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S1. Calculation of Surface Energy
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FIGURE S1: Surface energy changes of S001, S010s;, S010s, and S010s, facets with the condition from
Sn-rich to S-rich.

The surface energy (y) of each facet was calculated by the following formula:
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Where Egy, is the total energy of the slab, n is the total number of SnS; unit cells contained in the
slab model, Epyik is the energy per unit cell of SnS,, m is obtained by subtracting n Sn atoms and 2n
S atoms from the number of Sn and S atoms in the surface slab. Ey is the chemical potential of the
extra atom species. The calculated surface energies are 0.0065 and 0.034 eV/A? for S001 and

S010s; facets, respectively.

“The result shows that compare to the {010} surface, the {001} surface owns lower surface energy,
meaning that the {001} facet is more stable than the {010} surface.”



