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Figure S1. Convergence tests for computational parameters. (a) Adsorption energy of NHs on the
Pt-InS monolayer as a function of the vacuum layer thickness, (b) total energy of a 4>4x1 InS

monolayer supercell as a function of the k-point mesh.
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Figure S1. Convergence tests for computational parameters. (a) Adsorption energy of NHs on the

Pt-InS monolayer as a function of the vacuum layer thickness, (b) total energy of a 4>x4x1 InS

monolayer supercell as a function of the k-point mesh.




