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Virtual Screening of Potential Anti-osteoporosis Targets for Compounds From Fructus Ligustri Lucidi
Zhan Mei, Zhou Jiajie, Wu Qicong, Cui Dahua, Liu Yanqiu
(Institute ( College) of Integrative Medicine, Dalian Medical University ,Dalian 116044 , China)
Abstract Objective: To perform computational screening of potential target compounds from Fructus Ligustri Lucidi and to ex-

plore the biological significance of these targets which has anti-osteoporotic effect. Methods ; ChemDraw and PharmMapper software
were used to screen target components that were active against osteoporosis in the virtual world. Cytoscape software was used to es-
tablish a biological regulation network model. Results: Five components of Fructus Ligustri Lucidi ( specnuezhenide, ligustrofla-
vone G13, ligustroflavone, salidroside and oleonuezhenide) were able to bind different target proteins related to osteoporosis. Two
targets, Glycogen synthase kinase ( GSK)-3 beta and Casein kinase (CK)2-alpha, were related to the Wnt signaling pathway. Six
targets ( Cell division protein kinase [ CDPK ]-2, Apoptotic protease-activating factor [ APAF |-1, CK2-alpha, Death-associated
protein [ DAP] kinase 1, Caspase[ CASP]-3 andlInositol-tetrakisphosphate 1-kinase[ ITPK1]) were related to apoptosis pathways.
Among the 5 binding components, some had multiple targets while some targets could be associated with different components.
Specnuezhenide, ligustroflavone and ligustroflavone G13 were able to combine with APAF-1; specnuezhenide, ligustroflavone and
oleonuezhenide shared CK2-alpha. Conclusion: Through screening of Fructus Ligustri Lucidi target components, we found that
some components promote bone formation and inhibit bone resorption through alteration of Wnt and apoptosis pathways. It is helpful
to understand the multiple target mechanisms of Fructus Ligustri Lucidi components and their anti-osteoporosis effects.
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