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Main results for the calculated halide pervskites

Table SM1: Calculated band gaps and lattice parameters for all calculated halide perovskites. The lattice parameter was optimized
with the PBE exchange and correlation functional and shown for the



CsHgCI3 5.40 0.51 0.47 2.22 2.19
CsHgF3 4.67 2.43
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5.33
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5.95
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0.00
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0.00
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5.12
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3.40
1.94
3.19
5.52
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1.03
1.41
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0.00
0.54
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0.00
0.00

4.48
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