
Shcherbinaite (D87, V2O5) Structure (Obsolete):
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This structure previously used the label(s) A5B2 oP14 31 a2b b. Calls to these addresses will be redirected here.
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Prototype O5V2

AFLOW prototype label A5B2 oP14 31 a2b b-001

Strukturbericht designation D87

Mineral name shcherbinaite

ICSD 15904

CCDC 1596576

Pearson symbol oP14

Space group number 31

Space group symbol Pmn21

AFLOW prototype command aflow --proto=A5B2_oP14_31_a2b_b-001

--params=a, b/a, c/a, y1, z1, x2, y2, z2, x3, y3, z3, x4, y4, z4

• This structure was reinvestigated by (Enjalbert, 1986) and others because of “[dissatisfaction with] some aspects of the
crystal structure.” They proposed a revised structure in space group Pmmn #59. We list this structure here for the
historical record.
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Simple Orthorhombic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c ẑ

Basis vectors
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type
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B8 = −
(
x3 − 1

2

)
a1 − y3 a2 +(

z3 +
1
2

)
a3

= −a
(
x3 − 1

2

)
x̂− by3 ŷ + c
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B10 = −x3 a1 + y3 a2 + z3 a3 = −ax3 x̂+ by3 ŷ + cz3 ẑ (4b) O III
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B14 = −x4 a1 + y4 a2 + z4 a3 = −ax4 x̂+ by4 ŷ + cz4 ẑ (4b) V I
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