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Receptor-based pharmacophore models from SILCS 
FragMaps. After FragMaps have been obtained for your 
protein target, SILCS-Pharm provides a simple command-line 
workflow to generate receptor-based 3-D pharmacophore 
models for virtual screening.

3-D pharmacophore models offer an intuitive and powerful approach for virtual screening (VS). This VS approach searches for matches 
between the 3-D pattern of functional groups constituting a pharmacophore model and the 3-D arrangement of functional groups in a virtual 
database of ligand conformers. Ligands having conformers that closely match the pharmacophore model are considered hits. Traditionally, 3-D 
pharmacophore models were developed using experimental knowledge of the binding poses for ligands to a receptor. However, it is possible 
to develop pharmacophore models using only the receptor structure. One means to generate such receptor-based pharmacophore models is 

with data from SILCS simulations.

With SILCS FragMaps in handfor the protein target, the SILCS-Pharm command takes only several seconds to yield            
pharmacophore features. SILCS-Pharm models (in .ph4 format) are compatible with 3-D pharmacophore virtual screening 

programs, and are easily visualized with standard molecular graphics packages. 
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