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Algorithm Selection and Optimisation 
within Molecular Dynamics on HSUper
Samuel J. Newcome, Markus Mühlhäußer, Hans-Joachim Bungartz 
Chair of Scientific Computer in Computer Science, Technical University of Munich, 

Algorithm Selection
A comparison of different tuning techniques on a sphere that is heated up, 
which then expands and fills domain – different algorithms best at different 
points in time.

Able to get very good performance with expert-
knowledge Fuzzy logic tuning – but not very user 
friendly.
Goal for Phase 2: Improve data-driven approaches.

3-Body Interactions for Molecular Dynamics
Can get better thermodynamical properties with triplet interactions in 
addition to pair interactions – but they take roughly 100 times longer to 
compute!
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