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Analysis of in Vitro Metabolic Characteristics of Effective Components
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Abstract: In order to investigate the metabolic characteristics of the effective components of Polygonum orientale flower
in human intestinal flora. The effective components of Polygonum orientale flower were added to in vitro culture of human
intestinal bacteria and incubated in anaerobic environment. The metabolites were detected by UPLC-Q-TOF/MS. The
metabolites in the samples were predicted and analyzed by using Metabolite Tools™ analysis platform and the chemical
formula of metabolites.was deduced by using the Smart Formula function in Data Analysis combined with Mass Defect
Filter technology. A total of 14 metabolites were detected from the drug-enteroinoculum solution , including N-p-coumaroyl
tyramide , hydrogenation of N-trans-p-hydroxyphenethyl ferulamide, hydrogenation hydroxylation, and methylation. Hy-
droxylated metabolites , dodeoxylation of kaempferol , reduction of C2-C3 double bonds, deoxygenation metabolites , hydrox-
ylation of quercetin, ring-opening cleavage and deoxidation of O-C2 bonds, and C2-C3 double bond reduction of O-C2
bonds Ring-opening pyrolysis metabolites , hydrogenated metabolites of catechins,and decarboxylated , methylated metabo-
lites of gallic acid. The effective components of Polygonum orientale flower are mainly reduced, oxidized , hydrolyzed I
phase reaction and methylated phase 1l reaction in isolated human intestinal flora,which will provide reference for further
study of its mechanism in vivo.
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Fig. 1 Base peak chromatograms of Polygonum orientale 1..
flower extract metabolites in man intestinal flora sam-
ple in negative mode and different chromatograms are
4,12, 36 h, and 72h respectively
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Note : A. Drug-containing medium; B. Blank intestinal fluid ; C. Medicinal
enteric liquid;D \E F .G are 4 h,12 h,36 h,72 h drug-containing
intestinal bacteria respectively.
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Table 1  Analysis of metabolites of effective:components of Polygonum orientale L. flower in human intestinal flora
5% JRENE 2 it SR s [LmEE
NO. (min) Mode m/z Formula Error pathway
M1 4.4 [M-H]- 291.0875 Cy5H,504 0.2 Lk
M2 6 [M-H]- 300. 1238 Cy;H;gNO, 1.2 ERIARZE 217
M3 7.6 [M-H]- 284.1291 Cy7H g NO, 0.4 Lk
M4 8.3 [M-H]- 314. 1404 C,sHyNO, 2.1 Sk
M5 913 [M-H]" 344.1508 CyoHy, NOs -1.4 AL AL
M6 13.3 [M-H]- 329.0311 Cy6Ho Oy 2.3 e 21
M7 6.2 [M-H]- 305. 0668 CisH,30, 0.2 C2-C2 XU 5L, 0-C2 B TF IR ZLf7
M8 7.8 [M-H]- 287.0560 CysHy, Og 0.5 €2-C2 B 5
M9 8 [M-H]- 317.0297 Cy5Hy Oy 1.8 FIAL
M10 1.9 [M-H]- 125.0250 CeH504 4.8 i 5
M11 3.6 [M-H]" 183. 0298 CsH, 05 0.3 54k
MI2 5 [M-H] 316.1188 Cy; HigNOs 0.9 Sk . RE L
Mi3 6.5 [M-H]- 330.1337 €5 HyNO; 3.1 Sk B xAL
M14 3.9 [M-H]- 303. 0502 CsH,, 0, 2.6 Sk Rk
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Fig. 2 Possible metabolic pathway of Polygonum orientale L. Flower extract in human intestinal flora
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