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Study on the Mechanism of Huangqi Jianzhong Decoction in the Treatment of
Functional Dyspepsia based on Network Pharmacology and Molecular Docking

ZHAO Xian-ping', YANG Tong-ping’, XIANG Jiang'*

(1.Zhangjiajie traditional Chinese medicine hospital, Hunan Zhangjiajie 427000;2.Hunan University of Medicine, Hunan
Huaihua 418000)

ABSTRACT: Objective The network pharmacology analysis and molecular docking of Huanggqi
Jianzhong Decoction were conducted to explore the potential mechanism in treating functional
dyspepsia(FD). Methods The ingredients and targetsof Huangqi Jianzhong Decoction were from
TCMSP database. The normative targets were acquired from UniProt database. The genes of FD
were searched by OMIM,GeneCards and Drugbank databases, and their intersection genes could
be got. Protein-protein interaction (PPI) network was drawn by Cytoscape 3.7.1 software. The PPI
bar graph was made by R 4.0.0 software, and GO and KEGG enrichment analysis was conducted
bybioinformatics online drawing tools. AutoDockTools 1.5.6 software was used to verify the
molecular docking between the ingredients and the targets, and PyMol 2.5.0 software was applied
to visually process the analytical results. Results There were 155 intersecting genes between
FD and the ingredients, targets in theHuangqi Jianzhong Decoction, mainly including TP53, IL-
6, TNF, AKT1, VEFGA, CASP3, etc. KEGG pathway enrichment analysis showed that the key
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pathways of Huangqi Jianzhong Decoction in the treatment of FD may be AGE-RAGE, Lipid and
atherosclerosis and Fluid shear stress and atherosclerosis.The molecular docking results indicate that
quercetin, naringenin, kaempferol, paeoniflorin and beta-sitosterolhad better docking activities with
corresponding targets. Conclusion The main active ingredients in the treatment of FD by Huanggqi
Jianzhong Decoction may bequercetin, naringenin, kaempferol, paeoniflorin and beta-sitosterol.
These ingredientsplay a role in treating FD by regulate the3 pathways of Lipid and atherosclerosis,
AGE-RAGE, Fluid shear stress and atherosclerosis,and act on TP53, IL-6, TNF, AKT1, VEFGA,

CASP3.

KEYWORDS: Huangqi Jianzhong Decoction; functional dyspepsia; network pharmacology;

molecular docking
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