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	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.


	Simulating a neutral complex of hydroxide (OH-) and hydronium (H3O+) ions is important for understanding fundamental chemical processes and biological systems. These simulations help to elucidate proton transfer mechanisms, the structure of water clusters around ions, and the impact of acidity/alkalinity on solvent interactions. Additionally, they are crucial for understanding the behavior of these ions in interfaces and biological membranes. 
	

	Is the title of the article suitable?

(If not please suggest an alternative title)


	Yes. The title is an apt one.
	

	Is the abstract of the article comprehensive? Do you suggest the addition (or deletion) of some points in this section? Please write your suggestions here.


	Abstract is fine. Molecular dynamics (MD) simulations are used to study the movement and interactions of atoms and molecules in a system over time, providing insights into various physical and chemical processes. They help understand the dynamics of molecules, predict how they will respond to perturbations, and aid in drug discovery and materials science. 
	

	Is the manuscript scientifically, correct? Please write here.
	The article's simulation and analysis of the hydration, structure, and diffusion of hydroxide (OH⁻) and hydronium (H₃O⁺) ions in water are based on well-established molecular dynamics (MD) techniques, which makes it seem scientifically sound.
	

	Are the references sufficient and recent? If you have suggestions of additional references, please mention them in the review form.
	Several references are incomplete or inconsistently formatted. Some seems to be auto-extracted from search engines rather than being properly cited (e.g., full journal names, volume, and issue missing). Further more recent journals should have been referred.
	

	Is the language/English quality of the article suitable for scholarly communications?


	Despite it would benefit from language improvement, a more formal explanation of the custom model, and appropriate reference formatting to meet publication criteria in high-impact journals, the study is scientifically sound and compliant with current computational chemistry techniques.
	

	Optional/General comments


	The presentation of equations and tables could be more standardized.
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	Reviewer’s comment
	Author’s Feedback (It is mandatory that authors should write his/her feedback here)

	Are there ethical issues
 in this manuscript? 


	(If yes, Kindly please write down the ethical issues here in detail)
	No
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