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Clear and detailed understanding of dynamic 3D small molecule in solution and the dynamic interchange of accessible 
low energy conformations have traditionally been predicted computationally or extrapolated from small molecule crystal 

structure data.  The impact of a new quantitative and precise technology is described that provides detailed information 
of ligand conformations in solution.  When coupled with activity data it gives unprecedented accuracy in describing 
pharmacophoric information that can deliver high impact, in for example, drug design contexts.  The necessary experimental 
information required to define solution conformation is extracted from one & two-dimensional NMR data of ligand molecules 
in physiologically relevant solution conditions. In addition to driving drug design, conformational information on ligand 
molecules can be applied to broad settings in drug discovery enabling the identification of chemical equity independently 
of general screening approaches to template-hopping and virtual screening.  Furthermore, it can significantly impact on 
small molecule drug design in Lead Generation and Lead Optimisation independently or in conjunction with computational 
chemistry or structure based drug design approaches. The presentation details the application of the technology and describes 
the use and impact with a number of case studies in the areas of structure based design and GPCR targeting settings.
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