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Molecular Fingerprints from Spectroscopy
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How do you replicate experiments with
computers?
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Simulation time:
b minutes per snapshot
3 days on laptop
~b minutes on HPC
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120 minutes per snapshot
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Simulation time:
120 minutes per snapshot
72 days on laptop
~1 day on HPC
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HPC and HPC with DeiC

® No High-Performance Computing - No Research.

©® We need HPC due to the way that quantum mechanics scale.

©® Reproduction of experiments requires lots of computation. Prediction of experiments?
© DeiC application procedure is manageable.

® Shoutout to Niels Krogh Sendergaard for making lab video.
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