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Deep learning methods are widely used today to solve various practical computational
problems. However, the correct and effective application of these methods fundamentally
relies on the alignment between the nature of the data and the chosen algorithms. While
this is generally achieved successfully, there are interesting exceptions. This presentation
addresses a prominent challenge in computational biochemistry: predicting the binding
affinity between proteins and ligands (small chemical molecules, primarily drugs). Although
deep learning methods have achieved numerous impressive results in this domain, there
have also been instances where models have systematically misled researchers. This talk
will review both these achievements and the underlying hidden problems, using one
specific method as a case study.



