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Speedup (calculated as length of time for calculation
on a single processor / length of time for calculation

on n processors) for docking a library of 500 different
small molecules (circle), 1000 different small molecules
(triangle), and 1000 copies of nevaripine (star) using
flexible ligand docking as a function of the number of
processors in MPI mode. A perfectly parallel calculation
(bold line) is plotted for comparison.



