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Figure 1. Strong scaling of GROMACS on up to 65,536 CPU cores. Figure 3. How does Viper-CPU compare to other modern
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Performances of GROMACS 2024 on up to 512 Viper nodes with Intel-MPI (solid) and Open-MPI (dashed, semi- HPC systems?
transparent) for five MD systems (colors) ranging from 82k to 204M atoms in size. Numbers beside symbols refer to the GROMACS performance for 3 benchmark systems (colors)
e 0 s optimal number of OpenMP threads per MPI rank. Diagonal gray lines indicate perfect scaling. on the Viper CPU nodes (solid lines), on a Cloud-based

cluster of AWS hpc6a instances (dotted), and on JEDI
(dashed). Open (filled) symbols denote CPU (GPU) nodes.
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