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Prediction of characteristic chromatogram for Abri Herba based on network

pharmacology and molecular docking
ZHANG Chengzhong, ZHU Xueyan, BU Qitao, WANG Hongrui, HUANG Baokang( School of Pharmacy, Naval Medical
University, Shanghai 200433 China)

[Abstract] Objective To predict the potential Q-markers of Abri Herba based on network pharmacology and molecular
docking and establish a quality control characteristic. Methods The network relationship of “ Abri Herba - component - target -
pathway” was constructed by using a variety of databases and the method of network pharmacology. The potential Q-markers of
Abri Herba were predicted and then the characteristic Chromatogram of Abri Herba was established by high performance liquid
chromatography Results
hypaphorine, schaftoside in Abri Herba were closely associated with the main targets, such as AKT1, STAT3, HIF1A, GRB2,
MMP9, which could act on HIF-1, PI3K-Akt, JAK-STAT and other signaling pathways and have good pharmacological activities to

Through the network pharmacological prediction, it was found that the components of abrine

be potential Q-markers of Abri Herba. Then HPLC was used to establish the characteristic according to retention time.
Conclusion Through network pharmacology and molecular dock-prediction combined with HPLC detection, the characteristic
chromatogram was established with the components of abrine hypaphorine, schaftoside as Q-markers, which could control the
quality of Abri Herba by combining the components and pharmacological activities.

[Key words] Abri Herba; network pharmacology; Q-markers; characteristic chromatogram
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