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Introduction of impurities into a material, conventionally during its growth, is
one of the promising ways to tune electronic and magnetic properties of bulk
and nanomaterials as well. However, in two-dimensional materials, the impu-
rities can be directly incorporated by depositing dopant atom at an elevated
temperature, as demonstrated for MoTey layer[1,2]. We have employed density
functional calculations to find which transition metals are readily embedded
into molybdenum dichalcogenides, instead of trivial clustering on the surface.
Further, we rationalize the energetics and induced magnetic moment through
atomic radii and the number of (s+d) electrons of TM atoms. Our results are in
agreement with the available experimental data and should further guide the
experiment.
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