
LAMMPS with GPUs

Parallel Molecular Dynamics

http://lammps.sandia.gov

Classical Molecular Dynamics

Atomic models, Polymers, Metals, Bio-
simulations, Coarse-grain (picture), 
Ellipsoids, etc.

Already good strong and weak scaling 
on CPUs via MPI

Better performance on fewer nodes
=> larger problems faster

Neighbor, non-bonded force, and long-
range GPU acceleration

Allows for CPU/GPU concurrency
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