
 
 
 

“Modern Computer-Aided Drug Discovery Approaches for G Protein-
Coupled Receptors ” 

 
 The field of G Protein-Coupled Receptors (GPCRs) has undergone a 
fundamental transformation with the structural determination of over twenty-
five different receptor subtypes in the past seven years, and a recent focus 
on exploiting functional selectivity through biased ligands, allosteric 
modulators, or oligomerization as a means for discovering improved 
therapeutics. This transformation has impacted rational drug design 
approaches, and my lab has responded to this challenge with the 
development, testing, and implementation of a few computational strategies 
that have proven to be quite effective in providing mechanistic details of 
GPCR ligand recognition, activation, and oligomerization. I will give an 
overview of these approaches and their results.  
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