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Flg. 1 Initial atomic structures of vacancies Of(a) VS, Flg 2 Formation energies of various vacancies as the
(b) Vs2, (€) Vo3, (d) Vimoss, (€) Vo, and (£) Vivoss2. functions of the electronic chemical potential under the
The white and violet Clr?]es denote Su“‘ur. and Mo-rich condition. Numbers denote the charge states g
molybdenum atoms, respectively. The yellow circles of vacancies. Electronic chemical potential zeranges ev+
denote sulfur atoms pairs. The atoms in these figures 0 < pe < v+ Eg, where Egis the bandgap of 1.92 eV
are located at ideal positions. according to our calculation.
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