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Resumen

The transition-metal chalcogenophosphates MPX3 exhibit magnetic ordering even at the limit
of two dimensions. Specifically, MnPS3 is a 2D Heisenberg-like antiferromagnet material [1] and
their band gap and band edge positions, under a biaxial strain and electric field, are ideal for
water splitting applications [2].

Based on experimental routes for the controlled replacement of Mn by Ni atoms, and by means
of first principles calculations, in this contribution we will explore the magnetic and electronic
properties of the monolayer of NixMn1..PSs. The exchange of the magnetic ion, for another with
a partially unfilled d shell, have deep implications in both magnetism and chemistry.

Agradecimientos: We acknowledge support from Fondecyt Grant No. 1191353, Center for the
Development of Nanoscience and Nanotechnology CEDENNA AFB180001, and Conicyt
PIA/Anillo ACT192023. This research was partially supported by the supercomputing
infrastructure of the NLHPC (ECM-02)

Referencias
[11Y. Sun, Q. Tan, X. Liu, Y. Gao, and J. Zhang, J. Phys. Chem. Lett. 10, 11, 3087-3093 (2019)
[2] L. Zhang, X. Guo and S. Huang, Int. ]. Hydrogen Energy, 46(53), 26950-26960 (2021)



