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The Problem

Protein Pocket Detection is a key
problem 1n the context of Drug
Discovery.

Molecular Docking screenings
highly benefit restriction of the
search (informed docking) to
promising areas, reducing costs
and increasing accuracy.
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Sensitivity Analysis of parameters Random Perturbation Analysis to Failure Analysis to understand the
with respect to variantions of the test model robustness to variations possible reasons for not recognizing
training set. in the protein conformation. a pocket.
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