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Manuscript No.: Ms_BPR_4078


Saida, December 26th 2024

Dear Editor
I return the review of the manuscript “Comprehensive Analysis of Electronic Band Structure, Structural Phase Stability, and Optical Properties in AgMX2 Compounds (M = Al, Ga, In; X = S, Se, Te)
" 


Overview
[bookmark: _GoBack]This manuscript reports the electronic structure, high-pressure phase transition, and optical properties of chalcopyrite compounds AgMX2 (M = Al, Ga, In; X = S, Se, Te) using the self-consistent TB-LMTO method. The author’s explore self-consistent TB-LMTO method to investigate the band structures was computed to analyse the metallic nature of the compounds under pressure. The authors should give more detail about their study. The paper needs minor revision before final acceptance. 

Specific Comments

COMMENT 1) The study should underline the importance for the scientific community of theoretical learning by examining the Optical Properties in AgMX2 Compounds? When referring to these basic concepts, this importance should be emphasized by quoting the relevant literature.
COMMENT 2) In results part, authors mentioned about evaluated for their band gap? Explain
COMMENT 3) Lack of comparison with other studies of similar compounds in the introduction and in the results (also in the tables)
COMMENT 4) The authors should give the correlation between the band gap and other properties like the nonlinear optical properties in materials. Several papers show the direct relation between the band gap and the energy gap. The authors should use these references in the introduction which study this relation:10.1007/s11664-024-10954-9,10.1016/j.molliq.2024.124260, 10.33224/rrch.2023.68.9.07, 10.1016/j.jics.2023.101062,10.1007/s10853-022-07088-w, 10.1016/j.molstruc.2021.131392,10.1080/17415993.2021.1951729,10.1016/j.matchemphys.2021.124280, 10.1039/D0TC01535K, 10.1007/s00706-020-02653-y, 10.1016/j.molstruc.2020.128713, 10.1080/17415993.2020.1736073, 10.1016/j.molliq.2019.110939, 10.1007/s42250-019-00060-3, 10.1007/s00214-018-2396-8, 10.1016/j.molstruc.2015.10.033
COMMENT 7) The authors should compare their results with other related studies to confirm the calculated values.
COMMENT 8) It should be remove all double space in the all text.
COMMENT 9) It should be add space in several cases like in:

COMMENT 10) Author should maintain uniformity  should be in italics
COMMENT 11) the color of this sentences are not the same like in the manuscript. “The first-principles study on the structural, electronic and optical properties of AgAlTe2 chalcopyrite compound have been studied by Hanene Bendjeddou et al [24] using the full-potential linearized augmented plane wave (FP-LAPW) method based on the density functional theory and compared with the available experimental values”
All thanks to the authors of this paper for the presented results
I hope you find this review helpful.
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