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Computational approach: an application on Thai medicinal herbs
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Abstract

Computational modeling has been widely used to gain a better understanding of ligand-protein complex.
In this study, molecular modeling program such as AutoDock has been exploited to gain an insight of some
compounds isolated/synthesized from Thai medicinal herbs: Curcuma comosa Roxb. and Rhinacanthus nasutus
Kurz. The aim of the study was to understand the three-dimensional aspects of diarylheptanoids from Curcuma
comosa on ER—B estrogenic receptor and the synthesized 1-naphthol analogs on cyclooxygenase-I (COX-1) and
cyclooxygenase-I1I (COX-2). Information of the binding alignment and the free energy of binding obtained from the
program could help us to design a promising compound and could be applied in rational drugs design for further

searchings of new compounds from Thai medicinal herbs to treat other diseases.
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