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[Abstract | Objective To perform the ligand-based computer-aided drug design and construct the pharmacophore model
of (1,3)-BD-Glucan Synthase (GS) small molecule inhibitors . Method ~Six small molecules with diverse structures and good
inhibitory activity were selected to construct the training set . The HipHop algorithm in Catalyst pharmacophore generation
module was utilized to construct the pharmacophore models . The pharmacophore models were evaluated by constructed Decoy -
set 3D database . Results Pharmacophore 02 has a good enrichment factor , sensitivity and specificity parameters . Pharmacoph-
ore model validation with Decoyset 3D database proved that the model has good distinguishing capability . Conclusion The
pharmacophore model of GS small molecule inhibitors was constructed and tested . It will provide valuable information for de-
sign and discovery of novel small molecule GS inhibitors .
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