
Cs3Tl2Cl9 (K72) Structure:
A9B3C2 hR28 167 ef e c-001
This structure originally had the label A9B3C2 hR28 167 ef e c. Calls to that address will be redirected here.
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Prototype Cl9Cs3Tl2

AFLOW prototype label A9B3C2 hR28 167 ef e c-001

Strukturbericht designation K72

ICSD 27849

Pearson symbol hR28

Space group number 167
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Space group symbol R3c

AFLOW prototype command aflow --proto=A9B3C2_hR28_167_ef_e_c-001

--params=a, c/a, x1, x2, x3, x4, y4, z4

Other compounds with this structure
Cs3Dy2Br9, Cs3Er2Br9, Cs3Ho2Br9, Cs3Lu2Cl9, Cs3Tb2Br9, Cs3Yb2Br9, Ba3Os2O9, Ba3W2O9

• (Hoard, 1935) followed by (Downs, 2003), give the atomic coordinates in the style of (Wyckoff, 1922), who lists space
group D6

3d (the Schönflies notation for space group R3c) as space group #203, instead of #167, and uses an origin which
corresponds to (1/4 1/4 1/4) in our lattice coordinates. We used FINDSYM to convert this into our standard setting
for space group #167.
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4c ẑ (6e) Cl I

B7 = −
(
x2 − 1

2

)
a1 + 1

4 a2 + x2 a3 = −a
(
x2 − 1

4

)
x̂ + 1
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4c ẑ (6e) Cs I

B14 = −x3 a1 +
(
x3 + 1

2

)
a2 + 3

4 a3 = − 1
8a (4x3 + 3) x̂+

√
3

24 a (12x3 + 1) ŷ+ 5
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(12f) Cl II

B21 = −
(
y4 − 1

2

)
a1 −

(
x4 − 1

2

)
a2 −(

z4 − 1
2

)
a3

= − 1
2a (y4 − z4) x̂−

√
3
6 a (2x4 − y4 − z4) ŷ−
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