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R L EFUEVD T formula. RBHEEXBER

9-0x0-10(E).12(E)-
2,3-diethyl-5-meth

No Compounds Molecular formula Tons Retention time (min) Mass error (ppm) t value p value (FDR) Fold change VIP value
1 Thiazole C;H;NS [M+HI* 2.31 -37 —27.63 547E-52 732 115
3.,4-Dimethylzaldehyde CoH 0 [M+H]* 12.55 0.5 —24.06 3.58E—-46 5.8 1.13
3 (8Z,11Z,13E,15S)-15-Hydroxyi- CyoH3,0; [M+H]* 14.23 -0.8 —18.61 8.93E-36 74.1 1.07
cosa-8,11,13-trienoic acid
4 Diethyl suberate C,H,,0, [M+H]* 12.23 -0.4 —18.11 7.30E-35 9.9 1.07
5 2,3-Diethyl-5-methyl-pyrazine CoH 4N, [M+H]* 9.4 -1 —17.94 1.36E—34 13.4 1.07
6 3-Methylbutyl benzoate C,H0, [M+H]* 13.49 0.8 —17.81 2.18E-34 39.9 1.06
7 9-Ox0-10(E),12(E)-octadecadienoic  C5Hy05 [M+H]* 1275 -05 —17.46 1.04E-33 145 1.05
acid
8 9,12-Octadecadiynoic acid C 3Hy50, [M+H]* 14.25 -0.7 -17.33 1.72E-33 83.9 1.05
9 2-Oxopropanal C;H,0, [M+HI* 9.63 =32 -17.21 2.78E-33 9.3 1.03
10 Dimethoxymethanethiol C3HgO,S [M+HI* 0.91 -26 —17.185 2.82E-33 124 1.06
11 Diethyl azelate Cy3H,,0, [M+H]* 12.54 -14 —17.01 6.32E-33 10.3 1.06
12 4-Hydroxybutanoic acid lactone C,H(0, [M+HI* 6.06 0.4 —16.88 1.08E-32 183 1.04
13 Linolenic acid-1 CgH300, [M+HI* 13.81 -0.9 —16.81 1.43E-32 27.6 1.04
14 Hydroxyisocaproic acid CeH},04 [M+H]* 6.66 0.1 -16.77 1.61E-32 21.4 1.01
15 Benzoic acid C;Hg0, [M-H]~ 225 -02 —16.56 4.32E-32 15.6 1.03
16 3-Phenylpropionic acid CgH (0, [M-H]~ 4.76 -04 —16.45 7.10E—-32 18.8 1.03
17 4-Penten-2-ol CsH,,0 [M-H,0+H]* 9.79 =31 —16.42 7.80E—-32 14.0 1.06
18 5-Isobutyl-2,3-dimethylpyrazine CoH 6N, [M+H]* 10.7 -0.1 —16.35 1.07E-31 26.0 1.06
19 Pinellic acid CgH3,05 [M-H]~ 5.65 1.2 —16.17 4.22E-31 334 1.03
20 FA 18:2-0 CgH;,0; [M-H]~ 10.09 -13 —15.98 6.24E-31 21.0 1.03
21 Isovaleraldehyde CsH, 0 [M+H]* 9.77 -1.9 —15.98 6.80E—31 14.2 1.05
22 9-HODE CH;,04 [M-H]~ 10.55 -2.1 —15.92 7.58E-31 174 1.02
23 9(10)-Epoxy-12Z-octadecenoic acid ~ C,gH3,05 [M-H]~ 10.23 -1.6 —15.87 9.50E-31 22.6 1.02
24 57,11Z,14Z-Eicosatrienoic acid CyoH3,0, [M+H]* 16.03 -0.9 —15.84 1.06E—30 28.5 1.04
25 Methyl trans-p-methoxycinnamate C;H,0, [M-H]~ 7.02 -0.6 -15.77 1.46E-30 15.1 1.02
26 Ethyl (E)-hept-2-enoate CyH,(0, [M+H]* 11.54 05 ~15.76 1.48E-30 54 1.04
27 Undecanedioic acid C,Hy0, [M-H]~ 5.45 0.1 —15.75 1.52E-30 19.5 1.01
28 2-Hydroxy-4-methoxyacetophenone  CyH,,0; [M+HI* 9.66 0.3 -15.73 1.59E-30 251.4 1.01
29 3-(Methylthio)-1,2-propanediol C,H;,0,8 [M+H]* 0.93 -22 —15.73 1.59E-30 8.8 1.03
30 2-Ethyl-3-methylpyrazine C;H (N, [M+HI* 7.07 -1.9 —15.71 1.65E-30 31.0 1.05
31 O-cresol C;HO [M-H]~ 6.57 0.2 —15.66 2.07E-30 117 1.01
32 13R-Hydroxy-9Z,11E-octadecadie-  CgH3,05 [M-H]~ 10.42 -3.1 —15.59 2.89E-30 11.4 1.04
noic acid
33 Ethylhexyl methoxycinnamate C5Hy05 [M+H]* 13.82 0.7 —15.59 3.15E-30 17.3 1.03
52,112,142 Eicosatrienoic acid Linolenic Acid-1
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Retention  Time Peak area

