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Molecular recognition in innovative drug design

Molecular recognition is the study of non-bonded interactions between molecules. This field has flourished in the past 
decades, generating numerous rules and restrictions which govern intermolecular interactions through supramolecular 

host/guest chemistry and macromolecular structural biology. Besides the three commonly-used classical interactions 
(hydrogen bonding, Coulombic interaction and hydrophobic interaction), there are numerous other interactions that have 
not been utilized in drug design. This review will highlight these novel interactions useful for innovative drug design. The 
author will also highlight the first successful utilization of halogen bonding in rational drug design. We successfully utilized the 
electro-positive tip of halogen to replace amidine to interact with the conserved electro-negative asp 189 of Factor Xa.
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