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Prototype Auq1Mns
AFLOW prototype label A11B3_.mC28_12_a5i_ci-001
ICSD none
Pearson symbol mC28
Space group number 12
Space group symbol C2/m

https://aflow.org/p/J58A

https://aflow.org/p/A11B3_mC28_12_abi_ci-001

AFLOW prototype command aflow --proto=A11B3_mC28_12_abi_ci-001
—~params=a, b/a7 C/CL, 67 T3,23,T4,24,T5,25,L6,26,L7,27,L8, 28

e (Hiraga, 1982) give the structure in setting P27 /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.

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, = 1a; = lccos B+ esinpz (2¢) Mn I
B; = r3a; +r3as + z3 a3 = (axs 4 czzcos B) X + czgsinf 2 (4i) Au Il
B, = —T3a; — T3as — 2343 = — (axs 4+ czgcos B) X — czgsin f 2 (4i) Au I
By = Tqay + 409 + 2483 = (axq + czgcosf) X+ czysin Sz (4i) Au III
Bg = —Z4a] — TgAg — 24 A3 = —(axy 4+ cz4co8B) X — cz48in 2 (41) Au III
B, = Tsa + r5as + 25 as = (axs 4 cz5cos B) X+ czssin f 2 (4i) AulvV
Bsg = —Tsa; — Tsas — 25Aas = — (axz5 + cz5cos B) X — cz5sin Bz (4i) AulV
By = Tga + Tgag + 26 a3 = (axe + czgcos f) X + czgsin S Z (41) AuV
B = —Tga] — Tg A — 26 A3 = — (axg + czgcos ) X — czgsin S 2 (4) AuV
B.1 = T7ay + r7as + z7as = (ax7 4 czrcos B) X+ czrsin f 2 (4i) Au VI
B = —Tr7a; — Tyas — z7as = — (ax7 + czrcos B) X — czrsin Bz (4i) Au VI
Bz = Tga] + rgag + zgas = (axs + czgcos ) X + czgsin S Z (4) Mn II
B = —xga] — Tg Ay — 28 A3 = — (axg 4+ czgcos ) X — czgsin S 2 (4) Mn II
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