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calculations [2]. We used OpenMX [3] mainly
on System B for the present study. In order to
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Nd2Fe14B, Nd2Fe14B0 and Nd2Fe14. Nd2Fe14B0
has the same lattice parameters and the atomic
positions of Nd2Fe14B, but B is not present in it.
Nd2Fe14 is a hypothetical material and its lattice
parameters and atomic positions are optimized,
therefore, these are not the same as Nd2Fe14B.
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Figure 1. The formation energy of Nd2Fe14X.

References
[1] M. Sagawa et al., J. Appl. Phys. 55,
2083 (1984).
[2] Y. Tatetsu et al., Phys. Rev. Mater. 2,
0744100 (2018).
[3] http://www.openmx-square.org

