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A2B2C4D oP36 62 d d 2cd c-001
This structure previously used the label(s) A2B2C4D oP36 62 d d 2cd c. Calls to these addresses will be redirected here.
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Prototype Al2F2O4Si

AFLOW prototype label A2B2C4D oP36 62 d d 2cd c-001

Strukturbericht designation S05

Mineral name topaz

ICSD 55860

CCDC 1620155

Pearson symbol oP36

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A2B2C4D_oP36_62_d_d_2cd_c-001

--params=a, b/a, c/a, x1, z1, x2, z2, x3, z3, x4, y4, z4, x5, y5, z5, x6, y6, z6
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Other compounds with this structure
Al2SiO4(F, OH)2

• The fluorine (8d) site in topaz can have a composition F1−x(OH)x, where x < 0.3.

• We use the data at T = 298K from the “Pax08” sample in (Komatsu, 2003) with x = 0.215.

• The data was presented in the Pbnm setting of space group #62. We used FINDSYM to transform this into the standard
Pnma setting.

• (Herman, 1937) gave this the S05 designation, but co-listed it as H55 in the index.
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ŷ+c

(
z4 +

1
2

)
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B22 = −
(
x5 − 1

2

)
a1 − y5 a2 +(

z5 +
1
2

)
a3

= −a
(
x5 − 1

2

)
x̂− by5 ŷ + c
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ẑ (8d) O III

B31 = −x6 a1 +
(
y6 +

1
2

)
a2 − z6 a3 = −ax6 x̂+ b

(
y6 +

1
2

)
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