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CALCULATION METHODS
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Lattice constant

MMC Polytype A ey Ref.
GaS B polytype | 3.592 | 15465 | [4]
GaSe € polytype 3.73 15.90 [5]
GaTe hexagonal 41 16.38 [6]
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Figure 3. GaS 2| band structure.
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Band gap(eV)
Structure Tetralayer Bulk
r-r indirect Expt.
GaS 2.84 2.96 2.59 [7]
GaSe 242 2.22 212 [7]
GaTe 248 1.53 1.80 [8]
Table 2. MMC 9| eigen valuebrillouin
zone(EBZ)O| A A A3t tetralayer badn gap 1t

bulk ©| band gap.
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MMC Formation energy(eV)
GaS 0.0771195

GaSe 0.0774095

GaTe 0.077297625

Table 3. MMC 2| formation energy.
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