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The measured overall calculation time

per one MD step(Dt) for the 10-million
atomistic system, the PYP solution, and
the acceleration ratio with respect to the
64-nodes calculation as a function of

degree of parallelism, N, ..
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The measured direct calculréo’gieon time of the pairwise
additive forces(circle), the FMM calculation(triangle),
the intramolecular forces(diamond), and the
communication time(brown) per one MD step(Dt)
for the 10-million atomistic system, the PYP solution,

as a function of degree of parallelism, N, ..
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