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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 
 

 
Although the concept presented by authors is good, the whole presentation, from a 
computational point of view, is weak. The main issue involves de incomplete 
approach of the computational protocol. Not many information is provides as far as 
concerns: a) the number of HBs computed, b) the estimation of the number of π 
interactions, c) the changes on the structure-drug and enzyme upon interaction. 
Besides that there are several spelling mistakes and a confusing use of bold types in 
references. 
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