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Abstract. We present CUDA impl ion of the Reduced Molecul
Dynamics (RedMD) package for the long time simulations of the biologi-
cal The overall effici of the code is improved 25-fold,
and improvement in efficiency of the long-range interactions is 45-fold.
N N ~ ‘We discuss the porting strategy and present results of the tests, showing
M02: High Performance Computing with CUDA that GPU i i 1 4 results obtained with
the original CPU version. This improvement make simulations of the
z long time behaviour of large biological systems, such as rybosomes, viral
Molecular Dynamics capsids and large protein complexes possible on desktop computers.
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The Computational Microscope
9 Study the molecular machines in living cells n # $

Ribosome: synthesizes proteins from Silicon nanopore: bionanodevice
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