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Prototype P2O7Zr

AFLOW prototype label A7B2C cP40 205 ad c b-001

Strukturbericht designation K61

ICSD 30272

Pearson symbol cP40

Space group number 205

Space group symbol Pa3

AFLOW prototype command aflow --proto=A7B2C_cP40_205_ad_c_b-001

--params=a, x3, x4, y4, z4

Other compounds with this structure
CeAs2O7, CeP2O7, CeV2O7, GeAs2O7, GeP2O7, GeV2O7, HfAs2O7, HfP2O7, HfV2O7, MoAs2O7, MoP2O7, MoV2O7, PbAs2O7,
PbP2O7, PbV2O7, ReAs2O7, ReP2O7, ReV2O7, SiAs2O7, SiP2O7, SiV2O7, SnAs2O7, SnP2O7, SnV2O7, TiAs2O7, TiP2O7,
TiV2O7, UAs2O7, UP2O7, UV2O7, WAs2O7, WP2O7, WV2O7, ZrAs2O7, ZrP2O7, ZrV2O7
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• This is the high temperature form of all the structures listed. The low temperature structure depends on the
composition. Below 290◦C ZrP2O7 transforms to an orthorhombic structure, space group Pbca #61, with 136 unique
crystallographic positions and 1080 atomic sites. See (Birkedal, 2006) and (Stinton, 2006) for more details.
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(
x3 − 1

2

)
ẑ (8c) P I

B15 = x3 a1−
(
x3 − 1

2

)
a2+

(
x3 + 1

2

)
a3 = ax3 x̂− a

(
x3 − 1

2

)
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ẑ (24d) O II

B29 = −x4 a1 − y4 a2 − z4 a3 = −ax4 x̂− ay4 ŷ − az4 ẑ (24d) O II

B30 =
(
x4 + 1

2

)
a1+y4 a2−

(
z4 − 1

2

)
a3 = a

(
x4 + 1

2

)
x̂ + ay4 ŷ − a
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ẑ (24d) O II

B32 = −
(
x4 − 1

2

)
a1 +

(
y4 + 1

2

)
a2 +

z4 a3

= −a
(
x4 − 1

2

)
x̂ + a

(
y4 + 1

2

)
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