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Mechanism of Gusuibu (Drynariae Rhizoma)-Buguzhi (Psoraleae Fructus) Drug Pair on Treatment

of Bone Metastasis Cancer Pain Based on Network Pharmacology and Molecular Docking
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(Abstract] Objective To use network pharmacology and molecular docking technology to explore the mechanism of
Gusuibu (Drynariae Rhizoma)-Buguzhi (Psoraleae Fructus) for the treatment of bone metastasis cancer pain. Methods Through literature
search, TCMSP database and BATMAN-TCM database, the active ingredients of Gusuibu (Drynariae Rhizoma)-Buguzhi (Psoraleae
Fructus) and their corresponding targets were obtained, the targets related to bone metastasis cancer pain were obtained
through GeneCards database, and the "compound —disease" common targets were obtained by using Venn online software.
Cytoscape 3.7.1 software was used to construct “Chinese medicine—compound—target—disease” network diagram, STRING database

was used to draw core target PPl network, DAVID was used to perform GO function and KEGG pathway enrichment of core
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target. Auto Dockt Vina was used to verify the molecular docking between the key chemical components of Gusuibu
(Drynariae Rhizoma)—Buguzhi (Psoraleae Fructus) and their core target. Results The key compounds of Gusuibu (Drynariae
Rhizoma)-Buguzhi (Psoraleae Fructus) were stigmasterol, isopsoralen, bakuchiol, kaempferol, B—sitosterol, luteolin, etc. The core
targets involved AKT1, TP53, IL-6, etc. GO biological process analysis showed that the gene function of the active ingredients
of Gusuibu (Drynariae Rhizoma) —Buguzhi (Psoraleae Fructus) was mainly manifested in the positive regulation of RNA
polymerase Il promoter, signal transduction, and positive regulation of cell proliferation. The results of KEGG showed the main
role of Gusuibu (Drynariae Rhizoma)-Buguzhi (Psoraleae Fructus) was related to AKT1, TP53, IL-6 and other core targets and
cancer signaling pathways. The molecular docking results showed that stigmasterol, isopsoralen, bakuchiol, kaempferol, -
sitosterol, luteolin had good binding ability with AKT1, TP53, and IL-6. Conclusion Active ingredients stigmasterol, isopsoralen,
bakuchiol, kaempferol, —sitosterol, luteolin of Gusuibu (Drynariae Rhizoma)-Buguzhi (Psoraleae Fructus) may act on AKTI,

TP53, IL-6 and other key targets through signaling pathways such as cancer pathway to treat bone metastasis cancer pain.

(Keywords) bone metastasis cancer pain; Gusuibu (Drynariae Rhizoma); Buguzhi (Psoraleae Fructus); network pharmacol-

ogy; molecular docking
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