
Lepidocrocite [γ-FeO(OH), E04] Structure:
AB2C2 oC20 63 c f 2c-001
This structure previously used the label(s) AB2C2 oC20 63 c f 2c. Calls to these addresses will be redirected here.
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Prototype FeHO2

AFLOW prototype label AB2C2 oC20 63 c f 2c-001

Strukturbericht designation E04

Mineral name lepidocrocite

ICSD 108876

CCDC 1666517

Pearson symbol oC20

Space group number 63
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Space group symbol Cmcm

AFLOW prototype command aflow --proto=AB2C2_oC20_63_c_f_2c-001

--params=a, b/a, c/a, y1, y2, y3, y4, z4

• (Gottfried, 1937) gave γ-FeO(OH) the Strukturbericht designation E04, but did not determine the positions of the
hydrogens. Using a deuterated form of FeO(OH) (Christensen, 1982) found that the hydrogen atoms are located on the
(8f) Wyckoff sites, but these sites are only 49.2% occupied according to the ICSD CIF. We use this structure as the
prototype.

Base-centered Orthorhombic primitive vectors

a1 = 1
2a x̂− 1

2b ŷ

a2 = 1
2a x̂+ 1

2b ŷ
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B1 = −y1 a1 + y1 a2 +
1
4 a3 = by1 ŷ + 1

4c ẑ (4c) Fe I

B2 = y1 a1 − y1 a2 +
3
4 a3 = −by1 ŷ + 3

4c ẑ (4c) Fe I

B3 = −y2 a1 + y2 a2 +
1
4 a3 = by2 ŷ + 1

4c ẑ (4c) O I

B4 = y2 a1 − y2 a2 +
3
4 a3 = −by2 ŷ + 3

4c ẑ (4c) O I

B5 = −y3 a1 + y3 a2 +
1
4 a3 = by3 ŷ + 1

4c ẑ (4c) O II

B6 = y3 a1 − y3 a2 +
3
4 a3 = −by3 ŷ + 3

4c ẑ (4c) O II

B7 = −y4 a1 + y4 a2 + z4 a3 = by4 ŷ + cz4 ẑ (8f) H I

B8 = y4 a1 − y4 a2 +
(
z4 +

1
2

)
a3 = −by4 ŷ + c

(
z4 +

1
2

)
ẑ (8f) H I

B9 = −y4 a1 + y4 a2 −
(
z4 − 1

2

)
a3 = by4 ŷ − c

(
z4 − 1

2

)
ẑ (8f) H I

B10 = y4 a1 − y4 a2 − z4 a3 = −by4 ŷ − cz4 ẑ (8f) H I
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