4a-hydroxy-7-(hydro
xymethyl)-1-[(2S,3R,4S,5S,6R)-3,4
,5-trihydroxy-6-(hydroxymethyl)ox 0O=C(OC)C1=COocC(0c20c(C
an-2-ylJoxy-5,7a-dihydro-1H-cyclo LDBMLOLBWUOZG | O)C(O)C(O)C20)C3C(=CCC | C17H24 | M405.141T | Miscellaneou | 405.14 | 220.4 | 390034
penta[c]pyran-4-carboxylate 0.618056 | G-DOFVRBEMSA-N 130)CO o1 220.439 S 06351 39| 7297




Negative ion mode

Composit mzme | rtme | QLY.P.F
NameEN eScore InChlKey SMILES Formula | name Class d d MDD2
(E)-5-(2,3-dimethyl-4,5,6,7-tetrah
ydro-1H-tricyclo[2.2.1.02,6]hepta HIXMNVQARNZTEE-U CCCCC1C2=CC=CC=C2C(=0)0 | C12H14 | M191.107T 191.10 | 180. | 53627
n-3-yl)-2-methylpent-2-enoic acid | 1 HFFFAOYSA-N 1 02 180.558 Benzofurans 68 558 772
KWTSXDURSIMDCE-U M136.112T 136.11 | 1595 | 3.48E+
3-Hydroxybenzaldehyde 1 HFFFAOYSA-N CC(Cclccecccl)N C9H13N | 1595.220 Benzenoids 21 .22 08
XMVQWNRDPAAMIJB- | O=C(O)CCCCCCCCCCCCC1C= | C18H32 | M298.274T 298.27 | 830. | 99926
4-Hydroxybenzoic acid 1 UHFFFAQYSA-N ccci 02 830.078 Fatty acid 4 | 0785 424
UYTPUPDQBNUYGX-U C5H5N5 | M152.057T 152.05 | 54.9 | 1.61E+
Benzene-1,2,4-triol 1 HFFFAOYSA-N c1[nH]c2c(=0)[nH]c(nc2n1)N | O 54.958 Alkaloid 67 581 08
COC1=C(C2=C[N+]3=C(C=C2C
MXTLAHSTUOXGQF-U | =C1)C4=CC(=C(C=C4CC3)0)0 | C20H20 | M338.139T 338.13 | 349.| 27368
Chrysin 1 HFFFAOQYSA-O C)ocC NO4+ 349.086 Alkaloids 89 | 0855 036
GTEXBOVBADJOQH-F | 0O=C10C(C=CC2=CC=C30COC | C15H14 | M275.093T 275.09 | 444.| 27998
Coixol 1 WEMWIAWSA-N 3=C2)CC(0C)=C1 05 444.441 Phenols 35 441 297
DFPAKSUCGFBDDF-UH C6H6N2 | M123.056T 123.05 | 1749 | 15459
Fumaric acid 1 FFFAOYSA-N NC(=0)c(c1)cnccl (0] 1749.140 Alkaloid 55 14 020
DTUQWGWMVIHBKE- M121.065T 121.06 | 652. | 14456
Quinic acid 1 UHFFFAQYSA-N 0O=CCC=1C=CC=CC1 C8H80O | 652.060 Phenols 5 06 949
UNXHWFMMPAWVPI- C4H100 | M123.056T 123.05 | 1728 | 36580
Emodin 1 QWWZWVQMSA-N 0cCc(o)c(o)co 4 1728.270 Sugar alcohol 55 .27 971
0.999968
69230769 | OISVCGZHLKNMSJ-UH M108.081T 108.08 | 1603 | 92876
Methyl hexadecanoate 2 FFFAOYSA-N CC1=CC=CC(C)=N1 C7HSN 1603.130 Alkaloid 13 13 229




0.999944

07692307 | ANJTVLIZGCUXLD-DT Cl[C@H]2CNC[C@@H]1C3= | C11H14 | M191.118T 191.11 | 40.9 | 1.39E+
Ferulic acid 7 WKUNHWSA-N CC=CC(=0)N3cC2 N20 40.945 Alkaloid 8 448 09

0.999623

69230769 | HDVAWXXJVMJBAR-V | OC[C@@H]1CCCN2CCCC[C@ | C10H19 | M170.154T 170.15 | 41.4 | 2.32E+
Mulberrin 2 HSXEESVSA-N H]12 NO 41.438 Alkaloid 39 384 08

0.999451

76923076 | TZSYLWAXZMNUJB-UH | C[N+]1=CC=CC(=C1)C(=0)O.[ | C7H7NO | M138.055T 138.05 | 39.9 | 3.72E+
Glyceric acid 9 FFFAOYSA-N Cl-] 2.HCl 39.958 Alkaloid 49 576 08

0.999012

92307692 | NFGIENSPALNOON-UH | CON1C=C(C2=CC=CC=C21)C= | C10H9N | M176.071T 176.07 | 100. | 1.94E+
Citric acid 3 FFFAOYSA-N 0] 02 100.151 Alkaloid 05 151 08

0.998841

84615384 | RGHHSNMVTDWUBI-U M123.044T 123.04 | 251.| 53879
Genistein 6 HFFFAOYSA-N C1=CC(=CC=C1C=0)0 C7H602 | 251.875 Phenol 43 875 658

0.998570 O=C1CCC[C@@H]2[C@H]3C

92307692 | ZSBXGIUJOOQZMP-JLN | CCNACCC[C@@H](CN12)[C C15H24 | M249.196T 249.19 | 263. | 1.03E+
D-Gluconic acid 3 YLFASSA-N @@H]34 N20 263.493 Alkaloid 62| 493 09

0.998569

76923076 | AAGFPTSOPGCENQ-JL | C1CC2CN3C(CC=CC3=0)C4C2 | C15H22 | M247.181T 247.18 | 87.7 | 4.15E+
Abscisic acid 9 NYLFASSA-N N(C1)ccca N20 87.740 Alkaloid 06 | 403 10

0.998150

07692307 | ZSBXGIUJOOQZMP-BH | C1CC2C3CCCN4C3C(CCCA)CN | C15H24 | M249.196T 249.19 | 1039 | 1.76E+
Kaempferol 7 PKHCPMSA-N 2C(=0)C1 N20 1039.340 Alkaloid 61 .34 08

0.998138 | JYUIIVLEOETIQ-UHFFF | C1ICCN2CC3CC(C2C1)CN4C3C | C15H24 | M249.196T 249.19 | 77.4 | 9.12E+
Diosgenin glucoside 38461538 | AOYSA-N CCC4=0 N20 77.472 Alkaloid 61 72 10




5

0.998119

46153846 | KZSNJWFQEVHDMF-B C5H11N | M118.087T 118.08 | 1610 | 27695
Gallic acid 1 YPYZUCNSA-N CC(C)C(C(=0)O)N 02 1610.480 | Alkaloids 67 | .48 130

0.997129

23076923 | XVPBINOPNYFXID-LHD | C1CC2C3CCC[N+]4(C3C(CCC4 | C15H24 | M265.191T 265.19 | 170. | 3.14E+
columbianetin 1 UFFHYSA-N JCN2C(=0)C1)[O-] N202 170.916 Alkaloid 1 916 10

0.996375

84615384 | HKQYGTCOTHHOMP-U | COC1=CC=C(C=C1)C2=COC3= | C16H12 | M269.080T 269.08 | 1699 | 31152
trans-4-Coumaric acid 6 HFFFAOYSA-N C(C2=0)C=CC(=C3)0 04 1699.040 Flavonoids 05 .04 37
(2R,3R)-3,5-dihydroxy-2-(4-hydrox
yphenyl)-7-methoxy-2,3-dihydroc IRZVHDLBAYNPCT-UHF | COC1=CC(=C2C(=C1)0OC(=CC2 | C16H12 | M269.080T 269.08 | 1792 | 31108
hromen-4-one 0.996268 | FFAOYSA-N =0)C3=CC=CC=C3)0 04 1792.940 Flavonoids 05 .94 03

0.995597 0=C(0)C1(0)CC(0)Cc(0C(=0)

53846153 | GYFFKZTYYAFCTR-UCE | C=CC2=CC=C(0)C(0)=C2)C(O | C16H18 | M355.102T | Phenylpropa | 355.10 | 214. | 7.76E+
Piscidic Acid 8 FVAKBSA-N )C1 09 214.758 noids 18 | 758 08

0.994654

15384615 | CULUKMPMGVXCEI-U | CN1CC2CC(C1)C3=CC=CC(=0 | C12H16 | M205.133T 205.13 | 40.9 | 3.93E+
CHLOROGENIC ACID 4 HFFFAOYSA-N JN3C2 N20 40.945 Alkaloid 33 448 09

0.993958

15384615 | ODKSFYDXXFIFQN-UH C6H14N | M175.119T 175.11 | 71.8 | 55422
syringaresinol 4 FFFAOYSA-N C(CC(C(=0)O)N)CN=C(N)N 402 71.887 Amino acids 92 868 435

C[C@H]([C@H]1C\C(=C(CO)/

0.993468 C(=0)01)C)[C@H]2CC[C@H]

38461538 | DBRXOUCRJQVYIQ-CK | 3[C@@H]AC[C@H]50[C@]5 | C28H38 | M493.257T 493.25 | 630. | 65484
Soybean saponin fraction B1 5 NDUULBSA-N 6[C@@H](O)\C=C/C(=0)[C@ | 06 630.105 Terpenoids 71 105 11




