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Prototype CraOq1Tey

AFLOW prototype label A2B11C4.mP34_14_e_abe_2e-001
ICSD 1

CCDC 1590636

Pearson symbol mP34

Space group number 14

Space group symbol P2 /c

AFLOW prototype command aflow --proto=A2B11C4_mP34_14_e_abe_2e-001
—~-params=a, b/a, C/a’ ﬂ, x2,Y2,22,T3,Y3,23, T4, Y4,24,T5,Y5, 25, L6, Y6, 26, L7, Y7, 27, T8,
Ys, 28,29, Y9, 29

e (Meunier, 1976) set zg = 0.624, but the ICSD entry sets zg = 0.644. The former choice agrees with the values in the
paper, so we use it.
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e (Meunier, 1976) put what we call the O I atom on the (2d) Wyckoff position, (1/2 0 1/2). The AFLOW label scheme

moves this to the (2a) site.
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