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The paper can be published as it stands. Maybe, | can suggest to include some up-to-date references on the possibilities
that advanced computational approaches like Density Functional Theory Molecular Dynamics [Phys. Chem. Chem.
Phys., 2015,17, 12407-12440; J. Phys. Chem. Lett2020, 11, 21, 8983—-8988] and Quantum Chemical [Nature
Chemistryvolume 8, pages 1091-1098 (2016)] approaches offer in modelling processes — with atomistic resolution —

where external fields are present.
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