Gregory L. Warren, Med chem 2013, 3:4
http://dx.doi.org/10.4172/2161-0444.51.007

2" International Conference on

“M":sgou Medicinal Chemistry &
Conierences Computer Aided Drug Designin
Accelerating Scientific Discovery

October 15-17, 2013 Hampton Inn Tropicana, Las Vegas, NV, USA

Understanding the essential requirements for success in structure-based design
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We know that for any prediction the quality of the data used to build a model has a direct impact on the quality of the
predictions from that model. Developing and validating software for modeling protein-ligand interactions requires
protein-ligand structure data; developing and validating high quality software for modeling protein-ligand interactions therefore
requires high quality structure data. If predictions from a molecular docking program fail, is the failure the result of poorly
developed software, using poor data for the prediction, or the use of poor data invalidation? This presentation will discuss
methods to measure the suitability of protein-ligand structure data for docking software validation. Using the recently published
iridium data set, it will be shown that a high proportion of structures used for validating docking software in the past are, in fact,
entirely unsuitable for this task, but heuristics will be presented that will allow assembly of datasets appropriate for this purpose.
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