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Automatic Generation of Virtual Bio — Active Compounds
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Abstract The described automatic generation of virtual bio - active compounds starts from pharmacophore and
pre — selected fragments. The generation process consists of three stages: selection of fragments, assemblage of
fragments and conformation flexible searching. This method is demonstrated by an example that sixteen virtual
bio — active compounds were generated starting from HIV — 1 protease inhibitors pharmacophore in this work.
The results of conformation analysis showed that the pharmacophore is contained in the favorite conformers of the
generated structure. It was showed that this method could generate virtual bio — active structure effectively. In

comparing of the results from 3D structure searching, the generated structures have novel structural features and
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they are easier to be synthesized.
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