1460 Frontiers in Pharmaceutical Sciences, Sep. 2025, Vol. 29, No.9

cigE - —RTR -

E FUPLC-MS/MSTIR K252 5 45 & 4 F x4
£RIT 4 IE BB T VA T R R I B A MO AL

AR, 255, 248, T £, 5 #"°

1. RXAFARER A3 (X 430060 )
2. R AHAMBAERER LR E (ZHRERAF) (&8 230032)
3. RUAPHATERLIRE (ZRYEHAF) (&£ 230012)

[FHE] BH 2568 M @S0 G- S BRE (UPLC-MS/MS ) | M4 2%
ROy FRHEHAR, REGERTHEEE IR TERY RN M R 96 (AD) BOVFE/E ML, MH
I R IS AR AR R . 3% R UPLC-MS/MS %5 58 Vil b - B e 28 vh i Ak i 4y st
SwissTargetPrediction UM 254 5 53-8 455 M GeneCards, DisGeNET A1 OMIM 55418 4 45 HL
AD FHICERHE 25 I Venny 2.1 FRIZGH) S5 BEM 2E A5, I B Cytoscape 3.9.0 1
H G- R - R AT EAZ I TR s 3 STRING H5Hs i 44 7 26 f4 o B
fE (PPL) P44, 254 Cytoscape 3.9.0 FEATHFM B i e SC AL s R DAVID %5dis e it
11 GO DIREH AN KEGG 1 & 424007 FeJ il ad 431 X2 IR A% O i o5 S SR o7 () 2%
GiEPE. SR LY 202 MUy, H S . AW R A L
50%; AAFUNTIE IFFERSEE 5 AD B9SSEERE S 370 4 R EAE R . SR, R RS
10 By 5 PPT RZSAR AN AT P RERAE R F (TNF ) | 222008 / 78 2 BRI 1 (AKT1) |
HAMIAZ 1B (ILIB) | 1755 S SR EEE I+ 3 (STAT3) 4 20 MZ.OHLE; KEGG
BT MTHE N 1 R R T BRI A R M R A 2 e S Az iR (AGE-RAGE ) | it
ABESFHT-1 (HIF-1) | HBIYE T 4000 17 (Th17) M55 Sl Kk AD; 4> i
SER ARG A% O S 2 (B AT RAFINZS BB ). G680 TR b PR P 1 SCAE o
mseEz . B AR RF T REE S EH T AGE-RAGE #1119 AKT1. STAT3 %%
OB, NI ZH5IR7 AD BIFER, Mz 2 R AL ST B RIS B T B AR

[R51A) Y MR IR e FRRiPE R s o OHUH il — R R T3 5 2% 24 B
VEHIBLH
[FESES] R285 [SCEFRIRAD ] A

Study on the mechanism of Runzao Zhiyang capsule in the treatment of atopic
dermatitis based on UPLC-MS/MS and network pharmacology combined with
molecular docking

HOU Suyue', LI Mengmeng', WU Guijuan’, WANG Chun?, TANG Liu"*

1. Department of Pharmacy; Renmin Hospital of Wuhan University, Wuhan 430060, China
2. The Key Laboratory of Anti-inflammatory and Immune Medicine, Ministry of Education, Anhui
Medical University, Hefei 230032, China

DOL: 10.12173/j.issn.2097-4922.202504006

HETH: MRARGDRARELERE (KUERKRF) FRESL (KFI-2024-06) ; “BAFHEATELALHE
(ZHPEHARF) FHRA (2025AKLCMF03) 5 HAEEREF R A E L4 FREF LSRG 02l R %4
4 (7-2021-46-2101)

EfEEH: AW, WL, BIEEZAT, Email: tangl iud00402@whu.edu.cn

https://yxqy.whuznhmedj.com


http://dx.doi.org/10.12173/j.issn.1004-5511.202203023
http://dx.doi.org/10.12173/j.issn.2097-4922.202504006

ZHEEE 2025 £ 9 HE 29 55 9 HA 1461

3. Anhui Provincial Key Laboratory for Traditional Chinese Medicine Compounds, Anhui University of Chinese
Medicine, Hefei 230012, China
Corresponding author: TANG Liu, Email: tangliu900402@whu.edu.cn

[ Abstract] Objective To systematically explore the underlying mechanisms of Runzao Zhiyang capsule
against atopic dermatitis (AD) using ultra performance liquid chromatography tandem mass spectrometry (UPLC-MS/
MS), network pharmacology and molecular docking, and provide a scientific basis for its clinical use. Methods The
chemical constituents in Runzao Zhuyao capsule were identified by UPLC-MS/MS. The SwissTargetPrediction platform
was used to predict the component targets. The disease-related targets of AD were sourced from GeneCards, DisGeNET,
and OMIM. The Venny 2.1.0 online tool was employed to obtain the intersection targets of drugs and diseases, and
the “drug-component-disease-target” network diagram was further constructed with Cytoscape 3.9.0 software to
identify the core active components. STRING database and Cytoscape 3.9.0 software were employed to build a protein-
protein interaction (PPI) network and to screened out the core targets. DAVID was used for GO annotation and KEGG
pathway enrichment analysis. Molecular docking further verified the binding activity between core components and
targets. Results A total of 202 chemical components had been identified, with flavonoids, alkaloids, and phenolic acids
accounting for over 50%. 370 intersecting targets between Runzao Zhiyang capsule and AD were obtained, and 10 key
components including naringenin, isoquercetin, and quercetin were screened out. Twenty core targets such as TNE,
AKT1, IL1B, and EGFR were screened out through the topological analysis of the PPI network. The KEGG pathway
enrichment analysis showed that Runzao Zhiyang capsule mainly act on signaling pathways such as the AGE-RAGE
signaling pathway, HIF-1 signaling pathway, and Th17 cell differentiation pathway, thus improving AD. Molecular
docking simulation confirmed that the active components have good binding affinity with the core targets. Conclusion
The identified key components in Runzao-Zhiyang capsules, such as genkwanin, isosinensetin, and morin, might
improve AD by modulating core targets including TNF and AKT1 in the AGE-RAGE signaling pathway, thus providing

directions and theoretical basis for the in-depth investigation of its underlying mechanisms.

[Keywords ] Runzao Zhiyang capsule; Atopic dermatitis; Ultra performance liquid chromatography
tandem mass spectrometry; Network Pharmacology; Mechanisms
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