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Table S1. The input parameters for our DFT VASP calculations.

Structural relaxation Self-consistent calculation

ISMEAR 0 0

SIGMA 0.05 0.05

ENCUT 500 500

PREC High High

NBANDS 144 144

ALGO Fast Fast

IVDW 12 12

EDIFFG -1E-03 -1E-03

EDIFF 1E-06 1E-08

LWAVE TRUE TRUE

LCHARG TRUE TRUE

KPOINTS 21x11x1 21x11x1

POTCAR W:PAW PBE 08Apr2002 | W: PAW_PBE 08Apr2002
Te: PAW_PBE 08Apr2002 | Te: PAW_PBE 08Apr2002
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Atomic coordinates of State 2
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