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[ Abstract | Objective: To observe the metabolic characteristics of effective components from Polygonum
orientale inflorescences in intestinal flora of rats. Method: The incubating samples of effective components from
P. orientale inflorescences in rat intestinal flora in vitro were detected by UPLC-ESI-Q-TOF-MS/MS, the mobile
phase was consisted of 0. 1% formic acid solution-0. 1% formic acid acetonitrile solution and eluted in gradient mode

at a flow rate of 0. 3 mL-min "'

The mass spectral analysis was detected with electrospray ionization under positive
ion mode and negative ion mode. The metabolites and possible biotransformation pathways of effective components
form P. orientale inflorescences in rat intestinal flora in vitro was analyzed by Metabolite Tools™ | mass defect

filtration ( MDF) and other metabolite analysis techniques and combined with the accurate relative molecular weight
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of the compounds, the fragment ion information and the literature data. Result: Eighteen metabolites were
detected after incubation of effective components from P. orientale inflorescences in rat intestinal flora. The main
biotransformation pathways were reduction, oxidation, hydrolysis in [ phase reaction and methylation in [I phase
reaction. Conclusion: The effective components of P. orientale inflorescences can be transformed into a variety of
metabolites under the action of intestinal flora in rats. It is suggested that whether the metabolites are bioactive
components should be considered when P. orientale inflorescences is used as medicine.
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flora; metabolic pathways; methylation; in vitro incubation
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A BB S
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AR 4 5 5 R VA 9 25 B A6 AT R0 93 R B
BRI R A 4 S AR e A IR 1 5K 3,
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Table 1 Identification of metabolites of effective components from Polygonum orientale inflorescences in rat intestinal flora incubation fluid
[N i Z"A LN m/z ¥ P R 77 3¢
/min /ppm
M1 1.9 [M-H]" 125.025 0 C4H;5 0, 4.8 BT R
M2 3.6 [M-H]"- 183.029 8 CgH, 05 0.3 BETFEHF L
M3 3.9 [M-H]" 151.039 8 CgH; 0, L7 MR 0—C2 TP AR L4 AL
w4 50 [M-H]" 3161188 CpHuNOs  -0.2 Nop-F GRERRIE Y AL AL
M5 5.8 [M+H]* 302.139 0 C,,Hy,NO, -1 N-p-7 SRR e i & Ak R 3k Ak
[M-H]" 300. 123 8 Cy;HgNO, 1.2
M6 6.2 [M-H]" 305. 066 8 CisH,50, L0.2 M3 C2—C3 AR BRI O—C2 BT IR AL R
W7 6.3 [M-H]"  330.1337 Ci5HygNOs 301 N-RUR - 2 T UGG 1 AL RS
8 7.0 (M-H]" 358.129 3 Cio Hyy NOg 0.8 N-F2 - 6 4 2 e W BRI 10 PP 64 . — 5 AL
M9 7.3 [M-H]"  358.1286 C1yHy NOg 3.0 NI HEAE T BRI 1 TR AL R A
M10 7.6 [M+H]* 286. 143 7 C,;H,yNO, 0.3  N-p-F OB M Sk
[M-H]" 284.129 1 C,;H g NO, 0.4
M11 7.8 [M-H]" 287.056 0 CsH,, 0 0.5  INZSHEy C2—C3 MU A 5
M12 8.0 [M-H]" 317.029 7 C,5Hy O 1.8 Mt EEEL
M13 8.3 [M+H]* 316.155 2 CsH,,NO, -2.7  N-JRA-X PRI 2 5P BL L &k
[M-H]" 314. 140 4 C1yHyyNO, 2.1
M14 9.3 [M+H]* 346. 165 1 C 9 Hyy NO; -0.7  N-faR-X R £ K B I Sk AL R
[M-H]" 344.150 8 CoH,, NOs ~1.4
M15 10.7 [M-H]" 255. 066 4 CsH,, 0, 0.4 I ZSEYAUB AT C2—C3 ik R
M16 11.0 [M+H]* 255.065 0 CysH,, 0, 0.6 ILIZASHE BB A
[M-H]" 253.049 4 C,sH,0, 5
M17 13.3 [M+H]" 331.045 0 CieH,y, Oy -0.5 Wil e Z Pk
[M-H]" 329.031 1 C,¢Hy Oy ~2.3
M18 13.5 [M-H]" 271.060 3 CsH,, 05 3.2 WIZEBEA . Sk
3 itig MLV A HSE T 6 AN 5B Ry, 4R 5B R 4 TE

14 65 vh 25 76 % [ TR RA 9T B h © & A LT
AR s R R AR 2R AR LD IR L 25 R
A RO A 2 IR E A N T8 S5 AR AT e 4 b5 i 3 T
Pefuh, R AR 0 HRTE 2k L R
FR 2 A A W 3 T AR S A kAR, R
T HA BRI R AR L A SCRARGE
ZERIAE A A T R R A S £ R A BOR 4
HLA B3 BH00 LBk 7 A 15 A2 i 30
R BRI IR 2E 8548 J5 AL IR 43 BE AT WF T, 45 S A 25 8
AEHRIBUY AR T 17 L2 A H7E R R 25

L35 A6 ity P 40K & B, 3 AT R i 3 28 R 1 R Y A
REBE LMo 1M, 3 28 DUARSS 7™ ) B s 7E AR
PR IF AR & G Pl A B T 9 AU,
O] g S 2 K 9 SR A AR R A
T X 25 AR R I R 2K | A 26 A R R A Sy BL
ZS TR LI 2% 2R - B2 M Y 1 20 % 2 W ) R O 5 v
KB, X2 AN AR R AR, 2300 D 2. 5% Al
0.3% , Y& W] 3% 16 VR P9 A7 L W e AR g o 421
PRLIHG , A S e 43 O U T T R Sl A MR A, BF Y
2L W AE A A o AR AR S i 3 TR TR A AR AL
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Fig.3 Potential metabolic pathways of effective components from Polygonum orientale inflorescences in rat intestinal flora
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