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B 3 : Computation of rate constant from enhanced conformational sampling
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In 2016, we did three simulations of a system, where two alanine molecules are put in water. We performed three
simulations: canonical MD, V-AUS, and VcMD. We confirmed a free-energy landscape, which expresses free-energy
value as a function of molecular distance, obtained from the three methods coincides to one another. Thus, the three
simulation data is reliable. In the next year, we will calculate binding/unbinding rete constants from the simulation
data independently, and check if the rate constants coincide to one another.
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