Au;;Mng Structure:
A11B3 . mC28_12_abi_ci-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/J58 A

https://aflow.org/prototype-encyclopedia/A11B3_.mC28_12_a5i_ci-001

Au
Mn
?e0® o0?
5 5 x
o . Q)
5 g
X)' 09 ‘
\ Q ()
3 |2 @ o
19 0@ °
\ 5 Y
N ) 5
) ° o

©

©

®

©

- ©

(¥
Lﬁ«
COLLLLOLL

S S-
b

Prototype Auy1Mng

AFLOW prototype label A11B3_.mC28_12_a5i_ci-001
Pearson symbol mC28

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=A11B3_mC28_12_abi_ci-001
—Tparams=a, b/a’7 C/a7 /8, L3, 23, L4,24,L5,25,L6,26, L7y 27, L8y 28

e (Hiraga, 1982) give the structure in setting P2, /b of space group #14. There seems to be a misprint in Table 1 of this
paper: the z-coordinate of the final gold atom is given as 1/7. If we use this value, many of the Au-Au atomic distances
are under 2A, much too small for the Au-Mn system. (Villars, 2016) uses z = 1/2 instead. As this gives a reasonable
structure, we follow their lead. This changes the space group from P2;/c to C2/m #12, so we place the structure in
space group #12.
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Base-centered Monoclinic primitive vectors

a1 a2

a3 = %a X - %b y ‘
ay =  lax+1lby :
ag = ccosfX+csinfz 1
7
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Aul
B, = 1ag = lccosBR+ fcsinfBz (2¢) Mn I
B; = T3a] + r3ag + zzas = (axs + czzcos f) X+ czgsin Sz (4i) Au Il
By, = —x3a] — T3ay — 23 a3 = — (axs + czzcos B) X — czzsin S 2 (4) Au Il
Bs = Tga1 +Tga9 + 2423 = (axy 4 cz4co8B) X+ cz48inf 2 (4) Au III
Bg = —T4a;] — Tgay — 24 A3 = —(azy 4+ cz4co8B) X — cz48in f 2 (4i) Au III
B, = T5aq + T5ag + 25 as = (axs + cz5cos f) X+ czssin Sz (4i) Au IV
Bg = —Tsa] — T Ay — 25 a3 = — (axs 4 cz5cos B) X — cz5sin S 2 (4) Au IV
By = Tg a1 + Tgas + zg as = (axg + czgcos B) X + czgsin f 2 (4i) AuV
Bio = —Tga] — Tgaz — 26 A3 = — (azg + czgcos B) X — czgsin f 2 (4i) AuVvV
By, = T7ay +x7ag + zras = (ax7 + czrcos f) X+ czrsin Sz (4i) Au VI
By, — —z7a; — Tray — 27 A = —(ax7 4+ czrcos ) X — czrsin S 2 (41) Au VI
Bz = rga] + rgas + zg as = (axs + czgcos B) X + czgsin f 2 (4i) Mn II
By = —Tga; — Tgay — 2g A3 = — (azg + czgcos B) X — czgsin f 2 (4i) Mn II
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