16(C)[C@H]4CC[C@]23C

0.991051
30769230 | ONIBWKKTOPOVIA-BY C5HONO | M116.071T 116.07 | 40.9 | 2.62E+
Wogonin 8 PYZUCNSA-N C1CC(NC1)C(=0)0 2 40.945 Amino acid 09 | 448 09
0.989983
76923076 | TUHVEAIXIMEOSA-UH C5H11IN | M146.092T 146.09 | 40.4 | 3.52E+
Gracillin 9 FFFAOYSA-N O=C(O)CCCNC(=N)N 302 40.451 Organic acids 23 512 08
0.989596
07692307 | ZSBXGIUJOOQZMP-UH | O=C1CCCC2C3CCCNACCCC(C | C15H24 | M249.196T 249.19 | 241. | 9.23E+
Pyrogallol 7 FFFAOYSA-N N12)C34 N20 241.309 Alkaloid 61 309 08
SLRCCWISBJZJBV-UHF | C1ICCN2CC3CC(CN4CCCCC34) | C15H26 | M235.217T 235.21 | 63.8 | 6.43E+
SUCCINATE 0.988982 | FFAOYSA-N Cc2Cc1 N2 63.872 Alkaloid 71 716 08
0.988640
38461538 | QMGGMESMCIJCABO- | C1CC2CN3C(CC=CC3=0)C4C2 | C15H22 | M263.175T 263.17 | 268. | 5.05E+
L-Pyroglutamic acid 5 LHDUFFHYSA-N [N+](C1)(CCC4)[0-] N202 268.042 Alkaloid 5 042 08
0.987814 Organonitrog
84615384 | OEYIOHPDSNJKLS-UHF C5H14N | M104.108T | en 104.10 | 1360 | 15907
Sebacic acid 6 FFAOYSA-N OCC[N+](C)(C)C (0] 1360.380 compounds 75 .38 892
0.987688
15384615 | TZBJGXHYKVUXIN-UHF | OC1=CC=C(C=C1)C1=C0OC2=C | C15H10 | M271.059T 271.05 | 367.| 48163
L-Phenylalanine 4 FFAOYSA-N C(0)=CC(0)=C2C1=0 05 367.557 Flavonoids 93 557 780
0.986720
92307692 | XPCTZQVDEJYUGT-UH M127.039T 127.03 | 1659 | 3.28E+
Pelargonidin-3-O-glucoside 3 FFFAOYSA-N 0=C1C=C0C(=C10)C C6H603 | 1659.665 Flavonoids 93 | .665 08
HUKSJTUUSUGIDC-ZBE | C1C2C(C3=C(01)C=C(C=C3)0O | C16H12 | M285.076T 285.07 | 518. | 2.42E+
CATECHOL 0.985556 | GNZNMSA-N )OC4=CC5=C(C=C24)0CO5 05 518.554 Flavonoids 6| 554 08




0.985526

84615384 | GUAFOGOEJLSQBT-UH | 0=C10C=2C=C(0C)C(0OC)=CC | C11H10 | M207.065T | Phenylpropa | 207.06 | 1755 | 21315

3-phenyllactic acid 6 FFFAOYSA-N 2C=C1 04 1755.400 noids 54 4 616
0.984443

69230769 | KSEBMYQBYZTDHS-H COC1=C(C=CC(=C1)C=CC(=0) | C10H10 | M195.065T | Phenylpropa 195.06 | 232. | 4.26E+

2,3-Dihydroxybenzoic acid 2 WKANZROSA-N 0)o 04 232.122 noids 5 122 08
0.983889

38461538 | WPYMKLBDIGXBTP-U M123.044T 123.04 | 480. | 86182

Formononetin 4 HFFFAOYSA-N C1=CC=C(C=C1)C(=0)0 C7H602 | 480.235 Phenols 43 235 111

VNBUMBNLPGLBML-U | COC1=CC=CC2=C1N(C)C1=C( | C13H11 | M230.081T 230.08 | 545. | 7.25E+

Mesaconic acid 0.983256 | HFFFAOYSA-N C=C01)C2=0 NO3 545.408 Alkaloid 13 | 408 08
0.980967

Demethylcoclaurine 69230769 | MWOOGOJBHIARFG-U M153.055T 153.05 | 302. | 1.47E+

hydrochloride 2 HFFFAQYSA-N 0=CC1=CC=C(0)C(0C)=C1 C8H803 | 302.836 Phenols 48 | 836 08
(22)-6-hydroxy-2-[(4-hydroxy-3-m | 0.979971

ethoxyphenyl)methylidene]-1-be | 23076923 | WVCHIGAIXREVNS-UH | C1=CC=C2C(=C1)C(=CC(=0)C | C10H60 | M175.039T 175.03 | 480. | 27348

nzofuran-3-one 1 FFFAOYSA-N 2=0)0 3 480.235 Quinones 91 235 721

NYCXYKOXLNBYID-UHF | C1=COC2=CC(=CC(=C2C1=0) M179.034T 179.03 | 788. | 74499

L-ASPARAGINE 0.979785 | FFAOYSA-N 0)0 C9H604 | 788.919 Flavonoids 36 | 919 85

AGPKZVBTJINPAG-WH C6H13N | M132.102T 132.10 | 61.3 | 2.38E+

Psicose 0.97653 FBIAKZSA-N 0=C(O)C(N)c(c)cC 02 61.388 Amino acids 21| 884 09
0.975224

07692307 | PVNIIMVLHYAWGP-UH C6H5NO | M124.040T 124.03 | 43.4 | 67582

osmanthuside H 7 FFFAOYSA-N 0O=C(0)C=1C=NC=CC1 2 43.415 Alkaloid 95 147 780

0.973511 | MGJLSBDCWOSMHL- | COC1=CC=C(C=C1)C2=COC3= | C22H22 | M431.134T 431.13 | 447.| 71228

Threonic acid 69230769 | MIUGBVLSSA-N C(C2=0)C=CC(=C3)0c4ac(c(c( | 09 447.050 Flavonoids 37 05 267




2 C(04)co)o)o)o

0.971062

53846153 | MHVJRKBZMUDEEV-W | O=C(0)C1(C)CCCC2(C)C3C(=C | C20H30 | M320.256T 320.25 | 745.| 52418
Suberic acid 8 ANGQUDISA-N C(C=C)(C)cc3)ccc12 02 745.074 Terpenoids 62| 074 56

0.970990
Soyasapogenol E base + | 69230769 | IPRIXAGUEGOFGG-UH | CCCCNS(=0)(=0)C1=CC=CC= | C10H15 | M214.090T | Miscellaneou | 214.08 | 1760 | 6.23E+
O-HexA-Hex-dHex 2 FFFAOYSA-N C1 NO2S 1760.110 S 96 A1 08

0.969694

07692307 | NGSWKAQJJWESNS-U M147.044T | Phenylpropa | 147.04 | 274. | 2.37E+
Diethyl-phthalate 7 HFFFAOYSA-N 0=C(0)C=CC1=CC=C(0O)C=C1 | C9H8O3 | 274.096 noids 4| 096 08

0.969035 COC1=C(C2=C[N+]3=C(C=C2C

30769230 | QUCQEUCGKKTEBI-UH | =C1)C4=CC(=C(C=C4CC3)OC) | C21H22 | M352.154T 352.15 | 514.| 74587
Shanzhiside methyl ester 8 FFFAOYSA-N 0cC)ocC NO4+ 514.382 Alkaloids 43 382 458

0.963944 Benzene and

92307692 | NNJVILVZKWQKPM-U | CCN(CC)CC(=0O)NC1=C(C=CC= | C14H22 | M235.180T | substituted 235.18 | 59.4 | 30247
Sucrose 3 HFFFAOYSA-N CiqC)C N20 59.411 derivatives 04 115 809

0.961457

84615384 | WUADCCWRTIWANL- | COC1=CC=C(C=C1)C1=COC2= | C16H12 | M285.076T 285.07 | 479. | 1.58E+
Malic acid 6 UHFFFAQYSA-N CC(0)=CC(0)=C2C1=0 05 479.723 Flavonoids 6| 723 09

0.960679 [H][C@]1(CC2=C3C=C(OC)C(

53846153 | GVVXPMORGFYVOO-Z | 0)=C2)C4=C3C(0C)=C(OC)C= | C19H21 | M328.154T 328.15 | 179. | 1.42E+
Biochanin A 8 DUSSCGKSA-N C4ACCN1 NO4 179.549 Alkaloid 41 549 08

0.957181

76923076 | RXGUTQNKCXHALN-U | O=C(C=CC1=CC=C(O)C=C1)N | C17H17 | M284.128T | Miscellaneou | 284.12 | 354. | 61773
Inermin 9 HFFFAOYSA-N CCC2=CC=C(0)Cc=C2 NO3 354.356 s 79 356 411
methyl 0.957000 | ASWBNKHCZGQVIV-U | O=C(OCC(O)COP(=0)([O-])OC | C24H50 | M496.339T | Lipids 496.33 | 810. | 22880




