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Mechanism of Yixinshu Tablets in the Treatment of Coronary Heart Disease Based on Network
Pharmacology and Molecular Docking*

GUO Meiling, LI Jiaqi, ZHAI Yiyan, JIN Zhengsen, LU Peiying, LIU Jiangying, LEI Huiling, LIU
Shuqi, WU Jiarui ( School of Chinese Material Medica, Beijing University of Chinese Medicine,
Beijing 100029, China)

ABSTRACT OBIECTIVE: To explore the mechanism of Yixinshu tablets in the treatment of coronary heart disease
based on network pharmacology, and to verify by molecular docking technology. METHODS: The active component of
Yixinshu tablets was screened by Traditional Chinese Medicine Systems Pharmacology Database and Analysis Platform,
Traditional Chinese Medicine Information Database and Swiss Target Prediction, and the target network was constructed
by combining the obtained active component with the coronary heart disease target obtained by GeneCards database and
OMIM database. Protein-protein interaction ( PPI) was performed on the intersection targets obtained through STRING
database, and key targets were screened for Gene Ontology ( GO ) functional enrichment analysis and Kyoto
Encyclopedia of Genes and Genomes (KEGG) pathway enrichment analysis. AutoDock Tools 1. 5. 6 and PyMOL were
used for molecular docking to verify the binding ability between core components and key targets. RESULTS: A total of
155 active components of Yixinshu tablets were retrieved, corresponding to a total of 6 513 targets, with 1 751 targets
related to coronary heart disease. Totally 238 intersection targets of the two were finally obtained, 44 key targets were
obtained through PPI network construction and network topology analysis, and 938 GO functional processes and 177
KEGG pathways were obtained through enrichment analysis. Molecular docking results showed that the core
components of luteolin, Jaranol and 3B-sulphurenic acid could stably bind to key targets protein kinase B ( Akt) 1,
tumor necrosis factor and interleukin-6. CONCLUSIONS; This study predicts that Yixinshu tablets may treat coronary
heart disease through phosphatidylinositol 3 kinase-Akt pathway and other pathways, which reveals that Yixinshu
tablets have multi-component and multi-target characteristics in the treatment of coronary heart disease.
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