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Abstract; Objective
bulbifera 1. against non — small cell lung cancer (NSCLC) by network

To investigate the mechanism of Dioscorea
pharmacology and molecular docking. Methods The active components
and corresponding targets of Dioscorea bulbifera L. were retrieved by the
traditional Chinese medicine systems pharmacology database and analysis
platform. NSCLC targets were obtained and intersected. Protein — protein
interaction ( PPI) network analysis was performed using STRING
database. Gene Ontology ( GO) and Kyoto Encyclopedia of Genes and
Genomes ( KEGG ) enrichment analysis of intersection targets were
performed. Molecular docking techniques were used to predict the
binding of core components to key targets. Results Fifteen possible
active components and 203 targets of active components were screened
out. There were 1 653 targets for NSCLC and 120 intersection targets.
The key targets were tumor antigen p53 (TP53), RAC - alpha serine/
threonine — protein kinase ( AKT1 ), transcription factor Jun ( JUN),
tumor necrosis factor (TNF) and interleukin —6 (IL —6) by PPI network
analysis. GO and KEGG enrichment analysis showed that the key targets
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were mainly in transcription regulator complex, and through response to inorganic substance, played DNA — binding

transcription factor binding function, and anti — NSCLC by regulating in cancer pathways. Molecular docking results

showed that diosgenin and diosbulbin B were better bound to key targets. Conclusion The anti — NSCLC effect of

Dioscorea bulbifera L. may be related to the regulation of cancer pathways by the action of diosgenin and diosbulbin B

on TP53, AKTI, JUN, TNF and IL -6.
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Figure 2

Dioscorea bulbifera 1. components — non — small cell lung cancer targets network

F1 T o AL ARE(KCal - mol ™)
Table 1 Molecular docking binding energy of Dioscorea bulbifera 1.
(kCal + mol™")

Item TP53 AKT1 JUN TNF IL-6
Galangin -8.7 -9.5 -8.1 -7.9 -7.4
B — sitosterol -7.3 -11.1 -7.6 -6.3 -6.8
Kaempferol -8.3 -9.8 -7.7 -7.5 -7.6
Stigmasterol -7.6 -8.2 -8.0 -5.9 -7.0
Diosgenin -9.6 -12.6 -9.3 -7.8 -8.8
Epicatechin -8.5 -9.0 -7.8 -6.1 -7.4
Diosbulbin B -9.6 -9.0 -9.0 -7.2 -7.7
Catechin -8.8 -9.1 -8.2 -82 -7.2
Trimethoxy quercetin -9.2 -8.6 -7.8 -6.8 -6.4
Diosbulbin A -8.3 -8.3 -8.1 -7.5 -7.1
Diosbulbin C -8.4 -8.1 -7.9 -7.1 -6.7
Quercetin -8.0 -9.4 -8.2 -7.8 -7.0

TP53 ;: Tumor antigen p53; AKTL:RAC - alpha serine/threonine — protein
kinase ; JUN : Transcription factor Jun; TNF; Tumor necrosis factor; IL -6

Interleukin - 6.
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Molecular docking visualization of Diosgenin and Diosbulbin B with targets

A: Diosgenin — TP53; B: Diosbulbin B = TP53; C: Diosgenin — AKT1; D: Diosbulbin B — AKTI; E: Diosgenin — JUN; F: Diosbulbin B — JUN.
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