
 

 
 
 
Fig. S3:  The  plot of most collective mean  square fluctuation of different sliding 
windows. sIn order to check convergence we plot the most collective mean square 
residue fluctuation obtained from the trajectory windows of 2.0-3.0 ns against that of 2.5-
3.5 ns (blue). Likewise, we repeat this analysis for the sliding time windows of 3.5-4.5 ns 
and 4.0-5.0 ns (green).  The trajectory has not converged by 3.5ns, as the Pearson 
correlation coefficient between the 2.0-3.0ns and 2.5-3.5ns windows is R=0.59.  After 
5ns the trajectory has converged, as the Pearson correlation coefficient between windows 
3.5-4.5ns and 4.0-5.0ns windows is R=0.91.   
 
 
 
 


