(-Hf;N3 Structure:
AB_hR8.166_2c_abc-001

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: 10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/3A28

https://aflow.org/prototype-encyclopedia/AB_hR8_166_2c_abc-001

Prototype Hf;N3

AFLOW prototype label AB_hR&_166_2c_abc-001
ICSD 23572

CCDC 1599678

Pearson symbol hRS

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=AB_hR8_166_2c_abc-001
--params=a,c/a, 3, T4, T5

e The Hf-N phase diagram has three known phases (Rudy, 1970; Villars, 2023):

— HIN, stable up to the melting point of 3387°C, is in the NaCl (B1)| structure.
— le-Hf3Ns|is stable up to 1970°C.
— |(-Hf4 N3l is stable in the range 1225-2300°C.

e The N II (1b) and N IIT (2c) sites are only 2/3 occupied.

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B = 0 = 0 (1a) NI
B, = fai+say+iag = scz (1b) NII
B; = r3a; + r3as + r3as = cx3Z (2¢) HfI
B, = —x3a; — T3as — r3as = —cx3 % (2¢) Hf I
B; = T4ay + T4as + 2433 = cx4Z (2¢) Hf 11
Bg = —T4a] — Tga3 — T4 a3 = —Cx4 Z (2¢) Hf II
B, = Tsa; + Tsas + T5as = x5 7 (2¢) N III
Bg = —Zsa] — Tsas — T as = —cx5Z (2¢) N III
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