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Table S1 Bader charge transfer from In to each Te atom (unit: e).

Tel Te2 Te3 Ted Te5 Te6 Te7 Te& Te9 TelO

In1  0.274 0.274 0.274
In2 0.274 0.274 0.274
In3 0.274 0.274 0.274

In4 0.274 0.274 0.274
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Fig. S1 The ML In,Tes corresponding to Table S1.
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Fig. S2 The calculated cleavage energy varies with separation distance of the ML

InzTes.
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Fig. S3 The calculated phonon spectrum of the ML In,Tes.

180

183

>

8—186— o o _o o o _o

£ M AN A e e

5 e e

S -1891 © 0 0 0 0 0 o

= ® & & © o & ¢ ©
0 o® o0 g% g% %

-1927 6 0 6 0 0 0 0 0
0 @ & & o @

- R St R e

"0 500 1000 1500 2000 2500 3000

Times (f5)

Fig. S4 The time-dependent evolution of total energy for the ML In,Tes.
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Fig. S5 The calculated band structure with SOC effect based on PBE functional of the
ML IIlzTGS.



