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Abstract : Liuwei Dihuang Pill (LWDHP) has shown potential efficacy in combating prostate cancer in clinical
practice, but its underlying mechanism of action remains unclear. This study integrates network
pharmacology prediction, bioinformatics analysis, and experimental verification to reveal the molecular
basis of the anti—cancer effect of this formula. By screening the active components contained in
LWDHP, the intersection between drug targets and disease-related targets can be obtained; Implement
network topology analysis and functional enrichment evaluation; And use Western blotting to detect
the expression levels of key proteins. 69 bioactive chemical entities and 186 core functional genes
were ultimately identified; Quercetin has been confirmed as the main active ingredient, with important
targets including RXRa, PTGS2, and HSP90AA1; The core genes are enriched in the PISBK Akt and
TNF pathways. Experimental evidence shows that LWDHP downregulates RXRa expression and
alters AKT phosphorylation levels in prostate cancer cells. LWDHP exerts anti prostate cancer effects
through a synergistic mode of "multi—-component multi-target multi pathway", particularly by regulating
the PI3K Akt signaling axis mediated by RXRa.
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MolID AR OB/% DL
MOL000359 sitosterol 36.91 0.75
MOL000449 Stigmasterol 43.83 0.76
MOL001494 Mandenol 42.00 0.19
MOL001495 Ethyllinolenate 46.10 0.20
MOLO01771 poriferast—5—en—3beta—ol 36.91 0.75

L1

MolID A RN OB/% DL
MOL002879 Diop 43.59 0.39
MOL002883 Ethyloleate(NF) 32.40 0.19
MOLO003137 Leucanthoside 32.12 0.78
MOL000358 beta—sitosterol 36.91 0.75
MOLO05360 malkangunin 57.71 0.63
MOLO005481 2,6,10,14,18—-pentamethylicosa—2,6,10,14,18—pentaene 33.40 0.24
MOLO005486 3,4—Dehydrolycopen—16-al 46.64 0.49
MOL005489 3,6—Digalloylglucose 31.42 0.66
MOLO005503 Cornudentanone 39.66 0.33
MOLO005530 Hydroxygenkwanin 36.47 0.27
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MOL000422
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MOLO07382
MOLO07384
MOLO00098
MOLO01559
MOLO01736
MOLO000310
MOL000322
MOL005429
MOL005430
MOLO05435

MolID
MOL005438
MOL005440
MOL005458
MOL000546
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MOL005463
MOL005465
MOLO00953

MOLO000273
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Telocinobufagin
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gallicacid—3-0—-(6" —O-galloyl)—glucoside
geminD
lanosta—8,24—dien—3-ol,3-acetate
paeoniflorin_gt
Mairin
kaempferol
(+)—catechin
benzoylpaeoniflorin
4-0O-methylpaeoniflorin_qt
mudanpioside—h_qt2
paeonidanin_gt
quercetin
piperlonguminine
(—)—taxifolin
DenudatinB
Kadsurenone
hancinol
hancinoneC
24-Methylcholest—5—enyl-3belta—O-glucopyranoside_gt
TR
campesterol
Isofucosterol
DioscoresideC_qt
diosgenin
Doradexanthin
Methylcimicifugoside_qgt
AIDS180907
CLR

(2R)—-2—[(3S,5R,10S,13R,14R,16R,17R)-3,16—dihydroxy—4,4,10,13,14—pentamethyl-2,3,5,6,12,15,16,17—
octahydro—1H-cyclopentala]phenanthren—17—-yl]-6—methylhept—5—enoicacid

trametenolicacid
7,9(11)—dehydropachymicacid

Cerevisterol

(2R)=2-[(3S,5R,10S,13R,14R,16R,17R)-3,16—-dihydroxy—4,4,10,13,14-pentamethyl-2,3,5,6,12,15,16,17—
octahydro—1H-cyclo—p—entala]phenanthren—17—-yl|-5-isopropyl—-hex—5—enoicacid
(2R)=2-[(5R,10S,13R,14R,16R,17R)~16-hydroxy—3-keto—4,4,10,13,14-pentamethyl—
1,2,5,6,12,15,16,17—-octahydrocyclopentala]phenanthren—17-yl]-5-isopropyl-hex—5—-enoicacid

