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Mechanism of Simo Decoction for treatment of functional dyspepsia based
on network pharmacology and molecular docking
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Abstract  Objective: To predict the effective targets of Simo Decoction and discuss the pharmacological
mechanism of its multi-component multi-target and multi-pathway for the treatment of functional dyspepsia( FD)
based on the method of network pharmacology. Methods: TCMSP CTD DISEASES database and Swiss Target
Prediction reverse molecular docking server were used to predict the effective components of Simo Decoction and the
therapeutic targets of functional dyspepsia. STRING database was used to construct the PPI network and obtain the
core role target; molecular docking was performed on the core role target and effective components and verified.
DAVID was used to analyze the effective action target for gene ontology ( GO) and Kyoto encyclopedia of genes and
genomes ( KEGG) related pathway enrichment analysis. Results: Twenty-six effective compounds were selected
from Simo Decoction and 33 effective targets related to functional dyspepsia. The results of molecular docking
showed that the effective compounds had strong binding ability with the targets. Functional enrichment of GO and
KEGG analysis showed that the targets were involved in cell proliferation oxidationreduction angiogenesis and
contraction and other biological processes and regulated neuroactive ligand—receptor interaction pathways in

cancer HIF- signaling pathway VEGF signaling pathway and so on. Conclusion: Simo Decoction plays a role in
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the prevention and treatment of FD by regulating inflammatory response and neuroactive transduction pathway.
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hsa04012:ErbB signaling pathway
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