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Mechanism of Kanxingeng Mixture in the Treatment of Acute Myocardial Infarction Based on
Network Pharmacology and Molecular Docking*

ZHANG Qian"?, GUO Meiling' , FU Changgeng’, WU Jiarui' ( 1. School of Chinese Material Medica,
Beijing University of Chinese Medicine, Beijing 100029, China; 2. Dept. of Pharmacy, Beijing
Changping District Hospital, Beijing 102200, China; 3. Dept. of Cardiology, Xiyuan Hospital of China
Academy of Chinese Medical Sciences, Beijing 100091, China)

ABSTRACT OBJECTIVE: To investigate the active components and mechanism of action of Kangxingeng mixture in
the treatment of acute myocardial infarction using network pharmacology and molecular docking. METHODS: The
chemical components of Kangxingeng mixture were screened by Traditional Chinese Medicine Systems Pharmacology
Database. Potential drug targets were predicted via Swiss Target Prediction platform. Disease targets for acute
myocardial infarction were retrieved from the GeneCards and OMIM databases and intersection analysis was performed
using the STRING database to obtain the core target set. A protein-protein interaction network and correlation matrix
were constructed to identify highly connected key node proteins. Enrichment statistical analysis was carried out for GO
functional categories and KEGG pathways. The 3D structure docking experiment between key components and target
proteins was completed, and the affinity between candidate compounds and core targets was quantitatively evaluated.
RESULTS: A total of 862 potential drug targets from Kangxingeng mixture’ s active components and 1,666 acute
myocardial infarction-related disease targets were identified, resulting in 294 common potential targets. Topological
analysis of the PPI network identified 60 key targets. Systems biology analysis reveals that hundreds of analytical
pathways related to inflammatory response, oxidative stress injury and apoptotic signal transduction are involved in this
process. Molecular docking results demonstrated (isoflavanone, (3R)-3-(2-hydroxy-3,4-dimethoxyphenyl ) chroman-7-
ol ,salvilenone I ) exhibit strong action trends respectively, especially showing high binding affinity for key enzyme
targets such as PKBa, IL-B,TNF. CONCLUSIONS: This study predicts and verifies that Kangxingeng mixture may
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treat acute myocardial infarction via regulating multiple signaling pathways related to inflammation and apoptosis,

among which PI3K-AKT and MAPK signaling pathways serve as important candidates, revealing the multi-component

and multi-target characteristics of traditional Chinese herbal compound for holistic intervention.

KEYWORDS Kangxingeng mixture; Acute myocardial infarction; Network pharmacology; Molecular docking
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