(1S,4aR,7aR)-4a-hydroxy-7-(hydro | 76923076 | HFFFAOYSA-N C[N+](C)(c)c)cceececececceccce | No7p 810.041 95 041 152
xymethyl)-1-[(2S,3R,4S,55,6R)-3,4 | 9 ccc
,5-trihydroxy-6-(hydroxymethyl)ox
an-2-yl]Joxy-5,7a-dihydro-1H-cyclo
penta[c]pyran-4-carboxylate
0.956506
61538461 | XQVWYOYUZDUNRW- | C1=CC=C(C=C1)NC2=CC=CC3 | C16H13 | M220.112T 220.11 | 1607 | 69260
Maleic acid 5 UHFFFAOYSA-N =CC=CC=C32 N 1607.850 Naphthalene 22 .85 67
0.956409
15384615 | CZCIKBSVHDNIDH-NSH | CNC(CC1=CNC2=CC=CC=C21) | C12H14 | M219.113T 219.11 | 149. | 6.22E+
Lamiide 4 DSACASA-N C(=0)0 N202 149.913 Alkaloids 29 913 08
0.956371 0C1=C(0C)C=C(C=C10C)C20
69230769 | KOWMIJRIXZMEZLD-V | CC3C(OCC23)C4=CC(OC)=C(O | C22H26 | M419.171T | Phenylpropa | 419.17 | 341. | 1.83E+
6-Gingerol 2 GBAVMOLSA-N )C(OC)=C4 08 341.810 noids 09 81 08
0.954968
69230769 | ATEFPOUAMCWAQS-U | C1=CC(=C(C2=C1C=CC(=0)02 M179.034T | Phenylpropa | 179.03 | 635. | 23069
Melibiose 2 HFFFAQYSA-N )0)O C9H604 | 635.896 noids 35| 896 466
7-hydroxy-2-(4-hydroxyphenyl)-5-
[(2S,3R,4S,55,6R)-3,4,5-trihydroxy | 0.954772
-6-(hydroxymethyl)oxan-2-ylloxy- | 84615384 | LKKDASYGWYYFIK-UHF | OC(C)(C)C1CCC2(C)CCCC(O)( | C15H28 | M279.171T 279.17 | 201.| 96877
2,3-dihydrochromen-4-one 6 FFAOYSA-N c)cac1 02 201.820 Terpenoids 08 82 455
0.951852
69230769 | PMTMAFAPLCGXGK-U | O=C(O)CCCCCCCC1C=CC(=0) | C18H28 | M293.211T 293.21 | 727.| 43044
Isovitexin 2'"-O-arabinoside 2 HFFFAOYSA-N C1(cc=ccq) 03 727.663 Organic acid 14 | 6625 73
0.950024 | QJIVXKWHHAMZTBY-G | OCC=CC1=CC(OC)=C(OC20C( | C17H24 | M395.132T | Organic 395.13 | 222.| 12072
Vanillic acid 23076923 | CPOEHJPSA-N CO)C(0)C(0)c20)Cc(0C)=C1 09 222.452 oxygen 18 | 452 637




1 compounds
CC1CCC2(C(C3C(02)CCAC3(C
CC5C4CC=C6C5(Ccc(ce)ocC?
0.946059 c(c(c(c(07)co)ocsc(c(c(c(
30769230 | VNONINPVFQTJOC-ZG | 08)C)0)0)0)0O)OCIC(C(C(C(O | CA5H72 | M869.488T 869.48 | 745. | 43430
Corydine 8 XDEBHDSA-N 9)C)0)0)0)C)C)C)OC1 016 745.074 Terpenoids 77| 074 62
0=C(0)c10c(ocaccees(c)c(c
CC4(c)c3ce=c5ceCc(c)(c)ec
0.944191 (O)ce(C)cces4c)c2(c)co)c(
38461538 | PTDAHAWQAGSZDD-V | OC70C(CO)C(0)C(0)C70C80 | C48H78 | M943.525T 943.52 | 625. | 43826
Medicarpin 5 JQGOKKYSA-N C(c)c(o)c(ojcsojc(o)cio 018 625.369 Terpenoids 47 | 369 516
0.937951 C1=CC(=CC=C1C2=CC(=0)C3
15384615 | KMOUJOKENFFTPU-Q | =C(C=C(C=C302)OCAC(C(C(C( | C21H20 | M433.113T 433.11 | 367.| 36936
Limonin 4 NDFHXLGSA-N 04)C0)0)0)0)0)0 010 367.557 Flavonoids 3| 557 774
0.937446
23076923 | WBYWAXJHAXSINI-VO M149.060T | Phenylpropa | 149.05 | 340. | 31986
Gentisic acid 1 TSOKGWSA-N C1=CC=C(C=C1)C=CC(=0)0 C9H802 | 340.821 noids 98 | 821 002
0.934165
92307692 | LGRFSURHDFAFIT-UHF M149.023T | Miscellaneou | 149.02 | 47.9 | 1.25E+
7-Hydroxycoumarin 3 FFAOYSA-N O=c(o1)c(c2)c(ccc2)c(=0)1 C8H403 | 47.932 s 35 318 08
0.933774 Organoheter
38461538 | BEINERDRQOWKIM-U M143.034T | ocyclic 143.03 | 148. | 1.82E+
Syringic acid 5 HFFFAOYSA-N C1=C(0OC=C(C1=0)0)cOo C6H604 | 148.346 compounds 4 346 08
0.932848
15384615 | QHZLMUACIJMDIAE-U | CCCCCCCCCCCCCCCC(=0)OC | C19H38 | M313.273T | Miscellaneou | 313.27 | 894. | 52879
Shikimic acid 4 HFFFAQYSA-N Cc(o)co 04 894.279 s 34 | 2785 93




0.931174 COC1=C(C2=C(CC3C4=CC5=C
92307692 | VZTUIEROBZXUFA-UHF | (C=C4CCN3C2)0CO05)C=C1)0 | C20H21 | M340.154T 340.15 | 441.| 1.45E+
Pseudoprotodioscin 3 FFAOYSA-N C 04N 441.384 Alkaloid 42 384 08
0.930082
53846153 | DZGWFCGJZKJUFP-UH C8H11IN | M138.091T 138.09 | 56.4 | 1.33E+
Kurarinone 8 FFFAOYSA-N C1=CC(=CC=C1CCN)O (0] 56.439 Alkaloids 15 389 08
DRLFMBDRBRZALE-UH | CC(=0)NCCC1=CNC2=C1C=C( | C13H16 | M233.129T 233.12 | 184. | 59915
Salidroside 0.929967 | FFFAOYSA-N C=C2)0C N202 184.154 Alkaloids 86 154 944
0.928789
53846153 | LULNWZDBKTWDGK-U | CN(C)C(=0)Oclcccc(cl)[N+]( | C12H19 | M223.144T | Miscellaneou | 223.14 | 121. | 27948
FA 18:1+30 9 HFFFAOYSA-M C)(C)C.[Br-] BrN202 | 121.647 s 38| 647 137
CC(C)=CCC1=C20[C@@H]([C
5-hydroxy-2-(4-hydroxyphenyl)-7- @ @H](0)C(=0)C2=C(0)C=C1
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy | 0.926947 O[C@@H]30[C@H](CO)[C@
-6-(hydroxymethyl)oxan-2-ylJoxy- | 69230769 | GRDZTDZJQRPNCN-YIA | @H](O)[C@H](O)[C@H]30)C | C26H30 | M519.187T 519.18 | 383. | 34071
2,3-dihydrochromen-4-one 2 NMRPHSA-N 4=CC=C(0)C=C4 011 383.762 Flavonoids 65 762 657
0.925678
38461538 | KIPRLNWUNMBNBZ-Q M133.065T | Phenylpropa | 133.06 | 221. | 3.12E+
Isoguanosine 5 PJJXVBHSA-N C1=CC=C(C=C1)C=CC=0 C9H80 221.458 noids 5 458 08
0.924296 COC1=C(C=C(C=C1)C2=CC(=0
23076923 | DOFINFPSMUCECH-UH | )C3=C(C(=C(C(=C302)0C)0OC) | C20H20 | M389.124T 389.12 | 690. | 88955
Coumaroyl quinic acid 1 FFFAOYSA-N 0C)0o)ocC 08 690.828 Flavonoids 37 828 32
0.923666 COC1=CC=C(C=C1)C2=C0OC3=
61538461 | LFEUICHQZGNOHD-UH | CC(=CC(=C3C2=0)0)OCAC(C( | C22H22 | M447.129T 447.12 | 357. | 3.3E+0
Uridine 5 FFFAOYSA-N C(c(o4)co)o)o)o 010 357.862 Flavonoids 93| 862 8
Vanillin 0.922824 | DOIRQSBPFJWKBE-UH | CCCCOC(=0)C1=CC=CC=C1C( | C16H22 | M279.159T | Benzenoids 279.15 | 1792 | 1.95E+




