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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.


	The present research reports Molecular and electronic properties of Pentacene (C22H14) and Pentacene-Zirconium Disulfide (ZrS2-PENT) hybrid based on DFT.

The shorter BL in Pent-ZrS2 at position R(3,4) and smaller BA at atomic orientation A(2,3,4) witnessed  improvements in the stability and delocalization.

Smaller the HOMO-LUMO gap, higher the electronegativity index (χ) and electrophilicity index (ω)  of the hybrid was also noticed 
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	I have gone through the Paper, based on my observations few comments are given below

The present research reports Molecular and electronic properties of Pentacene (C22H14) and Pentacene-Zirconium Disulfide (ZrS2-PENT) hybrid based on DFT.

The shorter BL in Pent-ZrS2 at position R(3,4) and smaller BA at atomic orientation A(2,3,4) witnessed  improvements in the stability and delocalization.

Smaller the HOMO-LUMO gap, higher the electronegativity index (χ) and electrophilicity index (ω)  of the hybrid was also noticed 

The research work is pure computational and notable one,  and may be considered for the publications …

Provided, authors should highlight the positions A(2,3,4), R(3,4)   in structures;   and should explore more relevantly how these hybrids helpful for development of new materials for the manufacture of organic electronic devices.
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