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Fig. S1 DOS of (a) BiVO, bulk, (b) (001) surface, and (c) (101) surface.
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Fig S2 DOS for Mo/W-doped (001) surfaces. Mo doped in (a) the first and (b) second layers; W
doped in (c) the first and (d) second layers.
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Fig. S3 Local DOS of V-3d orbitals near the (001) surface.
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Fig S4 DOS for Mo/W-doped (101) surfaces. Mo doped in (a) the first and (b) second layers; W
doped in (c) the first and (d) second layers.
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V 3d-orbits near (101) surface
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Fig. S5 Local DOS of V-3d orbitals near the (101) surface.
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