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s, with the concentration of Mnsb presented in each configuration.

Figure S1. Structures for the various supercell size

Figure S1 displays various supercell structures with defects, annotated with their corresponding supercell sizes.

All structures in the figure represent the lowest energy configurations obtained from our calculations at the respective

concentrations. Black, green, and orange spheres represent Mn, Sb, and Te atoms, respectively.



