Monoclinic NiyB3 Structure:
A3B4 mC28_15_ef 2{-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/XJOR

https://aflow.org/prototype-encyclopedia/A3B4-mC28_15_ef_2{-001

e

e
=

5.8
-

¥

/
‘€N
‘|

2T\

Prototype B3Niy

AFLOW prototype label A3B4_-mC28_15_ef_2f-001
ICSD 24308

CCDC 1600351

Pearson symbol mC28

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow —--proto=A3B4_mC28_15_ef_2f-001
--params=a, b/a,c/a, B, y1, T2, Y2, 22,73, Y3, 23, T4, Ya, 24

e NiyBj is found in two forms (Rundqvist, 1967):

— An orthorhombic structure, and

— this monoclinic structure.
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e While the monoclinic structure is stoichiometric, with chains of boron atoms, the composition of the orthorhombic phase
is NigyBs_,, with vacancies on the boron sites. The exact phase depends on the stoichiometry.

Base-centered Monoclinic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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(Z4+%) as 6(24—1—%) sin 82
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