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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 (Please correct the manuscript and highlight that part in the manuscript. 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 manuscript is valuable to the scientific community as it clearly highlights how DFT and machine learning together accelerate nanomaterials discovery. It summarizes key applications, recent advances, and future directions, helping researchers understand current capabilities and challenges. The review also provides a useful foundation for those aiming to integrate computational and data-driven methods in materials research.
	

	Is the title of the article suitable?
(If not please suggest an alternative title)

	Yes, the title is suitable and accurately reflects the manuscript’s focus on the combined role of DFT and machine learning in nanomaterials research. It is clear, informative, and appropriately captures the scope of the review.

	

	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.

	The abstract is comprehensive and effectively summarizes the objectives, methods, and key themes of the review. However, it may benefit from slightly reducing descriptive detail and focusing more on the most significant outcomes or insights. A brief concluding sentence emphasizing the broader impact or future relevance of integrating DFT and ML could further strengthen the abstract. Overall, only minor refinement is recommended for improved clarity and emphasis.
	

	Is the manuscript scientifically, correct? Please write here. 
	Yes, the manuscript is scientifically correct. The concepts, methods, and applications discussed are accurate and consistent with current research in DFT and machine learning for nanomaterials. No major scientific issues are identified.
	

	Are the references sufficient and recent? If you have suggestions of additional references, please mention them in the review form.
-
	The references are generally sufficient and include several recent and relevant studies. However, incorporating a few more up-to-date papers from the last 2–3 years, especially on advanced ML models and DFT-ML integration, would further strengthen the review. Adding recent works on generative models and ML-based interatomic potentials could also enhance completeness.
	

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

	Yes, the language quality is generally suitable for scholarly communication. However, minor grammatical corrections and sentence restructuring in a few sections would improve overall readability and flow. Overall, the writing is clear and understandable.
	

	Optional/General comments

	

The manuscript is well structured, scientifically accurate, and provides a valuable overview of DFT–ML integration in nanomaterials research. Minor revisions related to language refinement and the inclusion of a few recent references would further enhance its quality. Overall, it is a strong and informative review suitable for publication with minor revisions.
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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 details)
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