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Research on the mechanism of Danzhixiaoyao Powder treating breast cancer”
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Tumor Research Institute ,Beijing University of Chinese Medicine ,Beijing 100029 ,China)

[Abstract] Objective To investigate the potential mechanism of Danzhixiaoyao Powder in the treatment
of breast cancer with cyber pharmacology. Methods The active compounds and target proteins of Danzhixi-
aoyao Powder were obtained through TCMSP and TCMID. Breast cancer targets were obtained from OMIM,
GENECARDS,and DRUGBANK ,and the main targets for drugs and diseases were identified. The interaction
relationship between the aforementioned targets was constructed with String,and Cytoscape 3. 7. 2 was used
to analyze the network of effective compounds and actual targets, as well as the protein-protein interaction
(PPD) network. The target Gene Ontology (GO) function and KEGG pathway were analyzed using BIOCON-
DUCTOR enrichment. Results The main drug components of Danzhixiaoyao Powder, used to treat breast
cancer,include nuclearbinoplasma, luteolin, Hanhuangbi, f-carotene, and phenol. The core targets were 11.-6,
Mapk8,CASP3, 11.-10, Mapkl, CXCL8, Alb, CCL2, IL.-18, and PTGS2. The highly enriched factors included
1L-17, TNF,NOD-like receptor, TOLL-like receptor,C-type lectin receptor, HIF-1,and NF-kB. The biological
processes involved include cancer cell proliferation, apoptosis,immune function, and drug resistance. Conclu-
sion Danzhixiaoyao Powder has a comprehensive regulatory mechanism that targets multiple components,
multiple targets,and multiple channels for the treatment of breast cancer.
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TCMSP %% o1 £ R OB(%) DL
MOL000791 bicuculline 69.67 0.88
MOL003305 PHILLYRIN 36. 40 0. 86
MOL003365 Lactucasterol 40. 99 0. 85
MOL000522 Arctiin 34.45 0. 84
MOL003281 20(S)-dammar-24-ene-33,20-diol-3-acetate 40. 23 0. 82
MOL003315 3beta-Acetyl-20,25-epoxydammarane-24alpha-ol 33.07 0.79
MOL000211 Mairin 55. 38 0.78
MOL003036 ZINC03978781 43.83 0.76
MOL000449 Stigmasterol 43. 83 0.76
MOL000358 beta-sitosterol 36.91 0.75
MOL003344 B-amyrin acetate 42.06 0.74
MOL003108 Caeruloside C 55. 64 0.73
MOL007326 Cynarin(e) 31.76 0.68
MOL003124 XYLOSTOSIDINE 43.17 0. 64
MOL003348 adhyperforin 44,03 0.61
MOL003347 Hyperforin 44.03 0.6
MOL003101 7-epi-Vogeloside 46.13 0.58
MOL002773 beta-carotene 37.18 0.58
MOL003330 (-)-Phillygenin 95. 04 0.57
MOL003306 AConl_001697 85.12 0.57
MOL003322 FORSYTHINOL 81. 25 0.57
MOIL003308 (+)-pinoresinol monomethyl ether-4-D-beta-glucoside_qt 61.20 0.57
MOL003295 (+)-pinoresinol monomethyl ether 53.08 0.57
MOL003059 kryptoxanthin 47,25 0.57
MOL003062 4,5'-Retro-. beta. ,. beta. -Carotene-3,3'-dione,4",5'-didehydro- 31.22 0. 55
MOL003111 Centauroside_qt 55.79 0. 50
MOL002707 phytofluene 43.18 0. 50
MOL003290 (3R,4R)-3,4-bis[ (3,4-dimethoxyphenyl) methylJoxolan-2-one 52. 30 0.48
MOL003128 dinethylsecologanoside 48. 46 0.48
MOL001506 Supraene 33.55 0.42
MOL003095 5-hydroxy-7-methoxy-2-(3,4,5-trimethoxyphenyl) chromone 51.96 0.41
MOIL003283 (2R, 3R,48)-4-(4-hydroxy-3-methoxy-phenyD)-7-methoxy-2, 3-dimethylol-tetralin-6-ol 66.51 0. 39
MOL003370 Onjixanthone 1 79.16 0. 30
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MOIL003014 secologanic dibutylacetal_qt 53.65 0.29
MOL000098 Quercetin 46.43 0.28
MOL010868 neoarctin A 39.99 0.27
MOL003044 Chryseriol 35. 85 0.27
MOL000006 Luteolin 36. 16 0.25
MOL000422 Kaempferol 41. 88 0. 24
MOL002914 Eriodyctiol (flavanone) 41.35 0.24
MOL003006 (-)-(3R, 8S, 9R, 9aS, 10aS)-9-ethenyl-8-( beta-D-glucopyranosyloxy)-2, 3, 9, 9a, 10, 10a-hexa- 87. 47 0.23
hydro-5-oxo-5H , 8 H-pyrano[ 4, 3-d Joxazolo[ 3 ,2-a|pyridine-3-carboxylic acid_qt
MOL000173 Wogonin 30. 68 0.23
MOL001495 Ethyl linolenate 46. 10 0. 20
MOL003117 Toniceracetalides B_qt 61.19 0.19
MOL001494 Mandenol 42.00 0.19
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