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New developments in docking and scoring
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Over the last two years, we have set up about 300 internal structures and more than 10, 000 compounds for testing docking
and scoring strategies. We used this set for evaluating the new scoring function CHEMGAUSS5 implemented into FRED
and HYBRID from OpenEye. The presentation will show the improvements that obtained using the latest scoring function
when compared to CHEMGAUSS4, the correlation of a few components of the scoring function with IC50, the impact of using
information from solvent mapping to guide docking, and recommended statistical analysis for estimating errors in docking
runs.
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