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Different assay types are not fully correlated.
Separating them into categories improves the
performance of single task models. However,
there is no significant performance increase for
the multitask model. These results indicate that
this model is not able to take full advantage of
the additional data. Further work is needed to
investigate, validate and build on these findings.

Conclusions

When using open-source data for protein-ligand interaction prediction,
different experiments are often aggregated. However, ignoring the
potential discrepancy between experiments can negatively impact
predictive performance.
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Adenosine receptors

• 23k datapoints
• 4 targets
• 9k compounds
• 3 assay types
• 41 % density
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