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Fig. S2 Snapshots of atomic configurations of PbTe bilayer at the end of MD

simulation at 5, 10 and 15 ps, respectively. The total potential energy fluctuation

during MD simulations is calculated at 300K.
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Fig. S3 Calculated band structures with HSE06 for monolayer, bilayer, and trilayer,
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Fig. S4 Orbital-resolved band structures for bilayer, with and without considering

SOC respectively, weighted with the Te-p, , and Pb-p, characteristics.



Fig. S5 The corresponding structural information on POSCAR in our calculations:
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(b) POSCAR of bilayer
1.00000000000000
4.4764540341984835 0.0000000000000000 0.0000000000000000
0.0000000000000000 4.4764540341984835 0.0000000000000000
0.0000000000000000 0.0000000000000000  27.3528808412564679
Te Pb
2 2
Direct
0.0000000000000000  0.0000000000000000 0.5546725080417048
0.5000000000000000 0.5000000000000000 0.4497122475074988
0.0000000000000000  0.0000000000000000 0.4497122475074988
0.5000000000000000 0.5000000000000000 0.5546725080417048
(¢) POSCAR of trilayer
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(d) POSCAR of tetralayer
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