No Identification (min) MS/MS(m/z) (Mean value) Formula
1 Narcissin 2.61 137.02 190912 CagH3,016
2 Butein 5.59 624.17 160355 C15H1205
3 Spiracoside 3.98 241.12 111654 C21H20012
4 Silybin 6.29 548.06 29547.1 CasH2010
5 Silibinin 7.79 432.10 644000 CasH2010
6 Rutin 15.22 277.22 1740.33 C27H30016
7 Quercitrin 13.21 307.19 133944 C21H2001
8 Quercetin 1.37 117.02 735456 C15sH1007
9 Pyrocatechol 6.29 464.09 62266 CeHeO,
10 Procyanidin C1 15.30 294.18 18338.7 C4sHis013
11 Phlorizin 5.01 223.06 308044 C21H24010
12 Morin 1.50 610.15 16176 Ci5H1007
13 Maritimetin 7.98 578.16 38418.8 C16H1206
14 Mangiferin 10.23 327.04 22262.8 CioH13011
15 Kaempferol 4.71 463.09 112763 Ci5H1006
16  Hypericin 434 771.20 544674 C30H160s
17 Glycitein 1.83 279.06 141294 Ci6H1205
18  Gallic acid 247 315.07 23485 C7HeOs
19  Galangin 6.02 180.07 38029.5 C15H100s
20  Epicatechin-3-O-gallate 10.26 283.06 54038.6 C2Hi3010
21  Epicatechin 3-glucoside 14.01 476.28 18729.6 C21H24011
22 Epicatechin 14.70 452.28 20261.8 C15sH1406
23 Endocrocin 2.23 169.01 143339 Ci6H100s
24  Ellagic acid 5.75 567.17 9275.36 C14HsOs
25  Dihydrokaempferol 3.41 149.02 409597 Ci5H1206
26 Cyanidin-3-O-galactoside 15.44 352.28 24045.6 C21H20011
27  Cosmosiin 8.95 659.14 74419.4 C21H20010
28  Chrysoeriol 1.00 333.06 81825.7 C16H1206
29  Catechol 1.06 594.16 20184.1 CsHsO2
30  Catechin 7.67 567.12 69656 C15H1406
31  Biochanin A 6.07 543.13 209391 Ci6H 1205
32 6-Gingerol 15.69 368.32 47025.3 C17H2604
33 (-)-Pinoresinol 6.30 609.15 22018.7 C20H2206
34 (+)-Taxifolin 8.33 321.02 28745.1 Ci5H12,07
35  Hyperoside 4.77 951.18 18284.7 C21H20012
36 Emodin 7.72 271.06 2312.73 Ci15H100s
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