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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 manuscript is important as it identifies phytochemicals with strong inhibitory potential against the SARS-CoV-2 main protease (Mpro), a vital target for viral replication. By combining molecular docking, molecular dynamics simulations, and binding energy calculations, the study highlights stable and promising natural compounds for further drug development. These findings provide a valuable foundation for experimental validation and contribute to the global effort in discovering safe and effective COVID-19 therapeutics.
	

	Is the title of the article suitable?

(If not please suggest an alternative title)


	Yes but  does not highlight the main outcome (identification of potential inhibitors).

Suggestion : Computational Docking and Dynamics Reveal Potential Phytochemical Inhibitors of SARS-CoV-2 Main Protease”
	

	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.


	Yes but  improvement cab be achieved through: 1-Condense technical details: You don’t need to list all trajectory analyses (RMSD, RMSF, Rg, SASA, PCA) in the abstract—just say “structural stability and interaction dynamics were evaluated.”

2-Highlight results more strongly: Instead of only reporting docking scores, emphasize stability trends (e.g., “four compounds maintained stable complexes in MD simulations”).

3-Add a clear impact sentence: End with a stronger conclusion such as:

“These results highlight phytochemicals as promising scaffolds for developing novel COVID-19 therapeutics and provide a computational framework that can accelerate antiviral drug discovery.”


	

	Is the manuscript scientifically, correct? Please write here.
	Yes, the manuscript is scientifically correct. The study applies appropriate and widely accepted computational methods (docking, molecular dynamics, and binding free energy analysis), and the results are consistent with the objectives.
	

	Are the references sufficient and recent? If you have suggestions of additional references, please mention them in the review form.
	I recommend that the authors update their reference list with recent (2023–2024) studies on SARS-CoV-2 Mpro inhibitors, particularly those focused on phytochemicals and natural product-based antivirals like:1- Lin C, Jiang H, Li W, Zeng P, Zhou X, Zhang J, Li J. Structural basis for the inhibition of coronaviral main proteases by ensitrelvir. Structure. 2023 Sep 7;31(9):1016-1024.e3. doi: 10.1016/j.str.2023.06.010. Epub 2023 Jul 7. 2- Sheng-Qi Huang,†  Yan-Jun Zhang,† Zhong-Hua Wang and  Fei Xiong  . 

Computational discovery of SARS-CoV-2 main protease inhibitors via a virtual screening, molecular docking, molecular dynamics and MM/PBSA calculation-driven approach. 2024.New Journal of Chemistry 48(46)
DOI:10.1039/D4NJ03475A
3- Tian X, Zhao Q, Chen X, Peng Z, Tan X, Wang Q, Chen L and Yang Y (2022) Discovery of Novel and Highly Potent Inhibitors of SARS CoV-2 Papain-Like Protease Through Structure-Based Pharmacophore Modeling, Virtual Screening, Molecular Docking, Molecular Dynamics Simulations, and Biological Evaluation. Front. Pharmacol. 13:817715. doi: 10.3389/fphar.2022.817715
4-Zheng L, Chen Y, Bao J, He L, Dong S, Qi Y, Zhang JZH. Discovery of novel inhibitors of SARS-CoV-2 main protease. J Biomol Struct Dyn. 2022;40(23):12526-12534. doi: 10.1080/07391102.2021.1972041. Epub 2021 Sep 2. PMID: 34472424; PMCID: PMC8436407.


	

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


	The manuscript is written in generally understandable English, and the scientific content can be followed. However, there are some  grammatical errors, inconsistent use of tense, typographical mistakes (e.g., “theaflavate” instead of “theaflavin”), and long, repetitive sentences that reduce clarity. I recommend that the authors revise the manuscript for grammar, style, and conciseness.


	

	Optional/General comments


	The methodology is sound and follows standard computational pipelines (docking, MD simulation, and MM-PB/GBSA). Minor limitations, such as short simulation time and lack of entropy correction, should be acknowledged.
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	Are there ethical issues in this manuscript? 


	(If yes, Kindly please write down the ethical issues here in detail)
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