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Exploring the mechanism of Xiaoer Chigiao Qingre Granules in treatment of
anfluenza A based on network pharmacology and molecular docking
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Abstract: Objective To explore the network pharmacological mechanism of Xiaoer Chigiao Qingre Granules in treatment of
influenza A. Methods Drug components and targets were screened by TCMSP database, disease targets were searched by GeneCards,
OMIM, TTD, and PharmGkb databases, drug-active ingredient-target network diagram was constructed by Cytoscape 3.9.1, protein
interaction network diagram was constructed by STRING, and core targets were screened. GO enrichment analysis and KEGG
pathway analysis were carried out through DAVID database, and molecular docking binding energy was calculated by
AutoDockTool. Results 245 Active components, 269 drug targets, 2 045 disease targets and 131 intersection targets were screened.
Quercetin, kaempferol, luteolin, B-sitosterol, stigmasterol, baicalein, wogonin and naringin were identified as the key components, and
the core targets were AKT1, TNF, TP53, IL-6, IL-1B, VEGFA, STAT3 and CASP3. The results of molecular docking showed that the
active components had good binding ability to potential targets. Conclusion The mechanism of Xiaoer Chigiao Qingre Granule is
complex, which may be related to the signal pathway of Toll-like receptor. It can be used to treat influenza A through the combination
of multi-target, multi-pathway and multi-effect.
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Table 1 Active components in Xiaoer Chigiao Qingre Granules
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Table 2 Analysis of core target information

s R degree PG E BEPOE
1 AKT1 101 846.370 80 0.807 4534
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4 IL6 94 484.088 60 0.769 230 8
5 IL1B 89 355.542 48 0.747 126 5
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8 CASP3 84 257.330 72 0.722 222 2
9 MAPK3 83 311.473 82 0.722 222 2

10 MMP9 80 367.706 45 0.706 521 8
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