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 Reviewer’s comment Author’s comment (if agreed with reviewer, correct the manuscript and 
highlight that part in the manuscript. It is mandatory that authors should write 
his/her feedback here) 

Compulsory REVISION comments 
 

 

1.The author need some experience data to compare with the calculation result.  

2.The author should check the unit and basis set carefully, such as °K. 

3.Any calculation using b3lyp functional must be done including empirical 

dispersion correction. All the calculations  should be repeated coonsidering 

dispersion correction. 

4.Whether enthalpy of sublimation  is considered in the calculation 
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I recommended that the author should add FTIR dipole moment analysis to make 
sure his conclusion is suppled and perfectly. 
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