FFFAOYSA-N =0)0CCCC 04 1792.420 88 42 08
0.918274
38461538 | WIONIXOBNMDJFJ-UH | COC1=C2C=COC2=NC3=CC=C | C12H9N | M200.071T 200.07 | 578. | 98828
2,6-Dimethoxyquinone 5 FFFAOYSA-N C=C31 02 578.211 Alkaloid 08 211 962
0.914607
61538461 | WTQYWNWRINXDEG- | CN1C2CC(CC1C(C2)0)OC(=0) | C17H23 | M306.170T 306.17 | 347.| 23022
Tagatose 5 UHFFFAOYSA-N C(co)c3=Ccc=Ccc=C3 NO4 347.324 Alkaloid 02 324 934
0.913173
84615384 | COLNVLDHVKWLRT-U C9H11N | M166.086T 166.08 | 91.9 | 8.96E+
Salicylic acid 6 HFFFAOYSA-N 0=C(0)C(N)CC1=CC=CC=C1 02 91.939 Amino acids 64 | 393 08
0.910514
07692307 | KZSNJWFQEVHDMF-U C5H11N | M118.087T 118.08 | 51.9 | 2.93E+
Isoanhydroicaritin 7 HFFFAOYSA-N CC(C)C(C(=0)O)N 02 51.996 Alkaloids 65 962 08
0.909365 CC(=CCC(cc1=C2c(=C(c=C10
92307692 | LTTQKYMNTNISSZ-UHF | )JOC)C(=0)CC(02)C3=C(C=C(C | C26H30 | M439.211T 439.21 | 655. | 2.97E+
picein 3 FFAOYSA-N =C3)0)0)C(=C)C)C 06 655.698 Flavonoids 07 | 698 09
0.906878
92307692 | ZRIBHWIHUMBLCN-U | CC=C1C2CC3=C(C1(CC(=C2)C | C15H18 | M243.149T 243.14 | 87.2 | 1.23E+
Phellodendrine chloride 3 HFFFAOYSA-N JN)C=CC(=0)N3 N20 87.230 Alkaloids 93 295 08
0.905787
07692307 | OLNJUISKUQQNIM-UH M146.060T 146.06 | 166. | 81470
Cryptochlorogenic acid 7 FFFAOYSA-N clccc2c(cl)c(c[nH]2)C=0 C9H7NO | 166.827 Alkaloid 01 827 171
0=C1C2=C(0)C=C(0C30C(Cco
0.905702 )C(0)C(0)C30C40C(C)C(O)C(
07692307 | DFPMSGMNTNDNHN- | 0)C40)C=C20C(C5=CC=C(0) | C27H32 | M581.186T 581.18 | 391. | 11861
L-Tryptophan 7 ZPHOTFPESA-N C=C5)C1 014 391.892 Flavonoids 57 892 837




0.903229

84615384 | YMNCVRSYJBNGLD-KU | COC1=CC23CCCN2CCC4=CC5 | C18H21 | M316.154T 316.15 | 262. | 45200
methyl chlorogenate 6 RKYZTESA-N =C(C=C4C3C10)0C05 NO4 262.994 Alkaloids 42 994 680
0.903061
84615384 | FUQAYSQLAQJBBC-UH | OC12CCCC(C)(CCC3C1CC3(C) | C15H26 | M261.160T 40.9 | 9.94E+
Secoisolariciresinol 6 FFFAOYSA-N c)c2 0 40.945 Terpenoids 261.16 448 08
C[C@@H]1CC[C@@]2(0C1)
O[C@H]3C[C@H]4[C@@H]5
C\C=C/6C[C@@H](0)CC[C@]
WQLVFSAGQIJTQCK-VK | 6(C)[C@H]5CC[C@]4(C)[C@ C27H42 | M397.311T 397.31 | 797.| 72727
L-Stepholidine 0.902232 | ROHFNGSA-N H]3[C@@H]2C 03 797.922 Terpenoids 06| 922 83
0.901307 0=C10C=2C=C(0C)C(=CC2C=
46153846 | BAHUBXAYVOCLNA-W | C1)C(OC(=0)C(=CC)C)C(O)C( | C20H24 | M394.186T | Phenylpropa | 394.18 | 146. | 19885
Galactose 2 DZFZDKYSA-N 0)(C)C o7 146.262 noids 56 | 262 719
0.899562
23076923 | ODHCTXKNWHHXIJC-U C5H7NO | M130.050T | Amino acid | 130.05 | 54.4 | 2.17E+
Glucose 1 HFFFAOYSA-N O=C(O)CINC(=0)CcC1 3 54.464 derivative 01 644 08
C[C@H](CCC(=0)0)[C@H]1C
C[C@@H]2[Ce@]1([C@H](C
0.899443 [C@H]3[C@H]2[C@@H](C[C
61538461 | BHQCQFFYRZLCQQ-PG | @ @H]4[C@@]3(CC[C@H](C | C24H4A0 | M409.292T 409.29 | 1083 | 47106
Bruceine A 5 HAKIONSA-N 4)0)C)0)0)C 05 1083.140 Terpenoids 25 14 22
(2S,3S,4S,5R,6R)-6-[[(3S,6aR,6DbS,
8aR,14bR)-9-hydroxy-4,4,6a,6b,8a | 0.898283
,11,11,14b-octamethyl-1,2,3,4a,5, | 46153846 | MMOXZBCLCQITDF-U | CCN(CC)C(=0)C1=CC=CC(C)= | C12H17 | M192.138T | Miscellaneou | 192.13 | 582. | 25393
6,7,8,9,10,12,12a,14,14a-tetradec | 2 HFFFAOYSA-N C1 NO 582.351 s 82 351 624




ahydropicen-3-yl]Joxy]-5-[4,5-dihy
droxy-6-(hydroxymethyl)-3-[(2S,3

R,4R,5R,6S)-3,4,5-trihydroxy-6-me
thyloxan-2-ylJoxyoxan-2-yl]oxy-3,

4-dihydroxyoxane-2-carboxylic

acid

0.890357

15384615 | WZRCQWAQRFZITDX-U | C1CNC(C2=CC(=C(C=C21)0)0O | C16H17 | M272.128T 272.12 | 698. | 37150
Lauryl sulfate 4 HFFFAOYSA-N )CC3=CC=C(C=C3)0 NO3 698.218 Alkaloid 81 218 988

0.889722

15384615 | SZINCZMRZAUNQT-UH | 0=C1NC(C(=0)N2CCCC12)CC | C11H18 | M211.144T | Miscellaneou | 211.14 | 325. | 3.01E+
Glutamylphenylalanine 4 FFFAOYSA-N (C)C N202 325.186 s 41 186 08

0.887853

53846153 | ZWVHTXAYIKBMEE-UH M137.060T 137.05 | 502. | 43483
Biochanin-7-0-glucoside 8 FFFAOYSA-N O=C(C=1C=CC=CC1)CO C8H802 | 502.815 Phenols 98 815 427

0.885447

61538461 | PLQMEXSCSAIXGB-SAX | CC1CCC(C2C1CCC(=C2)C)C(= | C15H22 | M235.169T 235.16 | 781. | 14405
Methyl 4-hydroxycinnamate 5 RGWBVSA-N C)C(=0)0 02 781.616 Terpenoids 92 616 667

C1=CC=C(C=C1)C2=CC(=0)C3

0.884678 =C(C(=C(C=C302)0c4c(c(c(c
Soyasapogenol B base + | 53846153 | HAYLVXFWICKKDW-UT | (04)COC5C(C(C(C(O5)CO)0O) | C27H30 | M595.167T 595.16 | 253.| 23394
O-HexA-Pen-dHex 9 BWITGSA-N 0)0)0)0)0)o)o 015 253.421 Flavonoids 65 421 106

0.883361 Benzene and

92307692 | WJUFSDZVCOTFON-UH C9H100 | M167.070T | substituted 167.07 | 198. | 55828
arctiin 3 FFFAOYSA-N 0=CC1=CC=C(0C)C(0C)=C1 3 198.778 derivatives 03 778 158
Methyl gallate 0.882938 | YQEMAEKYNNOCBY-IE | CC1CCC2(C(C3C(0O2)CC4C3(C | C45H72 | M885.487T | Terpenoids 885.48 | 747.| 25580




30769230 | MDQPGHSA-N CC5C4CCc=C6C5(Ccc(ce)oCc7? | 017 747.302 67 302 37
8 C(C(C(C(07)C0)0)OC8C(C(C(
C(08)Cc0)o)o)o)ocac(c(c(c(
09)C)0)0)o)c)c)c)oct

0.882804 COC1=C(C2=C[N+]3=C(C=C2C

84615384 | GYFSYEVKFOOLFZ-UHF | =C1)C4=CC5=C(C=C4CC3)0OC | C19H15 | M322.107T 322.10 | 420. | 6.27E+
Isoleucine 6 FFAOYSA-N 05)0.[Cl-] NO4 420.389 Alkaloids 68 | 389 08

0.880685

84615384 | ZQSIJRDFPHDXIC-UHFF | C1=CC(=CC=C1C2=COC3=C(C | C15H10 | M255.065T 255.06 | 452.| 10191
Vicenin 2 6 FAOYSA-N 2=0)C=CC(=C3)0)0 o4 452.258 Flavonoids 52| 258 389

0.875098

15384615 | HSMPDPBYAYSOBC-UH | 0=C1C=C(0OC=2C(0OC)=C30C= | C14H12 | M283.060T 572. | 54759
Piperonylic Acid 4 FFFAOYSA-N CC3=C(0C)C12)C 05 572.425 Flavonoids 283.06 | 425 108

