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Prototype Cu3P

AFLOW prototype label A3B hP24 165 bdg f-001

Strukturbericht designation D021

ICSD 198370

Pearson symbol hP24

Space group number 165

Space group symbol P3c1
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AFLOW prototype command aflow --proto=A3B_hP24_165_bdg_f-001

--params=a, c/a, z2, x3, x4, y4, z4

Other compounds with this structure
Cu3As, Cd3Au, Mg3Au, Mg3Ir, Mg3Pt, Na3As, CeF3, LaF3

• Range and Hafner (Range, 1993) and Olofsson (Olofsson, 1972) argue that several compounds which were previously
identified as having this structure actually take on the Cu3P structure, space group P63cm #185, A3B hP24 185 ab2c c.
These structures include Cu3P, Na3As, AuMg3, Ir3 and Mg3Pt. The D021 structure is crystallographically equivalent to
the H3Ho structure, A3B hP24 165 adg f.

• We have not found any evidence in the literature showing that either the hydride structure or the fluoride structures
mentioned above should be in any other space group.

• We were unable to obtain the original reference, so we use the crystallographic information presented in the American
Mineralogist Crystal Structure Database (Downs, 2003).

• The original version of Pearson’s Handbook (Pearson, 1958) states that the lattice constants for this structure should be
slightly smaller.
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6 a ŷ − c

(
z2 − 1

2

)
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4c ẑ (6f) P I

B10 = −x3 a1 + 3
4 a3 = − 1

2ax3 x̂ +
√
3
2 ax3 ŷ + 3
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(
z4 − 1

2

)
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ẑ

(12g) Cu III

B23 = − (x4 − y4) a1 + y4 a2 +(
z4 + 1

2

)
a3

= 1
2a (−x4 + 2y4) x̂+

√
3
2 ax4 ŷ+ c

(
z4 + 1

2

)
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