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Computational Study of Gas Sensing Properties via
2D Transition Metal Dichalcogenides Materials
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Introduction
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Computational method

Table 3. NOt% it MoSSe ti 4/ 4% Fa&. & # Fa T 2 v i

VASP Package
GGA-PBE+D3
Cutoff energy = 400 eV MoSSe : NO & [t Se &
KPOINTS = 4x4x1 for optimization
KPOINTS = 12x12x1 for electronic calculations (DOS)
Vacuum |ayer - 15 A RMS 0.014827 0.012671 0.015178 0.019923 0.015694 0.019004
Force convergence < 0.02 eVV/A EO 36191836 | -361.92316  |-361.93125  |-361.86729  |-361.91996 | -361.83788
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NO _12.26855 _12.26855 _12.26855 _12.26855 _12.26855 _12.26855
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a
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Conclusion
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