0.874813

38461538 | KHQNSSINIXVKMK-QS | 0=C10CC=C1C(0)CC2C(=C)C | C20H30 | M351.215T 351.21 | 582.| 25126
Methylparaben 5 CDNIJGLSA-N CC3C(C)(co)c(o)ccez3c 05 582.351 Terpenoids 46 351 822
(1R,2R,4S,7R,8S,12R)-7-(furan-3-y
1)-1,8,12,17,17-pentamethyl-3,6,1
6-trioxapentacyclo[9.9.02,4.02,8. | 0.873763 COC1=CC(=CC=C10)\C=C\C(=
012,18]icos-13-ene-5,15,20-trion | 92307692 | VTMFDSJJVNQXLT-KSQ | O)O[C@H]2[C@H](O)C[C@@ | C17H20 | M369.117T | Phenylpropa | 369.11 | 232. | 1.29E+
e 3 YBWRXSA-N 1(0)(C[C@H]20)C(0)=0 09 232.122 noids 73 122 09

0.870057

23076923 | KCDXJAYRVLXPFO-UHF C9H100 | M183.065T 183.06 | 331. | 71146
Kushenol F 1 FFAQYSA-N COC1=CC(=CC(=C10)0C)C=0 | 4 331.334 Phenol 52| 334 159

0.869881 | LZJRNLRASBVRRX-UHF | COC1=CC2=C(CC3N(C)CCC4= | C19H21 | M328.154T 328.15 | 277.| 2.69E+
Calycosin 15384615 | FFAQOYSA-N CC(0)=C(0C)C2=C34)C=C10 | NO4 277.708 Alkaloid 4| 708 08




COCC12CN(C)C3C4C(0C)C1C

0.867929 3(C1CC3(0)C(0C(=0)C5=CC=
46153846 | XUHJBXVYNBQQBD-U | CC=C5)C1C4(0OC(C)=0)C(0)C | C33H45 | M632.309T 632.30 | 88.2 | 22679
Dioscin 2 HFFFAOYSA-N 30C)c(cc20)ocC NO11 88.278 Alkaloid 85 782 316
0.866443
92307692 | RWSXRVCMGQZWBV- | O=C(O)CNC(=0)C(NC(=0)CCC | C10H17 | M308.092T 308.09 | 326.| 26720
Kaempferide 3 UHFFFAOYSA-N (N)C(=0)0)CS N306S | 326.744 Alkaloids 17 | 744 725
0.862373
15384615 | NYHBQMYGNKIUIF-UU | C1=NC2=C(N1C3C(C(C(03)C | C10H13 | M284.098T 284.09 | 54.9 | 1.13E+
3-0-Feruloylquinic acid 4 OKFMHZSA-N 0)0)O)N=C(NC2=0)N N505 54.958 Alkaloids 85 581 08
FCEVNJIUIMLVML-UHF | CC=C1CC(=C)C(C)(O)C(=0)0OC | C18H23 | M334.165T 334.16 | 147.| 1.12E+
Calcium pantothenate 0.86199 FFAQOYSA-N C2=CCN3CCC(0C1=0)C23 NO5 147.058 Alkaloids 48 | 0575 08
CC1c(c(c(c(o1)ocac(oc(c(c
20)0C3C(C(C(Cc(03)C)0)0)0)
0C4CCC5(CeCCC7(C(CeCC=C
0.861363 5C4)CC8C7C(=C(08)CCC(C)C
76923076 | MDCUMTGKKLOMCW- | OC9C(C(C(C(09)C0)0)0)0)C) | C51H82 | M1031.546 1031.5 | 553. | 1.33E+
Mannose 9 MQDUZHDNSA-N C)C)C0)0)0)o 021 T553.214 Terpenoids 46 214 08
0.860737
46153846 | ATJVZXXHKSYELS-FNO | CCOC(=0)C=CC1=CC(=C(C=C1 | C12H14 | M223.097T | Phenylpropa | 223.09 | 579.| 13419
Glutaric acid 1 RWQNLSA-N )O)OC 04 579.748 noids 66 748 765
0.860021
61538461 | HXEACLLIILLPRG-UHFF C6H11N | M130.086T 130.08 | 132. | 1.89E+
8-Prenylnaringenin 5 FAOYSA-N OC(=0)C(Cc1)NCCea 02 132.508 Alkaloid 63 508 08
sweroside 0.859452 | XHHOHZPNYFQJKL-UH | O=C(O)C(N)CCC(=0)NC(C(=0) | C14H18 | M295.129T | Carboxylic 295.12 | 98.0 | 78546




92307692 | FFFAOYSA-N 0)CC1=CC=CC=C1 N205 98.093 acids and 94 931 40
3 derivatives
0.857817 COC1=CC(=CC=C10)[C@H]2
84615384 | ITDOFWOJEDZPCF-SZJI | OC3=C(C=C(\C=C\C)C=C30C) | C20H22 | M327.159T | Miscellaneou | 327.15 | 426.| 21541
L(+)-Arginine 6 HULOSA-N [C@H]2C 04 426.127 S 92 127 016
CC1CCC2(C(C3C(02)CCAC3(C
0.857775 CC5C4CC=C6C5(CCcc(ce)oc7
Spirostane -2H, + 10, | 92307692 | WXMARHKAXWRNDM | C(C(C(C(O7)C0O)0)0)0)C)C)C) | C33H52 | M577.373T 577.37 | 583.| 2.96E+
O-Hex-dHex, C6H904 3 -GAMIEDRGSA-N oc1 08 583.903 Terpenoids 3| 903 08
0.857007
53846153 | RDKDIPDDUFMMMT- | COC1=CC(0)=C2C(CCC3=CC( | C15H14 | M260.128T | Aromatic 260.12 | 355. | 6.18E+
Orcinol gentiobioside 8 UHFFFAQYSA-N 0)=CC=C23)=C1 03 355.347 compounds 82 347 08
0.854767 CCN1CC2(c)ccc(o)cs4cic(c
53846153 | AZAZKLKDEOMJBJ-UH | C23)C12CC(C(0)CC41)C(=C)C | C22H33 | M360.253T 360.25 | 560. | 27711
Xanthohumol 8 FFFAOYSA-N 20 NO3 560.509 Alkaloid 34 509 18
0.854543 CC1(ccez(cee3=c(caca)ccc
46153846 | VZRKWGPIZJIDNHC-UH | 4C3(CCC5C4(CC(C(C5(C)C(=0 | C29H44 | M489.322T 489.32 | 65.8 | 92243
Licoricesaponin H2 2 FFFAOYSA-N )0)0)0)C)C)C(=0)0)C 06 65.849 Organic acid 21 49 577
CC1(c)c(ceez(cycacceci(ce
2C(=0)C=C2c3cc(c)(cces(e)
0.851472 CCC12C)C(0)=0)0cC10c(c(0)
23076923 | LPLVUIXQOOQHMX-U | C(O)C10C10C(C(O)C(0)C10) | C42H62 | M823.413T 823.41 | 596. | 51849
Pectolinarigenin 1 HFFFAOYSA-N C(0)=0)C(0)=0 016 596.514 Terpenoids 3 514 11
0.851079 CN1CC2=C(C=CC3=C20C03)
84615384 | CIUHLXZTZWTVFL-UHF | C4=C1C5=CC6=C(C=C5C=C4) | C20H15 | M334.107T 334.10 | 452.| 17065
4-Hydroxyphenylacetic acid 6 FFAOYSA-N 0OCO06 NO4 452.258 Alkaloids 67 258 305




(1R,3R,4S,5R)-1,3,4-trihydroxy-5-[

(E)-3-(4-hydroxy-3-methoxypheny | 0.850531
I)prop-2-enoyl]oxycyclohexane-1- | 61538461 | DSSYKIVIOFKYAU-UHF C10H16 | M153.128T 153.12 | 315. | 27435
carboxylic acid 5 FFAOYSA-N CC1(C2ccc1(c(=0)C2)c)C o] 315.058 Terpenoids 76 | 058 918

0.850154

92307692 | XLUAWXQORJEMBD-U | CC(C)CINC(=0)C2CCCN2C1= | C10H16 | M197.128T | Miscellaneou | 197.12 | 211. | 18347
Coumaroyl Hexoside 3 HFFFAOYSA-N 0] N202 211.113 S 84 113 957

Organic
GHOKWGTUZJEAQD-Z | OCC(C)(C)[C@@H](0)C(=0)N | C9H17N | M220.118T | oxygen 220.11 | 110. | 1.3E+0

Pinocembrin 0.84928 ETCQYMHSA-N CCC(0)=0 05 110.464 compounds 78 | 464 8

0.848249

07692307 | FURUXTVZLHCCNA-A C1C(0C2=C(C1=0)C=CC(=C2) | C15H12 | M257.081T 257.08 | 356. | 41735
P-Anisic acid 7 WEZNQCLSA-N 0)C3=CC=C(C=C3)0 04 356.349 Flavonoids 09 349 965

CCl2cccc(ciccecs4caccec(c

0.841512 3)(C(=C)C4)0C5C(C(c(c(o5)C

69230769 | YWPVROCHNBYFTP-O | 0)0)0)0O)(C)C(=0)OC6C(C(C( | C32H50 | M660.360T 660.36 | 525. | 12479
Allantoin 2 SHKXICASA-N C(06)C0O)0)0)0 013 525.415 Diterpenoids 01 415 511

