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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 publication makes a vital contribution to the scientific community by addressing a lack of validated small-molecule modulators for DJ-1, a protein that plays important roles in neurodegeneration and cancer. The study provides a systematic and reproducible approach for investigating redox-regulated targets that are otherwise challenging to define experimentally, by using pharmacophore modeling, molecular docking, molecular dynamics simulations, and free-energy calculations. Finding high-confidence potential inhibitors opens up more chemical space for drug development and helps with future biochemical and cellular studies. In general, the work improves the methodological basis for multiscale computational drug development and moves existing efforts to target DJ-1 with more accuracy forward.
	

	Is the title of the article suitable?

(If not please suggest an alternative title)


	Yes, the title fits the work's scope and content.
	

	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 mostly complete and clearly explains the study's goals, methods, main results, and implications. It has enough technical depth to show how thorough the effort is while yet making sense. The first sentence makes it clear that DJ-1 is important, but it should briefly explain why current inhibitors aren't enough to better frame the research gap. The abstract lists several computational methods, which is OK, but a shorter summary may make it easier to understand without sacrificing any important information.
	

	Is the manuscript scientifically, correct? Please write here.
	In short, the conceptual design is good and reasonable, but the publication has to be more transparent about its methods, validation measures, and constraints in order to be scientifically sound and reproducible. Taking care of the following issues will significantly improve the technical accuracy and the level of confidence with which CID140877623 can be moved on to experimental testing.

Providing the lead structures is strongly advised and will make your manuscript more complete, transparent, and publication-ready.

	

	Are the references sufficient and recent? If you have suggestions of additional references, please mention them in the review form.
	Your reference list is likely adequate in number but double-check that it includes recent (last 3–5 years) computational and experimental studies on DJ-1.


	

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


	Yes, the article's language is generally good enough for academic communication. The writing is straightforward, organized, and has the right tone for a research paper. Some sentences are extensive and full of information. Making them shorter and more focused may help make them clearer.
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