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PART 1: Review Comments

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

Minor REVISION comments It was a pleasure to review this manuscript. Overall, the manuscript presents interesting We greatly appreciate the reviewer’s efforts to carefully review the paper and
computational results. | recommend it for publication, however in order to clarify some the valuable suggestions offered.
English mistakes (which are not so crucial), | recommend the following topics: All changes and corrections suggested by the reviewer were performed and

highlighted in yellow colour.
*Please, change “insilico” for “in silico”

*Please, change “solf-wares” for “solftware”

*Please, change “homosapie” for “homosapien”

*Please, check if the term “Homosapins” is correct in the page 3, line 150.
*Please, change “residu” for “residue” (line 218)

In the Figure 1-4 (line 232), check the protonation and/or deprotonation state of carboxylic In the Figure 1-4 (line 232), We did not get what the reviewer mean.
and amine groups in the “Hope Original and Hope Mutant” under pH used in the studies.
See pKa values for each case.
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