0.841393 COC1=C(C2=C[N+]3=C(C=C2C | C21H22

92307692 | RLQYRXCUPVKSAW-U | =C1)C4=CC(=C(C=C4CC3)0C) | NO4+.Cl | M352.155T 352.15 | 758. | 41458
Pinoresinol 4-0O-glucoside 3 HFFFAOQYSA-M 0OC)OC.[CI-] - 758.883 Alkaloids 48 883 607
(2R,3R,4S,5S,6R)-2-octoxy-6-[[(2S, | 0.839900
3R,4S,5R)-3,4,5-trihydroxyoxan-2- | 84615384 | QGBCGMGBGAHJIT-U | CC1C2C3CC(01)0C20C=C3C( | C11H14 | M227.091T 227.09 | 266. | 28237
ylJoxymethyl]oxane-3,4,5-triol 6 HFFFAOYSA-N =0)0C 05 266.548 Iridoids 12 | 5475 214

0.835435

23076923 | LHYHMMRYTDARSZ-U | OC1(C)CCC(C(C)C)C2C=C(C)C | C15H26 | M261.160T 261.15 | 191. | 21631
Spinosin 1 HFFFAOYSA-N cc21 0 191.250 Terpenoids 99 25 859




0.833820

69230769 | TVHDZSRRHQKNEZ-UH | CC1(C/C=C/2C(CCC3C(C)(CCC | C20H30 | M303.232T 303.23 | 950. | 22760
Hesperetin 2 FFFAOYSA-N C23C)C(0)=0)C1)Cc=C 02 950.188 Terpenoids 19 | 188 38
0.831950 C1C(C(c(Ccc1(c(=0)0)0)0C(=
92307692 | CWVRITMFETXNAD-JU | 0)C=CC2=CC(=C(C=C2)0)0)O | C16H18 | M355.102T | Phenylpropa | 355.10 | 145.| 36620
Isoxanthohumol 3 HZACGLSA-N )O 09 145.742 noids 19 742 944
0.831552
53846153 | OGIKMZVUIJYWKO-U | COclcc2c3c(c10C)C1(C=CC(= | C18H19 | M298.143T 298.14 | 214. | 5.92E+
Azelaic acid 8 HFFFAOYSA-N 0)C=C1)CC3NCC2 NO3 214.758 Alkaloid 33 758 09
JMSVCTWVEWCHDZ-U | 0O=C(0)C1=CC(OC)=C(O)C(OC | C9H100 | M199.060T 199.06 | 139.| 2.51E+
Schaftoside 0.829917 | HFFFAOYSA-N )=C1 5 139.083 Phenols 01 | 0835 08
0.829505
38461538 | INNGEAWILNVFFD-CD | O=C(0)C1=COC(0OC20C(CO)C | C16H24 | M377.145T 377.14 | 281.| 27007
D-Galactose 5 JYTOATSA-N (O)c(o)c20)c3c1cc(o)c3c 010 281.779 Organic acid 52 779 181
0.829310
46153846 | JKPISQIIWUONPB-HN | COC1=C(C=C2C3CC4=C(CN3C | C19H21 | M328.155T 328.15 | 165. | 1.14E+
Rubusoside 1 NXBMFYSA-N CC2=C1)C(=C(C=C4)0)0C)0 NO4 165.804 Alkaloids 49 | 804 08
0=C(0)C80c(0c2cce3(c)(ca
CC=C1C5CC(c)(c)cc(=0)cs5(C
)J(CCC1(C)C4(C)(Ccce3(cz(c)(c
0.826836 0))))))C(OC70C(CO)C(0)C(0)
2,3-bis[(4-hydroxy-3-methoxyphe | 92307692 | CROUPKILZUPLQA-UH | C7(OC60C(C)C(0)C(0)C6(0))) | C48H76 | M941.512T 941.51 | 662.| 26181
nyl)methyl]butane-1,4-diol 3 FFFAOYSA-N C(0)C8(0) 018 662.019 Terpenoids 17 019 05
0.823964
30769230 | UAUDZVIPLUQNMU-K | NC(=0)CCCCCCCCCCC/C=C\C | C22H43 | M338.342T 338.34 | 1141 | 5.35E+
Isovitexin 8 TKRTIGZSA-N Ccccecec NO 1141.820 Amides 17 .82 09




0.823358

15384615 | ORHBXUUXSCNDEV-U | C1=CC(=CC2=C1C=CC(=0)02) M163.039T 163.03 | 515. | 2.71E+
Eleutheroside E 4 HFFFAOYSA-N 0 C9H603 | 515.435 Coumarins 9| 435 08
(2R,3S,4S,5R,6R)-5-[(2S,3R,4R)-3,
4-dihydroxy-4-(hydroxymethyl)ox | 0.822947
olan-2-ylJoxy-2-(hydroxymethyl)-6 | 23076923 | MXXWOMGUGIJBKIW- | O=C(/C=C/C=C/clccc2c(c1)O | C17H19 | M286.144T 286.14 | 766. | 54630
-(2-phenylethoxy)oxane-3,4-diol 1 YPCIICBESA-N CO2)N1cccceca NO3 766.273 Alkaloid 41 273 88
0.821974
38461538 | KUFXJZXMWHNCEH-U | CC1=C2CC(CCC2(CCC1=0)C)C | C15H22 | M219.174T 219.17 | 766.| 31942
3,4-Dihydroxyphenylethanol 5 HFFFAOYSA-N (=C)C (0] 766.273 Terpenoids 44 273 06
0.821200
15384615 | OLBNOBQOQZRLMP-U M186.076T 186.07 | 1745 | 88976
geniposide 4 HFFFAOYSA-N 0=C1C=C(0C)C(=0)C(0C)=C1 | C8H804 | 1745.480 Quinones 62 A48 26
(1R,3R,4S,5R)-1,3,4-trihydroxy-5-[
(E)-3-(4-hydroxyphenyl)prop-2-en | 0.818665
oyl]oxycyclohexane-1-carboxylic 61538461 | PGCKDCPTIAQQSQ-UH | CC(=CCclcc(ccc10)c2oc3cc( | C20H18 | M355.118T 355.11 | 663.| 92189
acid 5 FFFAOYSA-N 0)cc(0)c3c(=0)c20)C 06 663.580 Flavonoids 76 58 001
0.817381 Organoheter
3-[(Carboxycarbonyl)amino]-L-ala | 15384615 | QIVBCDUIAJPQS-VIFPV | C1=CC=C2C(=C1)C(=CN2)CC( | C11H12 | M205.097T | ocyclic 205.09 | 166. | 7.22E+
nine 4 BQESA-N C(=0)O)N N202 166.827 compounds 71 827 08
0.814646 Benzene and
53846153 | MDHYEMXUFSJLGV-U C10H12 | M165.091T | substituted 165.09 | 292. | 23494
Xylose 8 HFFFAOYSA-N O=C(0OCCcC=1C=Cc=CC1)C 02 292.991 derivatives 11 991 79
1-hydroxy-2-(hydroxymethyl)-3-[( | 0.812988 CC(=CCc(cc1=C(Cc2=C(c=C10
25,3R,4S,55,6R)-3,4,5-trihydroxy- | 84615384 | SUPRHWQIFJRUCQ-UH | )OC(CC2=0)C3=C(C=C(C=C3) | C25H28 | M425.196T 425.19 | 705. | 82734
6-[[(2S,3R,4S,5R)-3,4,5-trihydroxy | 6 FFFAOYSA-N 0)0)0)C(=C)C)C 06 705.560 Flavonoids 55 56 221




