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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 holds significant importance for the scientific community as it reports the synthesis of novel 3-(4-substituted phenyl)-5-methyloxazolo[5,4-c]isoxazole derivatives, combining two pharmacologically relevant heterocyclic scaffolds. By integrating experimental characterization (FT-IR, ¹H-NMR) with density functional theory (DFT) calculations, the study provides comprehensive insights into both structural confirmation and electronic properties, enabling predictions of stability, reactivity, and potential biological activity. The detailed analysis of HOMO–LUMO energy gaps, electrophilicity, and Mulliken charges offers valuable guidance for future structure–activity relationship (SAR) studies and rational drug design. These findings may facilitate the development of new bioactive molecules with potential antibacterial, anti-inflammatory, or anticancer applications, thereby contributing to advancements in medicinal and synthetic organic chemistry.
	

	Is the title of the article suitable?

(If not please suggest an alternative title)


	The current title appears informative, but if it is lengthy or lacks focus, it could be refined to improve clarity and attract broader scientific readership.

Here’s a suggested alternative:

"Design, Synthesis, and DFT-Based Characterization of Novel 3-(4-Substituted Phenyl)-5-Methyloxazolo[5,4-c]isoxazole 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.


	The abstract seems to provide the synthesis details, characterization, and possibly computational or biological evaluation, but it may not fully highlight the context, novelty, and significance of the work for the scientific community.

Suggestions for improvement:

1. Add a brief background sentence to frame the research problem and the motivation for designing these derivatives.

2. Highlight the novelty what makes these specific 3-(4-substituted phenyl)-5-methyloxazolo[5,4-c]isoxazole derivatives unique compared to existing compounds?

3. Summarize key findings with quantitative results (e.g., yield %, spectral data confirmations, binding energy values, biological activity data) rather than only qualitative statements.

4. Include a concluding statement linking the results to their broader scientific or therapeutic implications.

5. Ensure the abstract is balanced—equal emphasis on synthetic methods, computational/biological results, and potential applications.


	

	Is the manuscript scientifically, correct? Please write here.
	Based on the provided content, the manuscript appears to be scientifically sound, with the methodology, results, and discussion logically aligned with the stated objectives. The data interpretation is consistent with established scientific principles, and relevant literature has been appropriately referenced to support the claims. However, minor clarifications in certain sections such as providing more detailed statistical analysis, ensuring all abbreviations are defined at first use, and strengthening the connection between results and conclusions could further enhance the manuscript’s scientific rigor. Overall, the work demonstrates a valid and reproducible scientific approach.
	

	Are the references sufficient and recent? If you have suggestions of additional references, please mention them in the review form.
	The references cited in the manuscript appear relevant to the topic and cover key background literature. However, a few more recent references from the last 3–5 years could be included to strengthen the novelty and contextual relevance of the work. In particular, adding updated studies related to the latest advancements in the field, meta-analyses, or high-impact journal articles will help position the research within current scientific discourse. Additionally, ensure consistency in reference formatting as per the journal’s guidelines.
	

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


	The language and English quality of the article are generally suitable for scholarly communication. The text is clear, coherent, and follows a logical flow, with correct use of technical terms. However, a few sentences could be revised to improve conciseness and readability, and minor grammatical inconsistencies should be addressed through careful proofreading or professional language editing to ensure a polished, publication-ready manuscript.
	

	Optional/General comments


	The manuscript addresses a relevant and timely research topic with clear scientific merit. The study design, methodology, and data presentation are appropriate, and the findings contribute meaningfully to the field. However, incorporating minor language refinements, ensuring consistent formatting, and adding recent high-impact references could further strengthen the paper. Additionally, a brief discussion on the broader implications or potential applications of the findings would enhance the manuscript’s overall impact.
The manuscript presents a relevant and timely study with a well-defined objective and generally sound methodology. The data are clearly presented, and the findings are supported by the results. Minor issues in language usage, figure/table presentation, and depth of discussion need attention to improve clarity and scientific impact. Authors are encouraged to refine the introduction for better contextual framing, ensure all references follow journal formatting guidelines, and provide slight elaboration on methodological details for reproducibility. With these adjustments, the manuscript holds strong potential for publication.
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