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	PART  1: Review Comments


	Compulsory REVISION comments

	Reviewer’s comment
	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. Why do you like (or dislike) this manuscript? A minimum of 3-4 sentences may be required for this part.
	· In the introduction, the author mentioned that the work comprises experiments and theoretical comparison but they have concentrated mainly theoretical part.
· The author mentioned that they grow crystal, that part could be included.
	

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

	· The title is not clear, the author didn’t mention anything about the study focussed on the theoretical aspect or experimental aspect or both.  
	

	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.
	· Abstract could be improved. The abstract should include an introduction, purpose, method, result, and conclusion
	

	Are subsections and structure of the manuscript appropriate?
	· The Author didn’t use proper subsection. Used only four subsections (say Introduction Computational Methods Results and Discussion Conclusion)
· Author can use subsection as : 1. Introduction, 2. Materials and Computational Methods, 3. Results and Discussion, 3.1 Optimized geometry, 3.2 Vibrational analysis, 3.3 FMO analysis, 3.4 MEP analysis and 4. Conclusion
	

	Please write a few sentences regarding the scientific correctness of this manuscript. Why do you think that this manuscript is scientifically robust and technically sound? A minimum of 3-4 sentences may be required for this part.
	· The Manuscript should be improved according to the comments given reviewer form


	

	Are the references sufficient and recent? If you have suggestions of additional references, please mention them in the review form.
-
	· Authors have given only five references and could give more references.
· Given References are very old. One reference is 27 years old and others are around 10 years old. Recent references could be included.
· Only two relevant References are given in the reviewer form. The author may use that for improvement.
	

	Minor REVISION comments

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

	
1. In the introduction, the structure of the title molecule is taken from the literature [3] and mentioned the authors have grown a crystal also. The authors could present the following  
· Detailed crystal growth procedure should be included in the chapter
· Present the Crystallographic data and Structure refinement Parameters of the title molecule
2. Author adopted DFT/B3LYP at 6–31G (d,p) basis set. Please mention what is DFT-B3LYP method. Are there any other methods that can be used for the study?. Elaborate with examples and how does that apply to the present work?
3. In Figure 1, atoms labels and numbers must be included so that Table 1 can be referred to easily
4. Table 1 contains only three bond lengths and angles why? All the possible bond lengths, bond angles and torsion angles must be presented in Table 1  
5. The N1-H1---O1 and C-H---O are discussed in the chapter but not presented in Table 1. Hence Hydrogen bonding geometry of 4M4NBS must be given in a separate table.
6. In the given molecular structure, I don’t find the hydrogen-bonded atoms. But N-H-- O and C-H---O type intermolecular hydrogen bonds are mentioned in the discussion. If it is present that should be properly drawn in the structure and Hydrogen bonding geometry of title molecule must be given in a separate table.
7. Under vibrational analysis, the Experimental FTIR Spectra of the title compound alone are presented but theoretical FTIR is missing and it can be compared the both.
8. Detailed Vibrational assignments of the title molecule by normal coordinate analysis based on PED could be given.
9. The atomic orbital compositions of the frontier molecular orbital must be sketched with proper HOMO and LUMO energies and their energy difference. Learn more about the results and discussion using the following literature: https://doi.org/10.1016/j.chphi.2024.100495 or http://dx.doi.org/10.1016/j.saa.2014.04.173.
10. HOMO energy is not --.321 a.u. mention correctly at -0.321 a.u.
11. MEP could be discussed in an elaborate way.
12. The conclusion is descriptive, which is good, but I would expect to read more about consequences, i.e., how the proposed study might be helpful. I also think some space should be devoted to factors that affect the results of such kind of study. Could you please expand in the concluding part on these limitations of your study (concerning methodology, settings, inputs, etc.)?
13. The author has included reference number 5 in the reference section but it is not cited anywhere in the content why? 
	

	Optional/General comments

	
1. The submitted chapter contains only two pages. In a chapter, the author can elaborately discuss the compound.
2. There are plenty of typographical mistakes, those could be corrected
· In the title Homo Lumo could be given in uppercase
· In keywords spelling of the word “Virational” should be corrected to Vibrational.
· In the introduction for 4-methyl-N-(4-methylphenyl) benzene sulfonamide abbreviation is given as “4M4MBS” but in the next sentence it is given as 4M4NBS?
3. The Gauss view program version could be given
4. The scaling factor value could be given
5. In FTIR analysis N-H stretching vibrations is mentioned as 127cm-1 which is wrong and can be corrected.
6. Why the wavenumber ranges 3093–3099 cm-1 and 1284 and 1099 cm1 are given in bold? Could be unbolded. The unit of the wavenumber range should be corrected as 1284 and 1099 cm-1. 
7. Suffix should be properly mentioned in the entire text. Example: N1-H1---O1, SO2, CH3 as N1-H1---O1, SO2, CH3
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	Reviewer’s comment
	Author’s comment (if agreed with 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? 

	(If yes, Kindly please write down the ethical issues here in details)
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