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Mechanism of Guli Capsules in the Treatmenr of Osteoarthritis Based on Network
Pharmacology and Molecular Docking*

YANG Siyun, WANG Haojia, ZHANG Jingyuan, ZHANG Fanqin, LI Jiaqi, QIAO Chuanqi, ZHOU
Jiying, CHAI Keyan, LIU Shuqi, WU Jiarui ( School of Chinese Materia Medica, Beijing University of
Chinese Medicine, Beijing 100029, China)

ABSTRACT OBJECTIVE; To probe into the mechanism of Guli capsules in the treatment of osteoarthritis based on
network pharmacology and molecular docking technology. METHODS: Drug compound targets were screened by the
Traditional Chinese Medicine System Pharmacology Database and Analysis Platform and the Traditional Chinese
Medicine high-throughput experiment and reference database. Disease targets of osteoarthritis were screened byusing the
GeneCards database and the U. S. National Bioinformation Center. Intersection targets of potential targets and related
disease targets were imported into the STRING website for protein-protein interaction analysis. The obtained data
were imported into Cytoscape 3. 10. 1 software for analysis by Centiscapes 2. 2. The representative targets were selected
and R language was used for gene ontology (GO) function enrichment analysis and Kyoto encyclopedia of genes and
genomes ( KEGG ) pathway enrichment. Drug-composition-target prediction and drug-composition-target-pathway
networks were constructed with Cytoscape 3. 10. 1 software. Finally, the key compounds and core targets were verified
by molecular docking, and the results were visualized by Pymol software. RESULTS: The main active components in
Guli capsules were kaempferol, isopsoralen dihydroflavone, etc. Totally 183 common targets of Guli capsules and
osteoarthritis were selected, the core targets including TNF, Aktl, TLR4, CASP3, PPARG, Bcl-2 and NF-kB. GO
functional enrichment analysis involved 182 biological processes, 183 cell components and 183 molecular functions.
KEGG enrichment analysis showed that the treatment of osteoarthritis with Guli capsules was mainly related to

AFEETH B R A RE2EFES BT H (No. 82074284 ) ; L3 P B2 25 K2 5 il B A 70 H ( No. BUCM-2023-JS-FW-077)
w WHBFFE AR, DFZE05 1 IR 22, E-mail : YYgoodluck123456@ 163. com
#OEAEER Bz . D sy B RTE B TS, E-mail : exogamy@ 163. com

R RS TEM 5430 2025 4E56 25 B4 5 W Evaluation and analysis of drug-use in hospitals of China 2025 Vol. 25 No.5 - 517 -



165 pathways such as human cytomegalovirus infection, Kaposi sarcoma-associated herpes virus infection and lipid and

atherosclerosis. Results of molecular docking showed that the binding energy of the core target was lower and the
affinity was better. CONCLUSIONS; This study verifies and predicts that the active components of Guli capsules, such
as kaempferol and isopsoralen dihydroflavone, can act on multiple targets, regulate multiple pathways to achieve the

treatment of osteoarthritis disease, and provide ideas for the study of mechanism and clinical application.
KEYWORDS Osteoarthritis; Guli capsules; Network pharmacology; Molecular docking
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