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The paper is well-written and well-referenced. Some minor changes may be useful:

1- The abstract should explain the novelty better; it is not clear what the novelty is in the abstract.

2- All figures' notations have font and size inconsistency. They should be similar and legible. 

3- The explanation for equation 5 needs to be clearer:

“where V is the cell volume, N is the number of atoms, ri, and rj are the atomic coordinates of atoms i and j, and <…>

means the time or ensemble average.”

What is <…> ?
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