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	PART  1: Comments


	
	Reviewer’s comment
Artificial Intelligence (AI) generated or assisted review comments are strictly prohibited during peer review.

	Author’s Feedback (Please correct the manuscript and highlight that part in the manuscript. 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 provides significant contributions to the scientific community by offering a comprehensive theoretical analysis of Ni-doped WS₂ as a gas-sensing material. Through density functional theory (DFT) calculations, it explores the adsorption characteristics of toxic gases (NO, NO₂, NH₃, BCl₃, and SO₂) and their influence on the electronic and transport properties of the Ni₃W₁₆S₂₉ system. The findings highlight the strong potential of Ni₃W₁₆S₂₉ for selective gas sensing, particularly for NO₂ and BCl₃, due to its enhanced charge transfer and adsorption energy. This work advances the understanding of two-dimensional materials for environmental monitoring and sensor applications, paving the way for future experimental validations and real-world implementations in gas detection technologies.
	

	Is the title of the article suitable?
(If not please suggest an alternative title)

	The current title, "Adsorption characteristics of NiXWS₂-X (X=1, 2, 3) with toxic gases NO, NO₂, NH₃, BCl₃ & SO₂ and electron transport phenomena of Ni₃W₁₆S₂₉ device: DFT Approach", is quite detailed but somewhat lengthy and complex. It effectively conveys the main focus of the study but could be made more concise and engaging while maintaining clarity.
Suggested Alternative Titles:
1. DFT Study of Ni-Doped WS₂ for Toxic Gas Sensing and Electron Transport in Ni₃W₁₆S₂₉ Devices.
2. Adsorption and Electron Transport Properties of Ni-Doped WS₂: A DFT-Based Gas Sensing. Study"
3. Toxic Gas Adsorption and Sensing Mechanisms in Ni-Doped WS₂: A DFT Investigation.

	

	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 of the article provides a solid summary of the study, including the methodology (DFT approach), key findings on adsorption characteristics, and electron transport properties. However, some aspects could be improved for better clarity, conciseness, and completeness. Here are my suggestions:
Suggested Additions:
1. Motivation and Importance:
The abstract lacks a clear statement on why this study is important for the scientific community or practical applications. A brief mention of how Ni-doped WS₂ could improve gas sensing technology would strengthen the introduction.
2. Explicit Objective:
The study investigates Ni-doped WS₂ for gas sensing, but the abstract does not clearly state this as the research objective. 
3. Key Comparative Insights:
While the abstract highlights that Ni₃W₁₆S₂₉ shows better adsorption for NO₂ and BCl₃, it does not explicitly compare it to other Ni doping concentrations (NiXWS₂-X). A brief mention of why this concentration performs best would be beneficial.

	

	Is the manuscript scientifically, correct? Please write here. 
	The manuscript appears to be scientifically sound as it employs Density Functional Theory (DFT) calculations to analyze the adsorption characteristics and electron transport properties of Ni-doped WS₂ for gas sensing applications. The study is well-structured, following a logical progression from material modeling, stability analysis, adsorption studies, and electron transport behavior to device sensitivity analysis.
	

	Are the references sufficient and recent? If you have suggestions of additional references, please mention them in the review form.
-
	The manuscript includes 22 references, covering relevant topics such as DFT-based gas sensing, metal-doped WS₂ materials, adsorption studies, and electron transport properties.
	

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

	The language quality of the article appears perfectly suited for academic communication. The text is structured with clear sections, employs precise technical terminology, and adopts an appropriate academic tone. This facilitates the understanding and professional transmission of scientific ideas.

	

	Optional/General comments

	This manuscript demonstrates a rigorous and innovative approach in the study of Ni-doped WS₂ for gas sensing. The use of DFT methods to explore adsorption and electron transport properties is very well executed and provides significant contributions to the field of gas sensors. The structure is clear and well-organized, and the results presented are compelling and promising for practical applications. With a few minor adjustments, this work has the potential to become an important reference in the field of 2D materials for gas sensing.
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	Reviewer’s comment
	Author’s comment (if agreed with the reviewer, correct the manuscript and highlight that part in the manuscript. It is mandatory that authors should write his/her feedback here)

	Are there ethical issues in this manuscript? 

	Non
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