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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 addresses an important and timely topic in the field of computational drug discovery by proposing a comprehensive multi-scale workflow for identifying DJ-1 (PARK7) inhibitors. DJ-1 is a well-established target implicated in neurodegeneration and oncology, and the development of computational pipelines for exploring its chemical space is of strong scientific relevance. The integration of pharmacophore modeling, molecular docking, MD simulations, and MM/PBSA analysis provides a holistic view of ligand behavior. The findings particularly the identification of CID140877623 as a promising lead may serve as a valuable starting point for further biochemical validation.
	

	Is the title of the article suitable?

(If not please suggest an alternative title)


	Yes, the title reflects the workflow and the central theme of the study.
	

	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 generally clear and captures the core results.
	

	Is the manuscript scientifically, correct? Please write here.
	Overall, the manuscript is scientifically sound and methodologically coherent.
A few points where clarity or refinement could help:

· The Materials & Methods section is detailed, but certain descriptions (e.g., MD workflow) may be condensed to improve readability.

· Include more discussion regarding the limitations of MM/PBSA, especially its sensitivity to solvation scaling.

· A small comparison to previous DJ-1 inhibitor studies in the results section would contextualize your findings more deeply.


	

	Are the references sufficient and recent? If you have suggestions of additional references, please mention them in the review form.
	Most references are up-to-date and relevant. The study incorporates literature from 2020–2025, which is appropriate.
	

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


	Yes, the manuscript's language is generally suitable for scholarly communication.
	

	Optional/General comments


	· Figures are informative, but some labels could be enlarged for clarity.

· The manuscript would benefit from a brief limitations section near the conclusion.

· Consider adding a small schematic summarizing the entire workflow.
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