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Computer aided design and optimization of kinase and phosphatase inhibitors
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Kinases and phosphatases are implicated in several disease states and a number of publications and patents have been
published on the discovery of novel inhibitors for these classes of proteins. Newer targets are also coming into play with a
need for small molecule inhibitors. More than 50% of all targets that go into HT'S screens do not generate significant leads and
hence other cost-effective technologies are required to generate novel lead molecules. We have developed a structure-based
approach to develop lead molecules in 60 to 90 days, which has resulted in validated lead molecules for a diverse set of drug
targets including targets that are involved in protein-protein interaction. Essential ingredients of the technology are: X-ray
crystallography, protein modeling, virtual screening, docking and scoring. In this presentation we would like to discuss our
technology with specific application examples in kinases and phosphatases. Lessons learned with these targets will be valuable
in attempting to discover novel inhibitors to newly discovered kinases and phosphatases.
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