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To calculate rate constants for association and dissociation of biomolecules in an explicit solvent,
we performed two types of effective conformational sampling methods: Adaptive umbrella sampling
and virtual-system coupled molecular dynamics. The system consisted of two alanine molecules
embedded in an explicit solvent. We obtained the association and dissociation events many times for
the system during the simulations with using the TSUBAME 3.0 system, and stored a large number
of snapshots from the simulation trajectories. These snapshots are used for calculating the rate
constants.
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