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	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 study identifies promising natural phytochemicals that may inhibit ACE2-mediated SARS-CoV-2 entry using in-silico approach. By combining docking, MM-GBSA, and molecular dynamics simulations, it provides mechanistic insights into stable ligand–ACE2 interactions. The work highlights plant-derived compounds as potential antiviral leads and offers a computational foundation for future experimental validation.


	

	Is the title of the article suitable?

(If not please suggest an alternative title)


	The title seems to be partially misleading as the study primarily targets ACE2, not the spike protein directly. Since docking and MD were performed on ACE2 (extracted from the ACE2–RBD complex), this should be clearly reflected.


	

	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 well-structured and clearly outlines the computational workflow.

But I am suggesting few changes to improve the quality:

1. The term “pre-COVID antiviral candidates” is scientifically inaccurate and can be replaced with “potential antiviral candidates against SARS-CoV-2.”
2. The abstract states “Spike protein inhibitors”, whereas the docking target is ACE2. This inconsistency must be corrected.
	

	Is the manuscript scientifically, correct? Please write here.
	Yes. 
	

	Are the references sufficient and recent? If you have suggestions of additional references, please mention them in the review form.
	References are adequate but can be strengthened by removing duplication and adding recent literature.

1. Some references are repeated (e.g., references 14 and 16).

2. If possible, more references from 2023–2024 studies focusing on ACE2–spike disruption strategies and natural products against SARS-CoV-2 should be added.


	

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


	Yes. Its suitable. 
	

	Optional/General comments


	1.  Correct section numbering inconsistencies (e.g., 4.3.2 instead of 3.3.2). Check thoroughly.  

2.  Ensure consistent units (kcal/mol vs kJ/mol).

3. Minor grammatical polishing is required in Introduction and Discussion sections.
4.  Use a consistent naming convention for ACE2 (avoid alternating between Ace-2, ACE-2, and ACE2).

5. Use consistent spelling of SARS-CoV-2 throughout the manuscript (avoid “COVID spike protein”).


	


	PART  2: 



	
	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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