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Figure S. 3: The time evolution of the probability distribution, which is shown
at times 0, τ (72000 MC steps), 4τ , 8τ 16τ and 100τ based on Weighted En-
semble (WE) simulation of calmodulin. The simulations all start from the Apo
state, located in the bins near DRMSDHolo = 3.5Å. After 16τ , some trajec-
tories have climbed over the free energy barrier and arrived at the Holo state
(DRMSDHolo < 1.5Å). Notice the varying semi-log scale.
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