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	Reviewer’s comment
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	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 significant for the scientific community as it demonstrates an integrative in silico strategy combining phytochemical analysis, molecular docking, and ADMET prediction to identify promising plant-derived anticancer candidates. By focusing on structurally modified gallic acid derivatives from Bougainvillea glabra, the study provides valuable insights into structure–activity relationships and target-specific binding against cancer-related proteins. The identification of AA11 as a potential lead compound with superior binding affinity and favorable pharmacokinetic properties highlights the utility of computational approaches in accelerating early-stage drug discovery. Overall, this work contributes to cost-effective and ethical anticancer research by reducing dependence on extensive experimental screening and animal studies while guiding future experimental validation.
	

	Is the title of the article suitable?

(If not please suggest an alternative title)


	Computational Design, Molecular Docking, and ADMET Evaluation of Structurally Modified Gallic Acid Derivatives
	

	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, the abstract is largely comprehensive and well-structured, as it clearly outlines the study objective, methodology, key computational tools, major findings, and overall significance. It effectively summarizes the integration of phytochemical extraction, molecular docking, and ADMET prediction for identifying potential anticancer candidates.
	

	Is the manuscript scientifically, correct? Please write here.
	Yes, the manuscript is scientifically sound and methodologically correct. The study employs well-established computational approaches, including molecular docking, physicochemical property prediction, and in silico ADMET analysis, using validated software and databases. The rationale for designing structurally modified gallic acid derivatives is appropriate, and the workflow—from compound design to target binding evaluation—is logical and coherent.
	

	Are the references sufficient and recent? If you have suggestions of additional references, please mention them in the review form.
	Overall, whether the references are sufficient and recent depends on what’s currently cited in your manuscript. If the references are mostly older or narrow in scope, it would benefit from adding newer and more directly relevant studies from the last 2–3 years, especially those focusing on computational design, molecular docking, and gallic acid derivatives with anticancer potential. Recent literature shows that such studies are actively being published. For example:

Suggested additional references to include (recent and relevant):
1. A 2025 Frontiers in Chemistry study on in silico design and molecular docking for anticancer derivatives that includes QSAR, MD simulation, and ADMET analysis—illustrating current computational trends in drug discovery. 

2. A 2025 Scientific Reports article characterizing gallic acid with both in silico and in vitro anticancer evaluation, which strengthens justification for biological relevance of computational findings. 

3. A 2025 Computational Biology and Chemistry paper identifying therapeutic gallic acid derivatives against PI3K, with docking, ADMET, and MD simulations—useful for comparison with your computational approach. 

4. A 2024 PubMed-indexed study on molecular docking and ADMET profiling of gallic acid derivatives against breast cancer targets, supporting the biological and computational rationale. 

These recent examples (2024–2025) help demonstrate current interest in computational screening of natural product derivatives and affirm that your work is timely and situated within the latest research trends. If your current references are largely pre-2020, consider adding these studies to improve recency and relevance.
	

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


	The language and overall English quality of the manuscript are generally suitable for scholarly communication, and the scientific ideas are conveyed clearly and logically. Technical terminology is used appropriately, and the manuscript follows a standard academic structure consistent with pharmaceutical and computational biology journals.

However, minor revisions are recommended to further improve clarity and professionalism. Some sentences are lengthy and could benefit from simplification, occasional grammatical inconsistencies are present, and there is minor repetition in sections describing computational methods and docking outcomes. Careful copyediting—particularly to improve sentence flow, verb tense consistency, and punctuation—would enhance readability and align the manuscript fully with the expectations of high-impact international journals.
	

	Optional/General comments


	The manuscript presents a well-organized and timely computational investigation into structurally modified gallic acid derivatives with potential anticancer activity. The integrative use of molecular docking, physicochemical evaluation, and ADMET prediction represents a rational and cost-effective strategy for early-stage drug discovery and is aligned with current trends in in silico pharmaceutical research. The results are clearly presented and logically discussed, with appropriate comparison to a standard reference drug.

To further strengthen the manuscript, minor improvements in language refinement, reduction of repetitive methodological descriptions, and clearer justification of the selected target protein are recommended. Inclusion of a brief statement outlining future experimental validation (in vitro/in vivo) would also enhance translational relevance. Overall, the study is scientifically sound and, after minor revisions, is suitable for publication.
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	Are there ethical issues in this manuscript? 


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