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simulations

Mean square displacement (MSD), 160, 
169

in molecular simulations, 152
Melting

model for, 73–74
rhythmic, 74–77, 80, 81

Melting/crystallisation, timescale of, 76
Melting domains, local, 78
Melting points, 279–283

computing with MD simulations, 
176–177

predicting, 176
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