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Prototype Cl5CoCs3

AFLOW prototype label A5BC3 tI36 140 cl b ah-001

Strukturbericht designation K31

ICSD 14087

Pearson symbol tI36

Space group number 140

Space group symbol I4/mcm

AFLOW prototype command aflow --proto=A5BC3_tI36_140_cl_b_ah-001

--params=a, c/a, x4, x5, z5

Other compounds with this structure
Cs3CoBr5, CsBa5Ti2Se9Cl, Rb3ZnH5, Cs3ZnH5, (Sr3−xAx)AlO4F, (A = Ba, Ca), Ba3MO5, (M = tetravalent metal), M3Mg(BH4)5,
(M = Rb, Cs)

• We show the structure using the data taken at 4.2K.

• We list the quaternary form of this structure as BaLa2ZnO5.
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• Removing the Cl-II atoms from the (4c) site reduces this to the NH4Pb2Br5 (K34) structure.

• There are many quaternary compounds with this structure. See the BaLa2ZnO5 prototype for more details.
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4c ẑ (4a) Cs I

B3 = 3
4 a1 + 1

4 a2 + 1
2 a3 = 1

2a ŷ + 1
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2c ẑ (4c) Cl I

B7 =
(
x4 + 1

2

)
a1 + x4 a2 +(

2x4 + 1
2

)
a3

= ax4 x̂ + a
(
x4 + 1

2

)
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x̂− ax4 ŷ (8h) Cs II

B11 =
(
x5 + z5 + 1

2

)
a1 +

(x5 + z5) a2 +
(
2x5 + 1

2

)
a3

= ax5 x̂ + a
(
x5 + 1

2

)
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