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Prototype Cl

AFLOW prototype label A tP16 138 j-001

Strukturbericht designation A18

ICSD 22406

CCDC 1599150

Pearson symbol tP16

Space group number 138

Space group symbol P42/ncm

AFLOW prototype command aflow --proto=A_tP16_138_j-001

--params=a, c/a, x1, y1, z1
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• As given, this structure has a Cl-Cl bond distance of 1.82Å, far too small for chlorine. The structure was eventually
reanalyzed, and found to be similar to molecular iodine (A14). See (Donohue, 1982, p. 396) for details. We retain this
structure for its historical interest. Note that all atoms are on the general sites of space group P42/ncm #138.
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B1 = x1 a1 + y1 a2 + z1 a3 = ax1 x̂+ ay1 ŷ + cz1 ẑ (16j) Cl I
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ẑ (16j) Cl I

B5 = −x1 a1 +
(
y1 +

1
2

)
a2 −(

z1 − 1
2

)
a3

= −ax1 x̂+ a
(
y1 +

1
2

)
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ẑ (16j) Cl I

B14 = −
(
x1 − 1

2

)
a1 + y1 a2 +(

z1 +
1
2

)
a3

= −a
(
x1 − 1

2

)
x̂+ ay1 ŷ + c

(
z1 +

1
2

)
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