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for electronic simulations with thousands of
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X 53 MO AO|A W& SE JHE(EDISON) A XICH3|

dss (A) vdW gap (A)

1TL 2T 3TL 4TL Tgap 2gap 3gap

GaS 1TL 5.252 = = = = = =

GaS 2B 5.246 5.243 = = 3.088 = =

GasS 2E 5285 5.237 - = 2.956 = -

GaS 3BB 5.238 5.222 5239 = 3.048 3.049 =

GaS 3BE 5.240 5.221 5.240 = 3.037 3.007 =

Ga$S 3EE 5.236 5.211 5239 - 2.945 2.942 =
GaS 4BBB 5.237 5.217 5.219 5.236 3.019 2972 3.027
GaS 4BBE 5.238 5.220 5.217 5.240 3.014 2.980 3.001
GaS 4BEB 5.237 5.220 5.218 5.238 3.026 2.957 3.029
GaS 4BEE 5.238 5217 2:.215 5.242 3.031 2931 2.990
GaS 4EEE 5.240 5.212 5.213 5.236 2.953 2.925 2.929
GaS 4EBE 5.236 5:221 5.220 5.238 3.002 2.990 3.011

Table 1. Stacking sequence% st TLE A2 ) 2zt FA=0ICt LIEFL = TL thickness @f vdW
gap o A 7|3} (B} E= ZtZt B stacking 1f € stacking & LIE H:h')
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e X, M| 25 ¢ ing= e-e-¢ X
9| total energy= ZtZt -0.80eV, V, -0.81eV,
-0.82eVE ¢ stackin HS MELE OfHX|7t

MY wordg =g & ot
C. HXg=xe
S|t oM X2 TXX otHMg b
WSIULCE Part cOjjA gt | 2OX|=
X ARO| HolE SHRE 2 hooHA 2
£ Yxt+x9| band g Tab LFEFLY Q1
C}. TL7} 408 A band gapo| A7|7} MA zZtA
SGCE 2 1TLCe| band gap3a 7| 2.23A0|HS
L}, 458 e-e-¢ satcking2 ot AR 2t
A (<] Ct
point VBM (eV) CBM (eV)

I! -6.34 -4.35

2E M -7.45 -4.35

K -6.66 -3.38

N -6.29 -4.40

3EE M -7.40 -4.40

K -6.54 -3.40

[l -6.23 -4.40

4EEE M -7.34 -4.41

K -6.46 -3.39
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