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Abstract: Objective To explore the molecular mechanism of apigenin against prostate cancer through bioinformatics combined with
network pharmacology including molecular docking. Methods To predicted apigenin drug targets were by ETCM, HERB, HIT 2.0
and SwissTargetPrediction databases. Differential genes in TCGA and GEO data sets were calculated as prostate cancer prediction
targets, and supplemented by GeneCards and OMIM databases. STRING database and Cytoscape software were used to construct the
target protein interaction network and screen the core targets. Metascape platform was used for target enrichment analysis. Softwares
such as PyMOL, AutoDock Tools, AutoDock Vina and PDB database were used for molecular docking. Results A total of 236
apigenin against prostate cancer targets were predicted, mainly related to response to hormone, positive regulation of cell death and
regulation of kinase activity, and the KEGG enrichment pathways were closely related to prostate cancer. Among the 236 targets, 70
key targets were identified by molecular docking. Bcl-2, JUN, HIF-1A, TNF, ERG, and ESRRA had a good binding ability with
apigenin. Conclusion Apigenin exerts anti-prostate cancer effect through multi-target and multi-pathway mechanisms.
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Table 1 Core target parameters
iy EEO e B degree
TP53 0.051515851 0.733 766 234 296
ACTB 0.060 328 811 0.72 204 4728 284
Aktl 0.040 810452 0.712 933 754 280
IL-6 0.032 653286 0.693 251 534 260
EGFR 0.040 721 040 0.693 251 534 260
TNF 0.029 422 595 0.691 131 498 258
MYC 0.034518 150 0.678 678 679 256
STAT3 0.021576 020 0.678 678 679 252
BCL2 0.012 716 780 0.658 892 128 240
B CASP3 0.014 601 143 0.658 892 128 238
ESR1 0.052 472 383 0.660 818 713 234
JUN 0.013 183558 0.643 874 644 234
NFKB1 0.009 497 882 0.640 226 629 226
SRC 0.032933398 0.643 874 644 224
HIF-1A 0.017 953 494 0.633 053 221 220
MMP9 0.014 460 863 0.638 418 079 212
CCND1 0.008 907 819 0.629 526 462 212
PTGS2 0.022 787 606 0.627 777 778 206
IFNG 0.012 320271 0.622 589 532 202
FOS 0.009 542 997 0.614 130 435 194
el o IL-10 0.009 650 632 0.607 526 882 186
B4 AERERATISEERRAN PPIF%E (A), %  GSKB 0.013004 042 0.604278075 184
IMEFRSES PPI M4EE (B) CXCL8 0.016 206 480 0.615 803 815 182
Fig. 4 PPl network diagram of apigenin anti-prostate TGFB1 0.004 613 427 0.604 278 075 182
cancer target (A) and PPI network diagram of core target (B) BCL2L1 0.003 505 823 0.596 306 069 180
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