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Abstract: Machine learning has already been successfully applied to various facets of biological data. 
However, it is often the case that the employed strategies do not align well with the inherent 
characteristics of the data.  The nature of the datasets used by the machine learning models can 
introduce additional problems that are not immediately apparent, causing standard evaluation methods 
to fall short.  Understanding and evaluating machine learning models applied to pairs of entities, such 
as proteins, ligands, or drugs, presents a particularly challenging task due to the nature of the inputs 
and the lack of consistent and reliable frameworks. In this talk, I will initially discuss about general pitfalls 
in machine learning models for biological data. Subsequently, I will focus on the flaws in evaluation 
schemes for pair-prediction models including the challenges such as selection of training and test set, 
as well as the proposed evaluation schemes for machine learning models. 
 

 
 

Die Disputation besteht aus dem o. g. Vortrag, danach der Vorstellung der Dissertation einschließlich 
jeweils anschließenden Aussprachen. 
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