
Berthierite (FeSb2S4, E33) Structure:
AB4C2 oP28 62 c 4c 2c-001
This structure previously used the label(s) AB4C2 oP28 62 c 4c 2c. Calls to these addresses will be redirected here.
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Prototype FeS4Sb2

AFLOW prototype label AB4C2 oP28 62 c 4c 2c-001

Strukturbericht designation E33

Mineral name berthierite

ICSD 185792

CCDC 1694973

Pearson symbol oP28

Space group number 62

Space group symbol Pnma
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AFLOW prototype command aflow --proto=AB4C2_oP28_62_c_4c_2c-001

--params=a, b/a, c/a, x1, z1, x2, z2, x3, z3, x4, z4, x5, z5, x6, z6, x7, z7

Other compounds with this structure
CaFe2O4, EuPd2S4, NaV2O4, SrCe2O4, SrDy2O4, SrEu2O4, SrHo2O4, SrLa2O4, SrLu2O4, SrNd2O4, SrPm2O4, SrPr2O4,
SrSm2O4, SrTb2O4, SrTm2O4, SrYb2O4

• We have updated our reference from the obscure (Buerger, 1953) to the more accessible (Periotto, 2012).

• The ICSD entry for this structure lists CaFe2O4 as the prototype, but we will use FeSb2S4, as it was given the E33
Sturkturbericht label.

• The data for this structure was given in the Pnam orientation of space group #62. We used FINDSYM to place it in the
standard Pnma orientation.

Simple Orthorhombic primitive vectors
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4b ŷ + cz1 ẑ (4c) Fe I

B2 = −
(
x1 − 1

2

)
a1 +

3
4 a2 +(

z1 +
1
2

)
a3

= −a
(
x1 − 1

2

)
x̂+ 3

4b ŷ + c
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4b ŷ − cz1 ẑ (4c) Fe I

B4 =
(
x1 +

1
2

)
a1 +

1
4 a2 −

(
z1 − 1

2

)
a3 = a

(
x1 +

1
2

)
x̂+ 1

4b ŷ − c
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ẑ (4c) S III

2



B15 = −x4 a1 +
3
4 a2 − z4 a3 = −ax4 x̂+ 3

4b ŷ − cz4 ẑ (4c) S III

B16 =
(
x4 +

1
2

)
a1 +

1
4 a2 −

(
z4 − 1

2

)
a3 = a

(
x4 +

1
2

)
x̂+ 1

4b ŷ − c
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ẑ (4c) S III

B17 = x5 a1 +
1
4 a2 + z5 a3 = ax5 x̂+ 1
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4b ŷ + cz7 ẑ (4c) Sb II

B26 = −
(
x7 − 1

2

)
a1 +

3
4 a2 +(

z7 +
1
2

)
a3

= −a
(
x7 − 1

2

)
x̂+ 3

4b ŷ + c
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