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Prototype H3Ho

AFLOW prototype label A3B hP24 165 adg f-001

ICSD 16880

CCDC 1597399

Pearson symbol hP24
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Space group number 165

Space group symbol P3c1

AFLOW prototype command aflow --proto=A3B_hP24_165_adg_f-001

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

Other compounds with this structure
H3Dy, H3Er, H3Gd, H3Lu, H3Sm, H3Tb, H3Tm, H3Y, F3La

• This structure is crystallographically equivalent to Cu3P (D021). We retain it as the prototype for the subclass of this
prototype containing hydrogen.

• The data was taken for the deuteride, D3Ho.
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ẑ

(12g) H III

B17 = (x4 − y4) a1−y4 a2−
(
z4 − 1

2

)
a3 = 1

2a (x4 − 2y4) x̂−
√
3
2 ax4 ŷ − c
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ẑ (12g) H III

References

[1] M. Mansmann and W. E. Wallace, The Structure of HoD3, Le Journal de Physique 25, 454–459 (1964),
doi:10.1051/jphys:01964002505045400.

Found in

[1] P. Villars and L. Calvert, Pearson’s Handbook of Crystallographic Data for Intermetallic Phases (ASM International, Materials
Park, OH, 1991), 2nd edn.

First cited in

M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. L. W. Hart, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

3

https://doi.org/10.1051/jphys:01964002505045400
http://dx.doi.org/10.1016/j.commatsci.2017.01.017

