AusMns Structure:
AbSB2.mC14_12_a2i1-001

This structure previously used the label(s) ABB2.mC14_12_a2i_i. Calls to these addresses will be redirected here.

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/9H7D

https://aflow.org/prototype-encyclopedia/A5B2_.mC14_12_a2i_i-001
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Prototype AuzMn,
AFLOW prototype label A5B2.mC14_12_a2ii-001
ICSD 144447
CCDC 2229876
Pearson symbol mC14
Space group number 12
Space group symbol C2/m
AFLOW prototype command aflow --proto=A5B2_mC14_12_a2i_i-001
~-params=a, b/a? C/a’7 5, T2,22,X3,23,T4,24

e As noted by (Pearson, 1972), this structure is very nearly cubic close-packed. As such, it is frequently used for cluster

expansion models.
e (Humble, 1964) puts this structure in space group Cc #5, but the coordinates given are consistent with space group

C2/m #12.
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Base-centered Monoclinic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 0 = 0 (2a) Aul
B, = Toay + Toag + 2o a3 = (axe 4 czocos B) X + czosin S 2 (4) Au Il
B = —Toa] — To Ay — 22 A3 = — (azg 4 czoco8 B) X — czosin f 2 (4) Au Il
B, = T3a] + xr3as + z3a3 = (axs 4 czgcos B) X + czgsin f 2 (4i) Au III
Bs = —x3a] — T3y — 23 a3 = — (ax3 + czzcos B) X — czzsin B2 (4i) Au III
Bg = Tgay + 2489 + 2423 = (axy 4 cz4co8B) X+ cz48inf 2 (4) Mn I
B, = —Tga] — Tg Ay — 24 A3 = —(azy + cz4co8B) X — cz4sinf 2 (4i) Mn I
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