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The study is interesting and deserves to be published in Journal: Journal of HIV/AIDS and Infectious Diseases
General Comments
I find this manuscript to be of interest to researchers specializing in these biological systems as well as readers of this journal. As such, I am moderately in favor of publication with a few minor notes and comments that should be addressed in the next revision. In particular, there has been much prior work using computational methods to understand these systems at the atomistic level to complement experiment, which should be mentioned: J. Chem. Theory Comput. 2019, 15, 2807–2815 Quantum Mechanics in Drug Discovery 2020, 2114, 123-142 Specifically, these prior approaches showed that DFT/DFTB calculations could also be used as a complementary approach to explore these biosystems which could also shed mechanistic insight to give guidance to experiment. I am not necessarily asking the authors to carry out such calculations, but the authors should mention this in their next revision. 
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