FIOHBFEIH 202441H AR &GwEkA  Drugs & Clinic Vol. 39 No. 1 January 2024 +49 .

ETMEHIBF R0 FIHER TS E N E 18 M = 4a 1 B K ERLE

AENFELRFH2REE L iga
1 bR EZKRE, Widb L 430065
2. WAL EEZ RN BRI RS A &R, Wb B 430022

7 E:BH AN GESERS T ARGV RS SR B A YRR RAE LG 75 J@id TCMSP
BRI 2 7 290 A S e P 3 P B2 R TN A 4 2, 385 GeneCards. OMIM il 22 e 8 vE 28 4 v B 28 M SR80 A, B Im e pk
TR SIe PSR E R S AE, 8T String 12.0 B R EM R E AAMHTAEA (PP M4, iz Cytoscape 3.10.1 #fF
PR “HZ - R - LAY - ZSAREEAR T Bl BT R B LR ST BRI AR (GO RN R AR EE R 5 R 4 1 R 4
B (KEGG) EHEAHTUTMERMLS; @it AutoDock AT 0 FRTEELAE . 4558 MBS S R s 5 NSRS
fEFF 90 ME s, LA R M 4R 1 B R A CIE TR NGRS (LRI LA R RBHER, MR Zo
BN B M E AN -2 (Bel-2). It E IR R A A IR A lE-3 (CASP3). # AL KK 1 %4k (EGFR). BE T S K 1-1A (HIF-
1A, FUEHEE (MYC) 45 {EFINUSI B KPP . W . WM. RSS2 A E 50K, HTHERER,
NS EAZ OV PE R 5% OB S B B R ). 2510 AN T AR YA TGO A . TS, SR AR AR DGR N A
PRI LS. ZmEINEITIER.

XEIA: (ARSI MEEgENEE & WRHHES, ot B LWEM; LR RABEER; WER

hESES: RIT5 YRR : A NERS: 1674 - 5515(2024)01 - 0049 - 08

DOI: 10.7501/j.issn.1674-5515.2024.01.007

Mechanism of Agrimoniae Herba in treatment of chronic atrophic gastritis based
on network pharmacology and molecular docking

REN Xiaojun?, ZHANG Manling?, ZHAO Huihui!, SHI Zhaohong?

1. Hubei University of Chinese Medicine, Wuhan 430065, China

2. Wuhan Integrated Traditional Chinese and Western Medicine Hospital, Affiliated to Hubei University of Chinese Medicine,
Wuhan 430022, China

Abstract: Objective To explore the material basis and action mechanisms of Agrimoniae Herba in treatment of chronic atrophic
gastritis based on network pharmacology and molecular docking techniques. Methods To screen the active ingredient of Agrimoniae
Herba from the TCMSP database, and predict their target proteins. To obtain the relevant target associated with chronic atrophic
gastritis from the GeneCards and OMIM databases. The intersection of target proteins between the active ingredient of Agrimoniae
Herba and chronic atrophic gastritis was used to construct a PPI network via String 12.0. The network diagram of “TCM - disease -
compound - intersection target” was constructed using Cytoscape 3.10.1 software. Core target proteins were subjected to GO and
KEGG enrichment analysis using R software to predict the underlying mechanisms. Molecular docking was performed using AutoDock
software to validate the interactions. Results Five active components were selected from Agrimoniae Herba, targeting 90 proteins.
Among them, the core active components responsible for improving chronic atrophic gastritis were identified as ellagic acid,
kaempferol, epicatechin, apigenin, and quercetin. Core target proteins included Bcl-2, CASP3, EGFR, HIF-1A, and MYC. The action
mechanisms mainly involved multiple signaling pathways such as anti-tumor effects, immune regulation, lipid metabolism regulation,
and antiviral activities. Molecular docking results demonstrated high affinity between the core active components of Agrimoniae Herba
and the core target proteins. Conclusion This study unveils that Agrimoniae Herba may exert a multi-target, multi-pathway
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therapeutic effect through the regulation of genes and pathways associated with cell proliferation, apoptosis, inflammation, and

metabolism.

Key words: Agrimoniae Herba; chronic atrophic gastritis; network pharmacology; molecular docking; ellagic acid; kaempferol;

epicatechin; apigenin; quercetin
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Fig. 5 GO enrichment analysis of the main compound action targets of Agrimoniae Herba
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