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Prototype BCoFeO4

AFLOW prototype label ABCD4 oP28 62 c c c 4c-001

Mineral name warwickite

ICSD 2931

Pearson symbol oP28

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=ABCD4_oP28_62_c_c_c_4c-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
FeCoBO4, FeMgBO4, FeNiBO4, FeYBO4, (Mg, Ti)2BO4, Y2BeO4

• (Bertaut, 1950) originally identified the mineral warwickite, but his analysis was not complete. (Buerger, 1972) and
(Venkatakrishnan, 1972) redetermined the structure. They described it in the Pnam setting of space group #62. We
used FINDSYM to change this to the standard Pnma setting, which involved a rotation of the axes.
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• The ICSD entry is from (Venkatakrishnan, 1972), with the identical structure also appearing in (Buerger, 1972).

Simple Orthorhombic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c ẑ
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4b ŷ − c
(
z1 − 1

2

)
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4b ŷ − c
(
z5 − 1

2

)
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