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Prototype Ba3S7Zr2

AFLOW prototype label A3B7C2 tP48 136 fj 2eghj j-001

ICSD 59271

CCDC 1623114

Pearson symbol tP48

Space group number 136

Space group symbol P42/mnm

AFLOW prototype command aflow --proto=A3B7C2_tP48_136_fj_2eghj_j-001

--params=a, c/a, z1, z2, x3, x4, z5, x6, z6, x7, z7, x8, z8

• The ICSD says the prototype of this structure is SrTb2Fe2O7, but the structures are in fact quite different so we place
this structure in its own prototype.

• This is the low temperature form of Ba3Zr2S7, with data apparently taken at room temperature, though the ICSD entry
says it was taken at 153K. At higher temperatures the structure becomes orthorhombic.

Simple Tetragonal primitive vectors
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2a ŷ − c

(
z2 − 1

2

)
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2a ŷ + cz5 ẑ (8h) S IV

B18 = 1
2 a2 +

(
z5 +

1
2

)
a3 = 1

2a ŷ + c
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2a ŷ − cz5 ẑ (8h) S IV

B22 = 1
2 a2 −

(
z5 − 1

2

)
a3 = 1

2a ŷ − c
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ẑ (8h) S IV

B23 = 1
2 a1 +

(
z5 +

1
2

)
a3 = 1

2a x̂+ c
(
z5 +

1
2

)
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