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Abstract

Objective: To explore the potential molecular mechanism of Huanglian Jiedu Decoction in the treat-
ment of pemphigus vulgaris based on network pharmacology and molecular docking technology.
Methods: The active ingredient targets and disease targets of pemphigus vulgaris were retrieved
and screened from TCMSP, TTD and Genecards databases, and the PPI network was constructed
after the intersection; conduct gene ontology (GO) and Kyoto Encyclopedia of Genes and Genome
(KEEG) analysis on common targets; the active ingredients in Huanglian Jiedu Decoction and some
targets of pemphigus vulgaris disease were analyzed and verified by Autodock. Results: 78 active
ingredients and 825 action targets were collected from the database, and 105 pathways were ob-
tained by KEGG analysis. Molecular docking results showed that the active ingredients of Huanglian
Jiedu Decoction and the core target of docking had high affinity. Conclusion: Huanglian Jiedu Decoc-
tion can play an anti-inflammatory role through a variety of pathways, providing relevant theo-
retical basis for promoting research.
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Figure 1. Composition-disease target STRING network diagram
1. B4y - FRFRFES STRING W4
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Figure 2. KEGG Pathway signal diagram
2. KEGG Pathway {55 &
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Table 1. Effective active ingredients of Huanglian Jiedu Decoction

=1 REMBABIUEER S

MOL ID &Y OB (%) DL
MOL001454 berberine 36.86 0.78
MOL002897 epiberberine 43.09 0.78
MOL012245 5,7,4’-trihydroxy-6-methoxyflavanone 36.63 0.27
MOL001494 Mandenol 42 0.19
MOL 000622 Magnograndiolide 63.71 0.19
MOL001941 Ammidin 34.55 0.22
MOL002903 (R)-Canadine 55.37 0.77
MOL002671 Candletoxin A 31.81 0.69
MOL000358 beta-sitosterol 36.91 0.75
MOL000422 kaempferol 41.88 0.24
MOL002933 5,7,4’-Trihydroxy-8-methoxyflavone 36.56 0.27
MOL013352 Obacunone 43.29 0.77
MOL001455 (S)-Canadine 53.83 0.77

32. FREXERERHIKN

Genecards 3K 278 MEEAN A, & Disgenet ) 115 MNP A, Drugbank10 /M #E A,
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Figure 3. Venny intersection target
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Figure 4. Construction process of Core PPI
4. il PPI BOMYEEIT TR
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Figure 5. Network diagram of disease-target-drug-pathway
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Figure 6. Top ten GO enrichment items including BP. CC and MF
6.GO =& BP. CC. MF £HAI+%
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Figure 7. KEGG enrichment bubble diagram
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3.6. FxiE
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Figure 8. Molecular docking visualization of TNF and epiberberine
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Figure 9. Molecular docking visualization of HSP90AAL and epiberberine
9. HSPO0AAL 53=/NEER 5 FXHET AL

Figure 10. Molecular docking visualization of SRC and berberine
10. SRC MEER T FIHET ML

Table 2. Core target and active ingredient docking energy

2. oL R AEMER S X AL

KRR N 5 R A A RE(KIMOL) 53R /NBEPSS A RE(KI/MOL)
TNF -8.21 —6.6
CAPS3 -6.18 -6.23
HSP90AAL -6.92 —6.37
MMP9 -8.99 -6.37
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