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(A) This shows the time variation of the radius of gyration against time. (B) We initially analyzed the two lids 
for the formation of hydrogen bonds so as to stabilize the closed form. But this is not so. As seen from the 
figure there is almost no hydrogen bond formation across the two lids. (C) The figure represents potential 
energy against time course of simulation. The energy was found to be constant implying equilibration. 
 
 
 
 


