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Abstract

Virtual screening (VS) is acomputer-based method to search for new drugs or protein ligands.
In this work some of the VS methods available and computer programs for this purpose have
been tested. Hen egg-white lysozyme (HEWL) was chosen as the model receptor system and
the molecule database chosen for screening was the Available Chemical Directory (ACD)
database. An iterative protocol using docking simulations combined with diversity and
similarity selections, and a flexible search where the database was explored using a query
defined by interaction properties gave promising results. The hits obtained by both methods
cluster in a small area of the descriptor-space defined by the molecular distribution of
hydrophobicity and partial charges. This could be interpreted as the discovery of a new
“activity idland” for inhibitors of lysozyme and probably even other glycosyl hydrolases.
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