oxan-2-ylJoxymethyl]oxan-2-yl]ox
yanthracene-9,10-dione

0.812740 0OC1CC2=CC=30C0Cc3c=Cc2c4
38461538 | GHKISGDRQRSCII-ZOCI | N(C)CC5=C60C0OC6=CC=C5C | C20H19 | M376.116T 376.11 | 539. | 57454
Leucoside 4 IQOWSA-N 14 NOS5 539.642 Alkaloid 61 642 10
DLRVVLDZNNYCBX-CQ | OCC10C(0OCC20C(0)C(O)C(O | C12H22 | M360.150T | Miscellaneou | 360.14 | 44.8 | 8.6E+0
Isobavachalcone 0.81255 UJWQHSSA-N )C20)C(0)C(0)C10 011 44.896 s 98 | 963 8
0.809552 COC1=C(C2=C3C(=C1)C=CN=
07692307 | ZYKCETVKVRIFGD-UHF | C3C(=0)C4=CC(=C(C=C42)0OC | C20H17 | M352.119T 352.11 | 1629 | 13761
Trehalose 7 FFAOYSA-N )OC)OC NO5 1629.230 Alkaloids 86 .23 237
0.808975 0O=C(0C1CC2c(=Coc(0c(=0)
30769230 | PHHROXLDZHUIGO-VK | CC(C)C)C2C310C3)COC(=0)C | C22H32 | M425.214T | Miscellaneou | 425.21 | 899. | 12304
N-Acetyl-DL-glutamic acid 8 LNETFXSA-N C(c)c)c 08 899.824 s 43 | 824 81
5,7-dihydroxy-2-(4-hydroxy-3-met | 0.808900 CC1CCC2(c(c3c(o2)ccacs(c
hoxyphenyl)-6-(3-methylbut-2-en | 76923076 | QOLRLLFIMZLYQJ-LOB | (=0)CC5C4CCC6C5(CCC(C6)O | C27H42 | M431.316T 431.31 | 646.| 40439
yl)-2,3-dihydrochromen-4-one 9 DNJQFSA-N )C)C)C)OC1 04 646.404 Terpenoids 6| 404 61
YPPZCRZRQHFRBH-UH C10H10 | M163.076T 163.07 | 69.8 | 32607
Phenylacetic acid + 20, O-Hex 0.80726 FFFAOYSA-N C1CC2=C(C=CC=C20)C(=0)C1 | 02 69.858 Phenol 55 583 137
5,7-dihydroxy-2-(4-hydroxyphenyl
)-6-[(2S,3R,4R,5S,6R)-3,4,5-trihydr
oxy-6-(hydroxymethyl)oxan-2-yl]-
8-[(2S,3R,4R,5R,6S5)-3,4,5-trihydro | 0.806962
xy-6-methyloxan-2-yllchromen-4- | 84615384 | DUAGQYUORDTXOR-G | C=CC1C(OC=C2C1=CC0OC2=0 | C16H20 | M357.118T 357.11 | 317.| 63377
one 6 PQRQXLASA-N JOC3C(C(C(C(03)CO)0)0)0 09 317.585 Iridoids 75 585 575
0.805152 | RZGFUGXQKMEMOO- | OCC\C=C/C[C@@H]1[C@H]( | C12H18 | M209.117T | Jasmonic 209.11 | 314.| 74112
Wedelolactone 38461538 | BSANDHCLSA-N CCC1=0)cc(0)=0 04 314.057 acid 75 057 779




(25,3R,4S,5S,6R)-2-[4-[(3R,45)-4-h
ydroxy-4-[(4-hydroxy-3-methoxyp
henyl)methyl]-3-(hydroxymethyl)

oxolan-2-yl]-2-methoxyphenoxy]- | 0.802889
6-(hydroxymethyl)oxane-3,4,5-tri | 84615384 | XYYAFLHHHZVPRN-GX | CC1=C2C(=0)OC(C2(CCC1)C) | C14H16 | M233.117T | Sesquiterpen | 233.11 | 693. | 52659
ol 6 TWGEPZSA-N C3=C0C=C3 03 693.436 oids 75| 436 00
0.802067
2"-O-beta-L-galactopyranosylorie | 76923076 | DHZBEENLJMYSHQ-XC | CC12C3CCC(C1(C(=0)0C2=0) | C10H12 | M197.081T 197.08 | 224. | 1.18E+
ntin 9 VPVQRUSA-N C)0o3 04 224.495 Terpenoids 11| 495 08
0.801616 CCC1=C2CN3C(=CC4=C(C3=0
61538461 | FJHBVJOVLFPMQE-QFI | )COC(=0)C4(CC)0)C2=NC5=C | C22H20 | M393.144T 393.14 | 491.| 16359
Kaempferitrin 5 PXVFZSA-N 1C=C(C=C5)0 N205 491.843 Alkaloids 43 | 843 197
0.801438
69230769 | UILPJVPSNHIJFIK-UHFF C9H100 | M167.070T 167.07 | 373.| 38802
Isobutyl 4-hydroxybenzoate 2 FAOYSA-N COC1=CC=C(C(C)=0)C(0)=C1 |3 373.115 Phenols 03 115 964
0.796047 CC1(C)0C2=CC3=C(C(=0)C=C
92307692 | YXOATFKTEDZPFL-UHF | (03)C4=CC=C(0)C=C4)C(0)=C | C20H16 | M354.134T 354.13 | 586.| 64381
13-HOTrE 3 FFAOYSA-N 2C=C1 05 586.551 Flavonoids 4 551 717
0.793603
61538461 | HDTRYLNUVZCQOY-LIZ | OCC10C(OC20C(CO)C(O)C(O | C12H22 | M365.106T | Carbohydrat | 365.10 | 38.9 | 3.64E+
Isosakuranetin 5 SDCNHSA-N )C20)C(0)C(0)C10 011 38.970 e 61 703 08
0.792398 CC(=CcC1=C2C(=C(C=C10)0
23076923 | YKGCBLWILMDSAV-UH | C)C(=0)CC(02)C3=CC=C(C=C | C21H22 | M355.154T 355.15 | 598. | 6.3E+0
LPC 16:0 1 FFFAQOYSA-N 3)0)C 05 598.089 Chalcones 4| 089 8
Loganin 0.791778 | TXIKNNOOLCGADE-UH | 0=C1C(=C(C)C)CC2C(CCC2(0) | C15H24 | M291.134T | Terpenoids | 291.13 | 175.| 30544




07692307 | FFFAOYSA-N C)c(o)(c)c1 03 175.487 38| 487 138
7
C1C(C(C(01)0C2C(C(C(0C20

0.791100 C3=CC(=C4C(=C3)0C(=CC4=0

07692307 | NTDLXWMIWOECHG-Y | )C5=CC=C(C=C5)0)0)CO)0)0 | C26H28 | M565.155T 565.15 | 362.
Benzoic acid + 10, O-Hex 7 RCFQSNFSA-N )O)(CO)O 014 362.709 Flavonoids 55| 7095 | 5E+08

0.787617

23076923 | SQFSKOYWJBQGKQ-U | 0=C1C(0)=C(0C2=CC(O)=CC( | C16H12 | M301.071T 301.07 | 598. | 1.51E+
FA 9:1+10 1 HFFFAOYSA-N 0)=C12)C3=CC=C(0C)C=C3 06 598.089 Flavonoids 11| 089 08

0.785438 Organonitrog

30769230 | QYPPJABKJHAVHS-UHF C5H14N | M131.129T | en 131.12 | 35.0 | 81580
3-(4-Hydroxyphenyl)-1-propanol 8 FFAOYSA-N C(CCN=C(N)N)CN 4 35.000 compounds 93 002 525

0.782066

92307692 | NSRISISNDPOJOP-BBR | COC1=CC2=C(C=C1)C3COC4= | C16H14 | M271.097T 271.09 | 502. | 1.11E+
4-Methoxyphenylacetic acid 3 MVZONSA-N C(C302)C=CC(=C4)0 04 502.815 Flavonoids 69 815 08

0.781304

69230769 | RZVAJINKPMORIJF-UHF C8HIONO | M152.071T 152.07 | 148.| 33081
Scutellarein 2 FFAOYSA-N CC(=0)NC1=CC=C(0)Cc=C1 2 148.346 Phenol ether 08 346 898
(1S,3R,4R,5R)-1,3-dihydroxy-4,5-b
is[[(E)-3-(4-hydroxy-3-methoxyph | 0.780602
enyl)prop-2-enoyl]oxy]cyclohexan | 46153846 | CWOFGGNDZOPNFG- | CC(O)CCC1(0O)\C(=C/C(=0O)CC | C13H22 | M209.154T | Miscellaneou | 209.15 | 287.| 38222
e-1-carboxylic acid 1 UHFFFAQYSA-N 1(C)C)C 03 287.904 s 36 904 802

COC1=CC=C(C=C1)C1=CC(=0)

0.776833 C2=C(0)C=C(O[C@@H]30I[C

15384615 | MLWDGPFGTFOLRJ-CU | @H](CO)[C@@H](O)[C@H]( | C28H32 | M593.187T 593.18 | 364. | 15484
Benzoic acid + 20, O-Hex 4 VHLRMHSA-N O)[C@H]30[C@@H]30[C@ 014 364.027 Flavonoids 71 027 088




