
	Journal Name:
	Journal of Applied Chemical Science International

	Manuscript Number:
	Ms_JACSI_13180

	Title of the Manuscript: 
	Simulations of a neutral complex (-OH, H3O+)

	Type of the Article
	


	PART  1: Comments



	
	Reviewer’s comment

Artificial Intelligence (AI) generated or assisted review comments are strictly prohibited during peer review.
	Author’s Feedback (It is mandatory that authors should write his/her feedback here)


	Please write a few sentences regarding the importance of this manuscript for the scientific community. A minimum of 3-4 sentences may be required for this part.


	This paper represents a strong contribution to the area of computational modeling of water-based deep eutectic solvents (DES), which are gaining traction in academia and industry as new and exciting solvent materials. In this paper, the authors illustrated one simple approach to modeling the state, dynamic and structural properties of DES, with the simple adjustments of Lennard-Jones parameters for the hydroxyl oxygen in the common TIP3P and SPC/E water models. In that sense, this paper provides a technological case for the usefulness of the modification as a simpler and computationally cheaper alternative to charge scaling. It is hoped that this study will help the research community in its goal to study and try to better model these complex systems by using this simpler route to the development and application of molecular dynamics simulations, and thereby hopefully lead to advances in the study of new DES and related structures. Finally, importantly to note, that the fact that the modifications to the force fields showed similar behavior as the experimentally derived data provides confidence to the approach and to computational studies of DES.
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