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Mechanism exploring of Dianxianning Tablets in treatment of epilepsy based on
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Abstract: Objective To screen the main active ingredients and molecular mechanism of Dianxianning Tablets through network
pharmacology and molecular docking methods. Method TCMSP and Herb database were used to screen the main active ingredients
and targets of Dianxianning Tablets. GeneCard, OMIM, and DisGent were selected as therapeutic targets for epilepsy. Construct the
“drug active ingredient-target” network using Cytoscape 3.8.2 software. The drug-intersection gene was uploaded to the interaction
database String to construct the PPI network. The drug-disease intersection genes were uploaded to Bioconductor, the bioinformatics
software was used to GO and KEGG pathways of biological processes, and the key targets and components were validated by molecular
docking. Genetic Ontology (GO) and Kyoto Encyclopedia of Genes and Genomes (KEGG) pathway enrichment analysis were
performed, and key targets and components were validated by molecular docking. Results A total of 70 active ingredients and 308
targets were selected for Dianxianning Tablets, in which the first 9 active ingredients of the degree were hirsutine, kaempferol,
penniclavin, and B-sitosterol, respectively. There are 10 core targets, including RELA, JUN, MAPK1, STAT3, TP53, Aktl, ESR1, TNF,
MAPKaS. A total of 5 195 GO entries were screened, and 259 pathways related to drug treatment of epilepsy were enriched. The results
of molecular docking showed that the core target was well bound to the active ingredient. Conclusion This study provided a new
understanding of DianxianNing Tables’ benefitting effect for treatment of epilepsy based on network pharmacology and molecular
docking technology, which jointly elucidated the relationship between the active ingredients of drugs and epilepsy, and provided a
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scientific basis for clinical drug treatment.
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Table 1 Active ingredient information
kel EMHFR KR | S &R KI5

GS1  (2R)-5,7-dihydroxy-2-(4-hydroxyphenyl) chroman-4-one' H'# |QNZ6  8-isopentenyl-kaempferol T
GS2  acacetin H#r |ONZ7  phaseollidin LT
GS3  sitosterol H#Hs  |QNZ8  gibberellin L
GS4  cryptotanshinone H¥r |QNZ9  penniclavin BT
GT1 geissoschizinc acid £ |QNZ1 chanoclavine T
GT2 SMRO000232338 HJE  |QNZ11 lysergol BT
GT3 (E)-16,17-didehydro-17-methoxy-17 W |QNZ12 agroclavin =S
GT4  Rhynchophylline A %  |QNZ13 elymoclavine T
GT5  methyl (E)-2-[(2S,3Z,12bS)-3-ethylidene-2,4,6,7,12  #Jj# [SCP1  8-isopentenyl-kaempferol HEH
GT6  rhynchophylline #RE  |SCP2  (1R,3aS,4R,6aS)-1,4-bis(3,4- HEWH
GT7 SMR000232333 i) = dimethoxyphenyl)-1,3,3a,4,6,6a-
GT8 isorhyncophylline (i) hexahydrofuro[4,3-c]furan
GT9  geissoschizinc acid FhEE  |SCP3  cycloartenol A EH
GT10 SMR000232338 BhEE  |SCP4  kaempferol A EH
GT11 (E)-16,17-didehydro-17-methoxy-17 W |[XC1  y-terpinene N
GT12 rhynchophylline A BhE |XC2  alpha-pyrufuran e
GT13 corynoxeine FE  |XC3  valerenolic acid i
GT14 corynantheine I |[XC4  valerenic acid A
GT15 (1'R,3S,4a'S,5a'S,10a'R)-1'-methyl-2-oxo-1',4a',5',5a',7', %/ [XC5 caffeic acid dimethyl ether 7

8',10',10a'-octahydrospiro[indoline-3,6'-pyrano[3,4- XC6 terpinyl acetate i

flindolizine]-4'-carboxylic acid XC7  selinene AEL
GT16 (2S,12bR)-methyl 2-((E)-1-oxobut-2-en-2-y1)-1,2,6,7,12, %% [XC8  perillyl acetate A

12b-hexahydroindolo[2,3-a]quinolizine-3-carboxylate XC9  pentanicacid AEL
GT17 coryincine HJ#E  |XC10  n-valerophenone-O-carboxylicacid 4%t
GT18 quercetin HE  |XC1l heteratisine HREL
QJZ1 euphorbetin T4F[XC12 cineole A
QJZ2 euphol T4F|XC13  N-(p-hydroxyphenethyl) actinidine %5 ¥«
QJZ3 beta-sitosterol T4 F[XC14 maali alcohol TN
QJZ4 sitosterol T4F|XC15 valeranone A
QJZ5 stigmasterol T4 T|XC16 isovaleroxy-hydroxy dihydrovaltrate %%
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Fig. 2 Dianxianning Tablets active ingredients - target network diagram
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Fig. 3 Interaction network (A) and degrees of key targets (B)
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Fig. 6 Molecular docking diagram of key compounds to targets (A) and heatmap of binding energy (B)
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