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3) Optimization of GENESIS MD software with
multi-kernel

We developed GENESIS MD software according
to Greatwave and new BigWaterfall machines.
Because each machine has different hardware
architecture, we need optimize GENESIS such
that it has the maximum performance for all
machines. To do this, we applied multi-kernel
scheme where the kernel programs of most
time-consuming non-bonded interactions are
prepared according to each hardware
architecture. In particular, we prepared the
kernel program for the Big Waterfall machine.
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3) Optimization of GENESIS MD software with

multi-kernel

Performance result of GENESIS MD software on
Big Waterfall machine

Due to the optimization scheme considered in
Big Waterfall machine, we could obtain very
result with good

good performance

parallelization efficiency (Figure 3).
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Figure 3 : Performance of 1 million and 8.5 million
atom systems
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3) Optimization of GENESIS MD software with
multi-kernel

In this year, we developed GENESIS MD
software such that it is optimized for various
hardware architectures including Big Waterfall
machine, by preparing multi-kernel programs.
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