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Defects of diamond crystal lattice have a significant impact on its
physical properties. It is possible to use natural and synthetic
diamonds in quantum technologies, employ defects as nanomarkers
in industrial tracing and study laser generation of defects [1]. There
is a lot of data on the dynamics of nitrogen atoms and the dynamics
of vacancies separately, but their cooperative behavior and the
transformation of one center into another has not been sufficiently
figured out [2]. In this work dynamics of the “nitrogen-vacancy”
point defects type was studied by the molecular dynamics method
in the LAMMPS package [3] in the temperature range 3000- 3500
K. It is shown that the NV and NVy centers are localized, while
the NV3 center actively diffuses. A comparison of the evolution of
NV3 center and H3 center surrounded by 2 vacancies is proposed.
Calculations of energy characteristics were carried out, a qualitative
comparison with the available literature data and the results of first-
principles approach was made. The work was carried out using a
machine-learning potential of the MTP type [4].
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