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Abstract

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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