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Goal: A Computational Microscope

Study the molecular machines in living cells

Ribosome: target for antibiotics
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NAMD Highlights

A Parallel Molecular Dynamics
A Over 12,600 citations of NAMD

A One program available on all platforms.
i Desktops and laptops i setup and testing
I Linux clusters i affordable local workhorses
I Supercomputers i free allocations on XSEDE
I Blue Waters 1 sustained petaflop/s performance
I GPUs 1 from desktop to supercomputer

Hands-On Workshops

A User knowledge is preserved across platforms.
I Run any simulation on any number of cores

A Available free of charge to all.

http://www.ks.uiuc.edu/Research/namd/
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