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Prototype NRe3

AFLOW prototype label AB3 hP4 187 a bh-001

ICSD 169884

CCDC 1685581

Pearson symbol hP4

Space group number 187

Space group symbol P6m2

AFLOW prototype command aflow --proto=AB3_hP4_187_a_bh-001

--params=a, c/a, z3
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• The reference presents both experimental findings and the results of density functional theory calculations. We obtain
our data from the density functional theory calculations at equilibrium (P = 0), which are consistent with the lattice
constants found experimentally.
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Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (1a) N I

B2 = 1
2 a3 = 1
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