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ABSTRACT OBJECTIVE: To probe into the potential active components and possible mechanism of Mailuo Shutong
pills in the treatment of hemorrhoids. METHODS ; Chemical constituents of Mailuo Shutong pills and the related targets
of hemorrhoids were obtained by Traditional Chinese medicine systems pharmacology database and analysis platform,
DisGeNET, GeneCards and other databases. The intersection targets were imported into STRING database for analysis,
and the analysis results were imported into Cytoscape software to construct protein-protein interaction ( PPI) network
diagram, Mailuo Shutong pills chemical components-target network diagram and drug-component-target-pathway
network. The key targets were analyzed by gene ontology (GO) enrichment analysis and Kyoto Encyclopedia of Gene
and Genome (KEGG) pathway enrichment analysis by R language. AutoDockTools software was used to verify the
molecular docking between the active components of Mailuo Shutong pills and the corresponding key targets.
RESULTS: A total of 215 compounds, 310 related targets, and 148 compound and disease intersection targets were
screened. Key targets including protein kinase B ( Akt) 1, tumor protein p53 (TP53) , interleukin (IL) 6, epidermal
erowth factor receptor (EGFR) , vascular endothelial growth factor A (VEGFA), ESR1, HIF1A and tumor necrosis
factor (TNF) were identified. Based on the analysis of PPI network, there were 161 KEGG pathways and 3 041 GO

functional entries were obtained. In the GO functional items, there were 2 706 biological process related items,

A BEETH  E K [ RFLEILET0 H (No. 82074284 ) ; [ 52 v 5 24 4% A A8 1 BA T35 H ( No. ZYYCXTD-C-202005-10) ; db 5t EE 2 RK2E 5675
JEU ) 2454 BR A RS 35T H (No. BUCM-2021-JS-FW-136)

* MW A . TR Il IR 125, E-mail : yiyanouba@ 163. com

#EEVEH B, B9 G RZG Y LTS FATA . E-mail : exogamy@ 163. com

RE BB TEN 5500 2022 4F55 22 B4 12 1) Evaluation and analysis of drug-use in hospitals of China 2022 Vol. 22 No. 12 - 1439 -



140 cellular components, and 195 molecular function related items. The results of molecular docking showed that

quercetin, formononetin, luteolin, wogonin, kaempferol and other compounds had good binding activity with Aktl,
TNF, TP53, 1L-6, EGFR, VEGFA and ESR1. CONCLUSIONS: Mailuo Shutong pills in the treatment of hemorrhoids

is based on the mechanism of multi-components and multi-targets. This study provides theoretical basis for further

verification of related mechanisms.
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hsa05224 means breast cancer
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Fig 8 Drug-component-target-pathway network
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A Hitle % 5 VEGFA (454 6E:-38. 074 4 kJ/mol) ; B. #fit } % 5 EGFR
(454 fE . -33.890 4 kJ/mol) ;C. /NEERK S ESRI (454
-40. 584 8 kJ/mol) ;D. ARFE L TL-6( 454 k. -35. 145 6 kJ/mol) ;
E. M 25 1L-6( 454 HE: -33. 890 4 kJ/mol) ; F. Mt % 5 TNF (454
fi£:~29.706 4 kJ/mol) ;G. KBHE 5 TNF(L54HE .

-30. 124 8 kJ/mol) ; H. KEBEHE RS TP53( 454 HE:-29. 288 0 kJ/mol)
A. quercetin act on VEGFA (affinity; —38. 074 4 kJ/mol) ; B. querectin
act on EGFR (affinity; —33. 890 4 kJ/mol) ;C. berberine act on ESR1

(affinity; —40.584 8 kJ/mol) ; D. luteolin act on IL-6( affinity ;
—35.145 6 kJ/mol ) ;E. quercetin act on IL-6( affinity: —33.890 4 kJ/mol ) ;
F. quercetin act on TNF (affinity: —29. 706 4 kJ/mol) ;G. luteolin act

on TNF ( affinity; —30. 124 8 kJ/mol) ; H. luteolin act on TP53
(affinity; —29.288 0 kJ/mol)
B9 4rFxti
Fig 9 Molecular docking
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