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MoS; is a promising material in electronic devices due to
several tunable properties. Experimentally, doping H-
MoS, with Yttrium (Y), where Y replaces Mo atoms, at
various concentrations in a heterojunction with Au(111)
changes the Schottky barrier. After confirming with CI-
NEB calculations that Y-doped mono-layer H-MoS, is
sufficiently stable, we built a heterostructure with
Au(111) surface and calculated the Schottky barrier. We
also computed the change in electronic structure of Y
doped H-MoS; as a function of the doping percentage.
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