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Prototype CdCl3(NH4)

AFLOW prototype label AB3C oP20 62 c 3c c-001

Strukturbericht designation E24

ICSD 28829

CCDC 1603866

Pearson symbol oP20

Space group number 62

Space group symbol Pnma
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AFLOW prototype command aflow --proto=AB3C_oP20_62_c_3c_c-001

--params=a, b/a, c/a, x1, z1, x2, z2, x3, z3, x4, z4, x5, z5

Other compounds with this structure
CeCrS3, CeCrSe3, LaCrS3, NdCrS3, PbSnS3, RbCdBr3, RbCdCl3, SmCrS3, (Ti, Sn)2S3

• (Brasseur, 1938) gave the Wyckoff positions in the Pnam setting of space group #62. We used FINDSYM to rotate the
structure and put it in the standard Pnma setting.

• The ICSD lists (NH4)CdCl3 (E24) and ottemannite (Sn2S3 under the structure type NH4CdCl3#Sn2S3, but we prefer to
use different prototypes for the binary and tenary structures.

• This structure has the same AFLOW label as CuTaS3, AB3C oP20 62 c 3c c. The structures are generated by the same
symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors
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a2 = b ŷ

a3 = c ẑ
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4b ŷ + cz2 ẑ (4c) Cl I

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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