
COCl Structure:
ABC oP24 61 c c c-001
This structure previously used the label(s) ABC oP24 61 c c c. Calls to these addresses will be redirected here.
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Prototype CClO

AFLOW prototype label ABC oP24 61 c c c-001

CCDC 1226359

Pearson symbol oP24

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=ABC_oP24_61_c_c_c-001

--params=a, b/a, c/a, x1, y1, z1, x2, y2, z2, x3, y3, z3
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• (Groth, 1962) are not confident about the atomic positions, saying that “The computed values for the oxalyl chloride
molecule . . . [are probably] less reliable than those listed for the bromide molecule [COBr].” In fact, we have not been
able to reconcile their crystal structure for COBr with the distances between the atoms, so we have left that structure out
of the database at this time.
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B1 = x1 a1 + y1 a2 + z1 a3 = ax1 x̂+ by1 ŷ + cz1 ẑ (8c) C I
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ŷ − c

(
z1 − 1

2

)
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(
z1 − 1

2

)
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ẑ (8c) C I

B8 = −
(
x1 − 1

2

)
a1 +

(
y1 +

1
2

)
a2 +

z1 a3

= −a
(
x1 − 1

2

)
x̂+ b

(
y1 +

1
2

)
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ẑ (8c) O I

B23 = x3 a1−
(
y3 − 1

2

)
a2+

(
z3 +

1
2

)
a3 = ax3 x̂− b

(
y3 − 1

2

)
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