Response Letter

1. Please take this opportunity to thoroughly proofread the manuscript to ensure that there are no spelling or grammar issues.
The manuscript is thoroughly proofread, any few remaining spelling and grammar mistakes have been rectified.
[bookmark: _GoBack]

2. If DL_POLY is used in the protocol, please provide detailed usage of the package and ensure that all description is written in the imperative tense. Please specify all command lines in the protocol step.
The DL-POLY input files and command lines are given in a Supporting-Information document.

3. Please avoid long steps (more than 4 lines).
The protocols are edited in as minimum lines as possible

4. Please revise the text in Protocol to avoid the use of any personal pronouns (e.g., "we", "you", "our" etc.).
All the personal pronouns have been changed appropriately.

5. If any input files are used in the protocol, please submit as supplementary files.
The input files and the Python program are given in the Supporting document.

6. There are some additional comments marked in the attached manuscript.
The comments are answered in the manuscript.
