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Figure S1:  The differences between free energy profiles generated from five 20ns 

replica sMD simulations and one 1000ns MD simulation: A) λλλλ=1 (equivalent to 

cMD), B) λλλλ=0.7, C) λλλλ=0.5 and D) λλλλ=0.3. 



 

Figure S2:  The differences between free energy profiles along Phi using different 

bin sizes to reweight as in Figure 4A generated from five 20ns replica sMD 

simulations and one 1000ns MD simulation (thick Black line) λλλλ=0.7. A.  unweighted 

sMD PMF.  B. reweighting with a bin size of 1 degree C. 3 degree D. 12 degree.  

Note that the bin size used in reweighting was altered in A-D, but the plotted bin 

size is always 3 degrees. 
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