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ABSTRACT

The aim of this research was to classifier the inhibitor activity compounds against
Human Immunodeficiency Virus Protease (HIV—1) using the suitable statistical methods in order
to give a better performance in process of High Throughput Screening for drug discovery. The
Quantitative Structure — Activity Relationship (QSAR) properties of 69 compounds were used for
analysis. All compounds derived from 5 structures such as Ipro, lizh, 3d4y, lgbt and Iw5v with 37,
19, 5 ,6 and 3 compounds respectively. 21 compounds were determined in high activity
compounds against HIV-1 (High active groups) and 48 compounds in low activity anti — HIV
compounds (Low active groups). Classification methods including Soft Independent Modeling
Class Analogy (SIMCA), Discriminant Analysis (DA), and Principal Component Analysis (PCA)
in combination with the selection variable techniques by Modeling Power or Fisher’s weight were
proposed to identify the activity of a compounds to its QSAR properties, which is quantified by
various explanatory variables. First, all structures of compounds were used to analyze and second,

only some structures of compounds ( Ipro and lizh structures). The result showed that when we



analyzed all structures of compounds, DA with Modeling Power method produced a
high level of corrected classification. With compounds in Ipro structure, the high corrected
classification was found by PCA combined with Modeling Power method. With compounds in
lizh structure, we found that DA or PCA combined with Fisher’s weight were appropriate method

to identify the activity of each compounds.



