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Prototype Au,V

AFLOW prototype label A2B_0C12_38_de_ab-001
ICSD 58614

Pearson symbol oC12

Space group number 38

Space group symbol Amm2

AFLOW prototype command aflow --proto=A2B_oC12_38_de_ab-001
—~params=a, b/a7 C/av 21,22,Y3,23,Y4, 24

Other compounds with this structure
CllgTi7 Ptha

e The published atomic positions put the system in the C'mcm #65 space group, despite the authors’ statement that the
system is in the Amm2 #38. We forced this system into Amm?2 by slightly shifting the y, cordinate. If y3 = y4 then the
space group becomes C'mcm.

e Space group Amm?2 #38 allows an arbitrary choice of the origin of the z-axis. Here we follow (Stolz, 1962) and set zo =0
for the Au-II position.
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Base-centered Orthorhombic primitive vectors

al
s
a2
a; = aX B P
—"»
o <
ag = L1by+icz =
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —z1 a9 + 21 a3 = c 7 (2a) VI
B, = %al — zgag + zp a3 = %ai—i—czzi (2b) VII
B3 = (y3 — 23) ag + (y3 + 2’3) as = byg y + Cz3 Z (4d) Au I
By = —(y3 +23) az — (y3 — 23) a3 = —bys ¥ + cz3 % (4d) Aul
B; = %a1+(y4—24) as+(ys +24) a3 = %ai+by4y+0242 (4e) Au 1l
Bg = %al—(y4+24) as—(ys —z4) ag = %a&—by4y+024i (4e) Au II
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