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Prototype O2SrZn

AFLOW prototype label A2BC oP16 62 2c c c-004

ICSD 25556

CCDC 1601210

Pearson symbol oP16

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A2BC_oP16_62_2c_c_c-004

--params=a, b/a, c/a, x1, z1, x2, z2, x3, z3, x4, z4

Other compounds with this structure
BaCdO2, LiDyO2, LiEuO2, LiFeO2, LiGdO2, LiTbO2, LiTbO2
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• (Schnering, 1961) give the structure in the Pmnb setting of space group #62. We used AFLOW to transform this into
the standard Pnma setting. The transformation swaps the positions of the a- and b-axes.

• UMoC2 and SrZnO2 have the same AFLOW prototype label, A2BC oP16 62 2c c c. The structures are generated by the
same symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.
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4b ŷ + cz2 ẑ (4c) O II

B6 = −
(
x2 − 1

2

)
a1 +

3
4 a2 +(

z2 +
1
2

)
a3

= −a
(
x2 − 1

2

)
x̂+ 3

4b ŷ + c
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ẑ (4c) O II

B7 = −x2 a1 +
3
4 a2 − z2 a3 = −ax2 x̂+ 3
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