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ABSTRACT

Virtual Screening of HIV inhibitors by Statistical Method

Virtual screening is a new approach attracting increasing levels of interest in the
pharmaceutical industry as a productive and cost-effective technology in the search for novel lead
compounds. To this end, application studies on structure and function prediction of HIV/AIDS virus
are being conducted in cooperation with research groups from medical institutes associated with the
In Silico Screening Network: TRF senior researchers grants, and the Novel Statistical Techniques to
Estimate Ligand Receptor Binding: An Application for High Throughput Screening Drug Discovery
Data, directed basic research grants from the Thailand Research Fund. Biomolecular modeling and
In silico screening website has been created at http://chemoinfo.science.cmu.ac.th/dock-
html/screening.html. The application of two multivariate analysis techniques (principle component
analysis (PCA) and discriminant analysis (DA)) and Kohonen neural network (KNN) were applied as
a tool to explore the inhibitory activity of classes of inhibitors against HIV virus. The analysis of
correlations between biological activity and molecular descriptors or similarity indexes allowed a
reliable classification of the structures from the protein databank (PDB), National Cancer Institute
(NCI) chemical database, and Thailand Natural Products database. Lead molecules for HIV

inhibitors from Thailand Natural Products have been discovered from virtual screening.





