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Combining Network Pharmacology and Molecular Docking Techniques to Explore the
Mechanisms of Xuefu Zhuyu Decoction in Non-small Cell Lung Cancer (NSCLC) Metastasis
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Abstract: Objective: To investigate the active ingredients and potential mechanisms of XFZY in the treatment of NSCLC
metastasis using a combination of network pharmacology and molecular docking techniques. Methods: Gene Cards and OMIM
databases were used to download NSCLC metastasis related genes; Search for active compounds and drug targets of XFZY
through the TCMSP; Cytoscape v3.10.0 software was used to construct a component target network for XFZY; Establish PPI
betweenXFZY and NSCLC using String database; Perform GO and KEGG pathway enrichment analysis on intersecting targets;
Discovery Studio software was used for molecular docking validation and visualization. Result: The network indicate that the
main active ingredients of XFZY in the treatment of NSCLC are licorice chalcone, baicalein, and puerarin, with core targets
of AKT1, TNF, EGFR; The GO biological process involved in the target includes protein phosphorylation and apoptosis, and
the KEGG pathway involved includes carcinogenic signaling pathway, lipid and atherosclerosis, etc; The molecular docking
results confirmed that the main active compound baicalein has a strong interaction ability with the core target EGFR protein.
Conclusion: XFZY has the characteristics of multi-component, multi-target, and multi pathway effects on the metastasis of
NSCLC, and its mechanism may exert tumor inhibitory effects through baicalein EGFR.
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