VoMoOg Structure:
AB8C2_0C22_35_a_ab3d_d-002

This structure previously used the label(s) AB8C2_0C22_35_a_ab3e_e. Calls to these addresses will be redirected here.
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Prototype MoOgV,

AFLOW prototype label AB8C2_0C22_35_a_ab3d_d-002
ICSD 25378

CCDC 1601121

Pearson symbol 0C22

Space group number 35

Space group symbol Cmm?2

AFLOW prototype command aflow --proto=AB8C2_0C22_35_a_ab3d_d-002
—~params=a, b/aa c/a, Z1,%2,23,%4,24,X5,25,L6,26,L7, 27

e Our previous report of this structure (Hicks, 2019) transposed the primitive vectors, leading to a structure with the
oxygen atoms too close together. This is the corrected structure.

e AFLOW rotates the (Mahe-Pailleret, 1970) structure by 90° around the z-axis.

Base-centered Orthorhombic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = cz1 Z (2a) Mo I
B, = 20 a3 = 20 7 (2a) Ol
B; = %al—i—%ag—l—zgag = %ai—i—cz;:,i (2b) O1II
B, = Taa] + Tga + 2443 = ars X+ cz4 Z (4d) O III
By = —T4a; — T4a + 2443 = —araX +craZ (4d) O III
Bsg = Tsay + T5as + 25 as = axsX + czs Z (4d) o1V
B, = —Tsa; — Tsag + 25as = —axsX + cz5 Z (4d) o1V
Bg = Tg a1 + Tgag + 26 a3 = axeX + czg Z (4d) ovVv
By = —Tga] — T Ay + 26 A3 = —axgX + cz6 2 (4d) ovVv
B = T7a) +x7as + z7as = ax7 X+ czr Z (4d) VI
Bi1 = —T7a; — Trag + z7as = —ar7 X+ czr Z (4d) VI
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