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Study on Network Pharmacology of the Mechanism of Lysimachia christinae in the Treatment of Cholecyst
Related Disease

HUANG Peng"?, QU lJialin', CHANG Le",KE Hongwen', YANG Ying"*,LENG Aijing*’(1.Clinical Laboratory of
Integrative Medicine, the First Affiliated Hospital of Dalian Medical University, Liaoning Dalian 116011,
China; 2.Institute of Integrative Medicine, Dalian Medical University, Liaoning Dalian 116044, China;3.Jinzhou
Institute for Drug Control, Liaoning Jinzhou 121000, China;4.Dept. of Pharmacy, the First Affiliated Hospital
of Dalian Medical University, Liaoning Dalian 116011, China; 5.Dept. of Traditional Chinese Medicine, the
First Affiliated Hospital of Dalian Medical University, Liaoning Dalian 116011, China)

ABSTRACT OBIJECTIVE: To explore the mechanism of Lysimachia christinae in the treatment of cholecyst related diseases by
network pharmacology. METHODS: The active ingredients of L. christinae were screened through TCMSP database with “Lipinski
rule” and “Oral bioavailability >30% " rules, and their related targets were predicated correspondingly, then compound-target
network were constructed by Cytoscape 3.2.1 software. Disease related targets were predicted by searching TTD database, OMIM
database, PharmGKB database, DrugBank database and GAD database with “cholelithiasis” “gallstones” “cholecystitis” and
“cholangitis” as keywords. Then, the network of disease-target was constructed and merged with active ingredient target to obtain
therapeutic target. After pathway enrichment analysis of therapeutic target were performed by utilizing the DAVID database,
molecular docking between target and active ingredient was also conducted in order to screen the main active ingredients of L.
christinae. RESULTS: Twenty-seven active ingredients with good oral absorption and drug-like properties were screened from L.
christinae. Thirty-three targets were attained after constructing and merging the network. Seven pathways, mainly related to cancer
pathway and ABC transporter pathway were achieved. Top 4 active ingredients of L. christinae in the list of docking score were
kaempferin, acacia, hesperetin and isorhamnetin, which acted on ABCC3, ABCB1, ABCCZ2, ABCB4 target. CONCLUSIONS: L.

A BT < 5 [ SRR 4 v 3100 H (No.81703675) s KTl christinae treat cholecyst related diseases through ABC

Hh B 2R DR I H (No.1722001) transporter pathway.
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Tab 1 Information of main active ingredients of L.
christinae
MOL ID et MW AlogP Hdon Hace OB,%
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MOL001055 412 H00F3.1.012-34 13626 287 0 0 4719
MOL000116 T Wy 320 1 408
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MOLO01972 KM 1526 275 0 I 5160
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MOL002042 I HFE 15024 341 | 447
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MOLO0O3Sd  FRAZ 3628 176 4 T 4960
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