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Virtual screening (VS) techniques are widely used in the process of drug design as
4 tool for evaluating large libraries of chemical compounds and identifying the active
There are two approaches for VS methods: structure-based and ligand-based.

ones.

The former selects active compounds through modeling and evaluating their interaction
with a specific target based on 3D structure of the active site. The latter relies on
knowledge of compounds that bind to a receptor for building a pharmacophore model

that is then used to determine whether a candidate ligand is active or not.

Different machine leaming methods have been tested in their potential application
in ligand-based virtual screening. We analysed and compared their performance
depending on the number of active compounds present in the training set, the type
of fingerprints and the type of filter used for attributes selection in data preprocessing.
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