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Fig. S1 SCF convergence of Bi2S3
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Fig. S2  Force on atom / (Ry/Bohr) convergence of Bi2S3
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[bookmark: _Hlk195974249]Fig. S3  Stress tensor / kbar convergence of Bi2S3
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Fig. S4 Lattice constant (A) / Angstrom convergence of Bi2S3
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[bookmark: _Hlk195974457]Fig. S5 Lattice constant (B) / Angstrom convergence of Bi2S3
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Fig. S6 Lattice constant (C) / Angstrom convergence of Bi2S3
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Stress tensor / kbar
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Lattice constant (A) / Angstrom
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