@H](C)[C@H](0)[C@@H](O)
[C@H]30)C=C201

CC(=0)0[C@@H]1[C@H]2CC
[C@H]3[C@@](C)(0)[C@@H

0.776168 14C[C@H](0)C(C)(C)[C@@]4(
53846153 | NXCYBYIXCJWMRY-VG | O)[C@H](O)C[C@@]13C[C@ | C22H36 | M395.244T 395.24 | 51.9| 52014
Phloroglucinol 8 BBEZPXSA-N @]2(C)0 o7 51.996 Terpenoids 38 | 962 148
0.775035
9-Hydroxy-10,12,15-octadecatrie | 84615384 | YLWAQARRNQVEHD-U | COC\1CC2N(C)CC3(0)OCC4= | C18H21 | M314.139T 314.13 | 161.| 48146
noic acid 6 HFFFAOYSA-N CC5=C(0CO5)C=C4C23\C=C1 | NO5 161.243 Alkaloids 87 | 243 812
CC(=0)0Cc(cc1=Cc=Cc=C1)
VZPAURMDIJZOGHU-U | NC(=0)C(CC2=CC=CC=C2)NC( | C27H28 | M445.212T | Miscellaneou | 445.21 | 688. | 14396
Sorbose 0.774482 | HFFFAOYSA-N =0)C3=CC=CC=C3 N204 688.207 s 22 207 728
0.774419 COC1=C(C=C(C=C1)C2C3C0C
07692307 | CPJKKWDCUOOTEW-YJ | (C3C02)C4=CC(=C(C=C4)0)0 | C21H24 | M373.164T | Phenylpropa | 373.16 | 461. | 20719
Daidzin 7 PXFSGGSA-N C)ocC 06 461.607 noids 39 607 291
0.770939
38461538 | NEZONWMXZKDMKEF-J | CC(=CCC(C1=CC(=0)C2=C(C= | C16H16 | M289.107T 289.10 | 244.| 26976
Hispidulin 5 TQLQIEISA-N CC(=C2C1=0)0)0)0)C 05 244.385 Quinones 72 385 951
(2S,3S)-3,5,7-trihydroxy-2-(4-hydr | 0.769962 Cc1cac(ce3cz(ceeacscce=c
oxyphenyl)-8-(3-methylbut-2-enyl | 46153846 | ALTRINCJVPIQNK-NHIX | 5C4(C(CC(C5)0)0)C)C)OC16C | C27H40 | M429.300T 690. | 78838
)-2,3-dihydrochromen-4-one 1 JPGBSA-N CC(=C)Co6 04 690.301 Steroids 429.3 | 3005 06
0.769334
38461538 | XLTFNNCXVBYBSX-UHF | COC1=C(0)C=C(0)C2=C10C( | C16H12 | M285.076T 285.07 | 323.| 22134
Atractyloside A 5 FFAOYSA-N =CC2=0)C1=CC=CC=C1 05 323.184 Flavonoids 55 184 920
Complanatuside 0.768541 | MAYJEFRPIKEYBL-DKBZ | O=C10C(C)(C)C2CC(=0)C3(C) | C26H30 | M455.207T | Terpenoids 455.20 | 673. | 4.57E+




53846153 | VKCESA-N C(CCC4(C)Cc(0C(=0)C50C534 | 07 673.504 7| 504 08

8 )C6=COC=C6)C2(C=C1)C

0.766931

69230769 | PCMORTLOPMLEFB-O | COC1=CC(\C=C\C(0)=0)=CC( | C11H12 | M225.076T | Phenylpropa | 225.07 | 222.| 22279
Glycitin 2 NEGZZNKSA-N 0C)=C10 05 222.452 noids 6 452 958

CC(=0)OC\C1=C\[C@H](0)[C
@H\2[C@@H]1[C@@H](O\

0.761340 C=C2C(0)=0)0[C@@H]30][C
Aurantio-obtusin 61538461 | DGDWCRWIJRNMRKX- | @H](CO)[C@@H](O)[C@H]( | C18H24 | M455.117T 45511 | 37.4 | 1.09E+
beta-D-glucoside 5 DILZHRMZSA-N 0O)[C@H]30 012 37.489 Iridoids 73| 885 08
[(2R,3S,4S,5R,6R)-6-[(2S,3S,4S,5R)
-3,4-dihydroxy-2,5-bis(hydroxyme
thyl)oxolan-2-yl]loxy-3,4,5-trihydr | 0.759246
oxyoxan-2-yllmethyl 38461538 | UGVIZCBICSXBCJ-JWF | CC1CCCC2=CC(=0)C3C(C12C) | C15H22 | M219.174T 219.17 | 674.| 12212
4-hydroxybenzoate 5 UOXDNSA-N C3(C)C (0] 674.037 Terpenoids 44 037 529

0.756750

23076923 | KGPAYJZAMGEDIQ-UH | COclccc(CC2c3cc(OC)c(OC)c | C21H27 | M358.201T 358.20 | 338. | 2.29E+
Naringenin chalcone 1 FFFAOYSA-N c3CCN2C)cc10C NO4 338.341 Alkaloid 14 341 09

0.753969

30769230 | OIGWAXDAPKFNCQ-U C10H14 | M133.101T 133.10 | 179. | 45458
Thioctic acid 8 HFFFAOYSA-N 0OCC1=CC=C(C=C1)C(C)C 0] 179.038 Prenol lipids 13| 038 343

0.749517

30769230 | ZNJFBWYDHIGLCU-UH | CCC=CCC1C(CCC1=0)CC(=0) | C12H18 | M211.133T 211.13 | 522.| 14467
Malonic acid 8 FFFAOYSA-N 0] 03 522.771 Fatty acid 31 771 277
(2R,3S,45,5R,65)-2-[[(2S,3R,4R)-3, | 0.747572 | XTWYTFMLZFPYCI-KQY | O=P(0)(O)OP(=0)(0)OCC10C | C10H15 | M428.037T 428.03 | 47.9 | 60376
4-dihydroxy-4-(hydroxymethyl)ox | 38461538 | NXXCUSA-N (N2C=NC=3C(=NC=NC32)N)C | N5010P | 47.932 Alkaloid 71 318 67




olan-2-ylJoxymethyl]-6-(3,4,5-tri 5 (0)cio 2
methoxyphenoxy)oxane-3,4,5-trio
I
0.737495
61538461 | DTOSIQBPPRVQHS-PD | CCC=CCC=CCC=CCCCCCCCC(= | C18H30 | M279.232T 279.23 | 789.| 47320
Phloretin-2'-O-glucoside 5 BXOOCHSA-N 0)0 02 789.455 Fatty acyl 18 | 455 393
0.736911
53846153 | RFYNAVYPYXLVOM-UH | OCC(CC1=CC=CC=C1)NC(=0) | C16H17 | M256.133T | Miscellaneou | 256.13 | 332.| 22322
Inositol 8 FFFAOYSA-N C2=CC=CC=C2 NO2 332.337 s 34| 337 552
0.736382
38461538 | DNJVYWXIDISQRD-HW | CC12CCC3=C(C1CCC45C2CCC | C20H28 | M317.209T 317.20 | 815.| 29070
Atractylenolide Il 5 UKTEKMSA-N (C4)C(C5)(co)o)c=co3 03 815.860 Terpenoids 94 86 71
(1S,2S,3R,4S,7R,10S,12R,155)-4,1
2-bis(acetyloxy)-1,9,15-trihydroxy
-10,14,17,17-tetramethyl-11-oxo- | 0.732596
6-oxatetracyclo[11.3.1.03,'°.0%7]h | 23076923 | BAVONGHXFVOKBV-U C10H16 | M135.117T 135.11 | 500.| 15417
eptadec-13-en-2-yl benzoate 1 HFFFAOYSA-N CC1=CCC(CC10)C(=C)C (0] 500.258 Prenol lipids 71 258 627
0.726953 0OCC10c(0cce=2c=Cc=CC2)
15384615 | UWKRNCNWIVCHGZ-D | C(OC30CC(0)(CO)C30)C(0)C | C19H28 | M434.203T | Miscellaneou | 434.20 | 339. | 1.09E+
DL-p-Hydroxyphenyllactic acid 4 ERWZFJFSA-N 10 010 339.315 s 29 315 08
0.726807 COC1=C(C=C(C=C1)C2=CC(=0
38461538 | LKMNXYDUQXAUCZ-U | )C3=C(C(=C(C=C302)0C)0C) | C20H20 | M373.128T 373.12 | 595. | 10295
Phorbol 5 HFFFAOYSA-N 0cC)ocC 07 595.479 Flavonoids 81 479 146
7-[3-[(2R,3R,4R)-3,4-dihydroxy-4-( | 0.725441
hydroxymethyl)oxolan-2-ylloxy-4, | 76923076 | OWMJDOUOHDOUFG- | C1=CC=C(C=C1)CCC(=0)C=CC | C19H18 | M263.144T 263.14 | 497.| 23050
5-dihydroxy-6-(hydroxymethyl)ox | 9 FNCQTZNRSA-N =CC2=CC=CC=C2 (0] 497.626 Phenols 35 626 221




an-2-ylloxy-3-(4-methoxyphenyl)c
hromen-4-one

(2S,3R,4S,5S,6R)-2-[4-[(3S,3aR,6S,
6aR)-3-(4-hydroxy-3,5-dimethoxy
phenyl)-1,3,3a,4,6,6a-hexahydrof

COC1=CC(=CC(=C10)0C)C2C

uro[3,4-c]furan-6-yl]-2,6-dimetho | 0.725348 3COC(C3C02)C4=CC(=C(C(=C
xyphenoxy]-6-(hydroxymethyl)oxa | 69230769 | BUBVKRMIMSPLND-XS | 4)OC)OC5C(C(C(C(O5)CO)0O) | C33H44 | M730.293T 730.29 | 385. | 27225
ne-3,4,5-triol 2 TKEGOHSA-N 0)0C6C(C(COos6)(CO)o)o)oC | 017 385.270 Pyran 31 27 522
0.724348
Furostane base -1H20 + 10, | 38461538 | GVTRUVGBZQJVTF-YJY | CN1CCC23C=C(C(=0)C=C2C1 | C19H21 | M328.155T 328.15 | 199. | 4.56E+
O-Hex, O-Hex-Hex 5 MSZOUSA-N CC4=C3C(=C(C=C4)0C)0)OC | NO4 199.810 Alkaloids 49 81 08
0.724237 Lipids and
46153846 | GEWDNTWNSAZUDX- | O=C(OC)CC1CCC(=0)C1CC=C | C13H20 | M225.149T | lipid-like 225.14 | 284.| 18777
PHENYLACETIC ACID 1 WQMVXFAESA-N CcC 03 284.828 molecules 87| 828 978




Supplementary S2
Uncropped western blots of Figure 4
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Uncropped western blots of Figure 5
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