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Dynamic load balancing for
parallel molecular dynamics simulation

Ryoko Hayashi Susumu Horiguchi

School of Information Science
Japan Advanced Institute of Science and Technology

Studies on parallel computing have become very important for molecular dynamics simulation in
physics and chemistry. Coarce-grained cell ( CGC ) method is expected as a powerful parallel simulation
strategy, because CGC uses a locality of mutual action between molecules. However, computational load
unbalance on specific processing elements makes the efficiency of parallel computation worse. We propose
a method of dynamic load balanceing for CGC parallel simulation by introducing a task scheduling

strategy. The performance of dynamic load balanceing are discussed by implementing the proposal
strategy on a massively parallel machine CM-5.
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