Ergosterolperoxide
ergosta—7,22E—dien—3beta—ol
3beta—Hydroxy—24—methylene—8-lanostene—21—oicacid
pachymicacid
PoricoicacidA

PoricoicacidB

poricoicacidC 38.15
hederagenin 36.91
dehydroeburicoicacid 4417

69.99
32.42
30.25
68.83
44.30
68.18
55.38
41.88
54.83
31.14
67.24
42.36
65.31
46.43
30.71
60.51
61.47
54.72
64.01
59.05
37.58

OB/%
37.58
43.78
36.38
80.88
38.16
31.69
45.33
37.87

30.93

38.26

40.36
43.51
38.70
33.63
30.61
30.52

0.79
0.81
0.67
0.56
0.82
0.40
0.78
0.24
0.24
0.54
0.43
0.37
0.35
0.28
0.18
0.27
0.38
0.38
0.37
0.39
0.72

DL
0.71
0.76
0.87
0.81
0.54
0.24
0.77
0.68

0.81

0.80
0.81
0.77

0.82

0.82

0.81
0.72
0.81
0.81
0.76
0.75
0.75
0.75
0.83
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MOLO00830 AlisolB 34.47 0.82

MOLO000831 AlisolBmonoacetate 35.58 0.81

MOLO000832 alisol,b,23~acetate 32.52 0.82

MOLO000849 16 B —methoxyalisolBmonoacetate 32.43 0.77

MOLO000854 alisolC 32.70 0.82

gkl

MolID SFARR 0B/% DL

MOL001559 piperlonguminine 30.71 0.18

MOL000856 alisolCmonoacetate 33.06 0.83

MOL002464 1-Monolinolein 37.18 0.30
[(1S,3R)—1—[(2R)—3,3—dimethyloxiran—
2-y1]-3-[(5R,8S,9S,10S,11S,14R)-11-

MOLO00862 hydroxy—4,4,8,10,14—pentamethyl-3—-oxo— 35.58 0.81

1,2,5,6,7,9,11,12,15,16—decahydrocyclopentala]
phenanthren—17-yl]butyl]acetate
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Chinesemedicine Cancer TargetGene Pathway
FL Prostatecancer HSP90AAT PI3SK—Aktsignalingpathway
FL Prostatecancer PTGS2 TNFsignalingpathway
FL Prostatecancer RXRa PI3SK—Aktsignalingpathway
MDP Prostatecancer HSP90AAT PI3SK—Aktsignalingpathway
MDP Prostatecancer PTGS2 TNFsignalingpathway
MDP Prostatecancer RXRa PI3K—-Aktsignalingpathway

)

Chinesemedicine Cancer TargetGene Pathway
SY Prostatecancer HSP90AAT PI3SK—Aktsignalingpathway
SY Prostatecancer PTGS2 TNFsignalingpathway
SY Prostatecancer RXRa PI3SK—Aktsignalingpathway
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SZY Prostatecancer HSP90AA1L PIBK-Aktsignalingpathway
SZY Prostatecancer PTGS2 TNFsignalingpathway
SZY Prostatecancer RXRa PIBK-Aktsignalingpathway
SDH Prostatecancer HSP90AA1L PIBK-Aktsignalingpathway
SDH Prostatecancer PTGS2 TNFsignalingpathway
SDH Prostatecancer RXRa PIBK-Aktsignalingpathway
ZX Prostatecancer HSP90AA1L PIBK-Aktsignalingpathway
ZX Prostatecancer PTGS2 TNFsignalingpathway
ZX Prostatecancer RXRa PIBK-Aktsignalingpathway
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