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Prototype As4Ba2Fe2OTi2

AFLOW prototype label A4B2C2DE2 tI22 139 2e e d a c-001

ICSD 263018

Pearson symbol tI22

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A4B2C2DE2_tI22_139_2e_e_d_a_c-001

--params=a, c/a, z4, z5, z6

• (Sun, 2012) consider this to be intergrown layers of BaFe2As2, which has the ThCr2Si2 structure, and BaTi2As2O.
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B1 = 0 = 0 (2a) O I
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B5 = 1
4 a1 + 3

4 a2 + 1
2 a3 = 1

2a x̂ + 1
4c ẑ (4d) Fe I

B6 = z4 a1 + z4 a2 = cz4 ẑ (4e) As I

B7 = −z4 a1 − z4 a2 = −cz4 ẑ (4e) As I

B8 = z5 a1 + z5 a2 = cz5 ẑ (4e) As II

B9 = −z5 a1 − z5 a2 = −cz5 ẑ (4e) As II

B10 = z6 a1 + z6 a2 = cz6 ẑ (4e) Ba I

B11 = −z6 a1 − z6 a2 = −cz6 ẑ (4e) Ba I
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