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Figure S1. Top: structural model of the 4x4 MoS, with 2 NO adsorption; Bottom: the
calculated electronic density of states, which shows that half-metallicity is preserved.
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Figure S2. Structural breaking with the adsorption of two ammonia molecules, and the
dashed frame denotes the studied supercell.



Figure S3. Relaxed structure of NO adsorbed MoS, under 18% strain.
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Figure S4. The structure of bilayer MoS, with NH; adsorption under 12.5% strain.



