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	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 valuable to the scientific community as it advances DJ-1 inhibitor discovery using a comprehensive and well-validated computational pipeline. It fills key gaps by integrating pharmacophore modeling, docking, MD simulations, and free-energy analysis. The identification of a strong lead compound provides a foundation for future therapeutic development. Overall, the study supports progress in targeting DJ-1 for neurodegenerative and cancer-related research.
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	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 comprehensive but would benefit from a clearer statement of the research gap and the novelty of the integrated computational approach. It also contains excessive technical details (specific RMSD/RMSF values and multiple compound IDs) that can be condensed for readability. Adding a concluding sentence on the broader scientific impact or future experimental direction would strengthen the abstract. DJ-1 for this there is no abbreviation in the abstract
	

	Is the manuscript scientifically, correct? Please write here.
	Yes, the manuscript appears scientifically correct and applies standard, validated computational drug-design methods appropriately.
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	Yes, The references are generally sufficient and include several recent studies, particularly from 2020–2025, which strengthens the manuscript’s relevance. However, adding a few more recent articles on DJ-1 inhibitor discovery or advanced computational screening methods could further enhance the literature foundation. 
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	Yes, the language quality is generally suitable for scholarly communication, with clear scientific descriptions and appropriate terminology.
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