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FIG. S1. Calculated electronic band structures of BiSb(Se0.92Br0.08)3 with Br doped 

at three nonequivalent sites.
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FIG. S2 Calculated transport properties of n-type BiSb(Se0.92Br0.08)3 with Br doped at 

three nonequivalent sites, respectively.

Calculation method: First-principles calculations within the density functional 

theory (DFT) have been performed using the projector-augmented wave (PAW) 

method [1], as implemented in the Vienna Ab-initio Simulation Package (VASP) [2]. 

The exchange-correlation is treated in the generalized gradient approximation (GGA) 

in the version of Perdew-Burke-Ernzerhof (PBE) [3]. The cutoff energy is set to be 500 

eV for all calculations. A Monkhorst-Pack Γ-centered 5 ×15 ×5 k mesh is used for 

the Brillouin zone sampling. The atomic structures, including lattice parameters and 

atomic positions, are fully relaxed until the maximum residual ionic force is below 

0.001 eV/Å, and the total energy difference is converged to within 10-8 eV. The spin-

orbit coupling (SOC) are considered in our calculations due to the heavy element. 
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