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Anti-breast cancer mechanism of Scutellaria barbata and Iphigenia indica based
on network pharmacology and molecular docking technology

HU Yan-bin, WEI Rui-bo, DAI Tian-tian, WEI Ya-zhi, WANG Xin
School of Chemical Engineering, Northwestern National University, Lanzhou 730000, China

Abstract: Objective To investigate the mechanism of " Scutellaria barbata and Iphigenia indica " against breast cancer by network
pharmacology and molecular docking methods. Methods The effective chemical constituents and corresponding target proteins of
Scutellaria barbata and Iphigenia indica were screened by TCMSP. The potential targets of breast cancer were screened by DrugBank
and Uniprot databases, and the network diagram of "compound-target—disease" was constructed using Cytoscape 3.8.0 software. The
protein interaction (PPI) network was mapped using the STRING database, and GO function and KEGG pathway enrichment analysis
of effective targets were performed using the DAVID database. Results A total of 29 effective chemical components in Scutellaria
barbata, 3 effective chemical components in Iphigenia indica, 517 potential targets corresponding to the above chemical components,
and 118 breast cancer targets were selected. Eight drug-disease common targets were obtained by comparing " Scutellaria barbata and
Iphigenia indica" with the targets of breast cancer, including AR, CASP3, CASP9, ESR1, ESR2, KCNH2, PTGS2, and SLC6A4. GO
functional analysis resulted in 197 entries, involving aspects such as drug metabolism. KEGG pathway analysis yielded 116 items,
involving bladder cancer, non-small cell lung cancer, pancreatic cancer, African trypanosomiasis, prostate cancer, colorectal cancer,
endometrial cancer and other pathways. Conclusions Study preliminarily revealed the key targets and biological processes and
signaling pathways involved in anti-breast cancer effect of " Scutellaria barbata and Iphigenia indica", and combined with molecular
docking technology, found that its role is multi-target and multi-pathway, laying foundation for future molecular biology experiments.
Key words: Scutellaria barbata; Iphigenia indica; breast cancer; network pharmacology; molecular docking technology; androgen receptor
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Table1 Chemical composition of Scutellaria barbata and Iphigenia indica

FFe WEERSY OB/% DL Sfe i
MOL007991  2-methoxy-9,10-dihydrophenanthrene-4,5-diol 44.97 0.18 EEyics
MOL000358  beta-sitosterol 36.91 0.75 2% A
MOL000449  stigmasterol 43.83 0.76 EEyics
MOL001040  (2R)-5,7-dihydroxy-2-(4-hydroxyphenyl)chroman-4-one 42.36 0.21 A
MOL012245  5,7,4'-trihydroxy-6-methoxyflavanone 36.63 0.27 R
MOL012246  5,7,4'-trihydroxy-8-methoxyflavanone 74.24 0.26 P E
MOLO012248  5-hydroxy-7,8-dimethoxy-2-(4-methoxyphenyl)chromone ~ 65.82 0.33 b
MOL012250  7-hydroxy-5,8-dimethoxy-2-phenyl-chromone 43.72 0.25 2P
MOL012251  chrysin-5-methylether 37.27 0.20 A
MOL012252  9,19-cyclolanost-24-en-3-ol 38.69 0.78 R
MOL002776  baicalin 40.72 0.75 AE
MOL012254  campesterol 37.58 0.71 P E
MOL000953 CLR 37.87 0.68 AE
MOL000358  beta-sitosterol 36.91 0.75 FiE
MOL002714  baicalein 3352 0.21 AE
MOL002915  salvigenin 49.07 0.33 R
MOLO000351  rhamnazin 47.14 0.34 AE
MOL000359  sitosterol 36.91 0.75 i E
MOL005190 eriodictyol 71.79 0.24 R
MOL005869  daucostero_qt 36.91 0.75 A
MOL000006 luteolin 36.16 0.25 PROE
MOL008206  moslosooflavone 44.06 0.25 P E
MOL000098  quercetin 46.43 0.28 R

MoL012252—

MOL012254
MOL000BOS

1“5 - LB BYMSER

Fig. 1 Active chemical composition target of Scutellaria barbata and Iphigenia indica
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