2022461 120 H 45 31 555 2 1) Y& % HHRE-
Vol. 31,No. 2, January 20,2022 China Pharmaceuticals Pharmacy Articles

7 A 4k B4R X 5 45 7E B LT 77 8 1 Bl b th 155 9%
1ERHL B P R G IR E B

o g JEIREH 7 R AT Sk kel

(1. FEERAEH 2R, HE ZEKF 830011; 2. HHEFHLRHARAT,HE LE2KF 830011;
3. MIBERAFWEFTEER,#%E SEAK5F 830000)
WE: BN L2 mmRESRGLT RS AT G577 LR 5t 5 (RAU) G E R ALE Fik RN &R0 &% $ R iR
AR AT B ] Rk AT G bR B SRR AL R o oA A AR AR R B ) P 2 AR B R IE RS 54T & (TCMSP) fe tb 2k 25 22 52
(CTD)Z 3% 2 |, ik e 4k 7 A 5 o B B-25 4 e 4F JA 3.5, i it GEO, DisGeNET, Human Phenothpe Ontology , DrugBank % #% % % 3 RAU
TR I B I — R ¥k A5 A Cytoscape 3. 7. 2 3R AR M 3 B 05 Yo B W &, ab 4200 B B AT R B AR IR 6 (GO) ‘g & o A Ao AR
AR5 ERAEHLH(KECG) BB LR HEMFERTRF 11 MEF R 914 AN¥e 5 RAU 69 206 /& 5s ¥e 5, I 73 3R
LB F(TNF) \y FTHE(FN - v)F 33 AR E¥RE ;00 5 ESAFRIE S0 R 3T E RS> T R AE 020 R, 2 4 Hid
#2877 2R, tm JL s 10 R, 5F P ik 33 R ; KEGG @35 #4324 B F (NF) — B ARERE 5B -F - 1(HIF - 1) A2 5 IR | 20 e B
F - wl BT 2R EAERF 12 X2 5B IR BREBRRIT AR TFREE SRS RN T INF & IFN -y S4B, 4 m
¥ NF - kB & HIF - 1 5 % &4 5@ 5% , i L4457 RAU 6946 A .
KBRIA : M %2522 3 8 5 A0R AN &% B B ARAT AT BT IR Rk k5 B OHE T 9h A o 5 T bR B R A R AL
i E 4> 25 : R965; R988.2 X EFRERD A XEHS 1006 — 4931(2022)02 — 0041-05
Identification of Chemical Components of Xipayi Mouth Rinse Fluid and Its Mechanism in

the Treatment of Recurrent Aphthous Ulcer Based on Network Pharmacology
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Abstract: Objective To identify the chemical components of Xipayi Mouth Rinse Fluid, and to investigate its mechanism in the
treatment of recurrent aphthous ulcer (RAU). Methods Ultra — high — performance liquid chromatography — tandem quadrupole time —
of — flight mass spectrometry (UHPLC — Q — TOF — MS/ MS) was used to analyze the chemical components of Xipayi Mouth Rinse
Fluid. The literature was mined and the database of the Traditional Chinese Medicine Systems Pharmacology Database and Analysis
Platform (TCMSP) and Comparative Toxicogenomics Database (CTD) was searched to screen the effective components of the
prescription and the action targets of each Chinese herbal medicine. RAU disease targets were obtained from GEO, DisGeNET,
Human Phenothpe Ontology and DrugBank databases. The drug — disease intersection target was taken to construct the compound
target network by the Cytoscape 3.7.2 software, Gene Ontology (GO) enrichment analysis and Kyoto Encyclopedia of Genes and
Genomes (KEGG) pathway analysis were conducted on the core target. Results A total of 914 targets of 11 chemical components
such as gallic acid,206 disease targets of RAU,and 33 intersection targets such as tumor necrosis factor (TNF) and interferon vy
(IFN - y) were obtained. A total of 920 items such as response to lipopolysaccharide and response to molecule of bacterial origin
were obtained by GO enrichment analysis, including 877 biological processes, 10 cellular components and 33 molecular functions.
Twelve signal pathways such as nuclear factor (NF) — kB,hypoxia inducible factor — 1 (HIF = 1), programmed necrosis and cytokine —
cytokine receptor interaction were obtained by KEGG pathway analysis. Conclusion Core components such as gallic acid in Xipayi
Mouth Rinse Fluid can act on TNF,IFN — <y and other genes,and then regulate NF — kB,HIF — 1 and other signaling pathways, so
as to play a role in the treatment of RAU.
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A. HPLC chromatograms B. Total ion chromatograms

Fig.1 HPLC chromatograms and total ion chromatograms of
Xipayi Mouth Rinse Fluid
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Tab.1 Identification of chemical components in Xipayi Mouth Rinse Fluid
Ex] P X4 Ak EL A CAS%% »FX 0 [M-H]
1 ERTR aallic acid 149-91-7 C,H0, 169. 0171
2 1,6-0- ZRFEAR A% 1,6-di- 0- galloyl - D - glucose 469-32-9 CHu0,,  483.8664
3 1,2,6- 0- X2 T8k - - D- K 5% 1,2,6 - tri = 0~ galloyl - B~ D~ glucose 79886-49-0  C,H,0,  636.7737
4 8]/ 3¢ R AR p ! m = digallic acid 536-08-3 C,H,,0, 320.9137
5 1,3,6-0- %&FsA-g-D-H 5% 1,3,6 - tri - 0- galloy - 8- D~ glucose 18483-17-5  C,H,0,  636.7789
6 1,4,6- 0- %R T84 - f- D - bob i 548 1,4,6 - trigalloylglucose 94513-58-3  C,H,0,  635.7822
7 1,2,3,6-0- %2 F8A-5-D-HE# tetragalloyl - glucoside 79886-50-3  C,H,0,  786.6801
8 1,2,3,4,6-0- %R T8A-p-D - HAHK 1,2,3,4,6 - penta - 0~ galloyl - B~ D~ glucose 14937-32-7  C,H,0,,  939.5850
9 1,2,3,4,6- 0- ARFoA - - D - H A% 1,2,3,4,6 - penta - 0- galloyl - B~ D~ glucose 50678 -27-8  C,H,0,  940.5893
10 FHRB T B methyl oleanolate 1724-17-0  CyHy,0,  469.0516
11 3-0- B R PR R B 3= 0~ Caffeoyloleanolic acid 97534-10-6  C,H;0, 620. 7631
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Tab.2 Chemical components corresponding to the target of

Xipayi Mouth Rinse Fluid in the treatment of RAU

U b & 4 i B LA AR CTD %% CASH
1 ARTH gallic acid D005707  149-91-7

2 b iR ellagic acid D004610 476 - 66 - 4

3 B- 455 B - sitosterol C025473 64997 -52-0

4 AR 13 R amentoflavone COl1164 1617 -53 -4

5 AFAR R palmitic acid D019308 57-10-3
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Fig.4 GO enrichment analysis of Xipayi Mouth Rinse Fluid in the treatment of RAU gene
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