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Investigation the Mechanism of Anti—cancer Potential of Gouguye (Ilicis Cornutae Folium)

Based on Network Pharmacology and Molecular Docking
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(Abstract] Objective To explore the anti—cancer potential of Gouguye (Ilicis Cornutae Folium) from a network perspective,
so as to provide a theoretical basis for its clinical use. Methods The effective components and potential targets of Gouguye
(Ilicis Cornutae Folium) were obtained through the traditional Chinese medicine (TCM) systems pharmacology database (TCMSP),
the encyclopedia of TCM (ETCM) and refer to relevant literatures. By comparing the results of human genome database (GeneCards),
the overlapping genes of Gouguye (llicis Cornutae Folium) and cancer were collected. The "candidate active components -
targets" network of Gouguye (llicis Cornutae Folium) was built with Cytoscape 3.6.0 software. The anti—tumor protein interaction
(PPI) network was constructed using the STRING database and Cytoscape 3.6.0 software. Through molecular docking verification and

screening of potential core compounds. The gene ontology (GO) classification enrichment analysis and the kyoto encyclopedia

(¥e#5 B #7)2020-12-14

(BETB ) KE ARREHL T H (2018A030313373) ; TRII TR 3+ %15 H (JCYJ20170306171157738) .
(TEE B A Y], Lo 1, A5 2500, W58 77 1) - h 25 25 FL2 0

UGB WAESE ) 24565, &, 1+, E-mail :jq105@163.com,



432 W1 R TP s 24 K2 244 hitp://hnzyydxxb.hnuem.edu.cn 2021 55 41 &

of genes and genomes (KEGG) pathway enrichment analysis for the targets were carried out in DAVID database. Results Total
137 anti—tumor targets of Gouguye (Ilicis Cornutae Folium) were screened out, corresponding to 13 active components. Key
targets involved TP53, MAPKI, STAT3, etc. It mainly plays an anti—cancer role by regulating tumor necrosis factor (TNF)
signaling pathway, hypoxia induced —factor—1 (HIF-1) signaling pathway, phosphatidylinositol 3 —kinase (PI3K/AKT) signaling
pathway, tumor suppressor factor P53 signaling pathway, T cell receptor signaling pathway, etc. The cancers involved prostate
cancer, pancreatic cancer, non—-small cell lung cancer, etc. Molecular docking results showed that pedunculoside and MAPKI
could bind stably and interact with each other through protein amino acids such as Gly32, Glu33, Gly34 and Tyr36.
Conclusion The main mechanism of Gouguye (llicis Cornutae Folium) in treating cancer is involved to multiple compounds

represented by quercetin, ursolic acid, pedunculoside and formononetin, and multiple targets represented by TP53, MAPK1 and

STAT3, and multiple signaling pathways represented by cell proliferation, apoptosis and signal transduction.
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