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Prototype CaSb2

AFLOW prototype label AB2 mP6 11 e 2e-001

ICSD 862

CCDC 1591108

Pearson symbol mP6

Space group number 11

Space group symbol P21/m

AFLOW prototype command aflow --proto=AB2_mP6_11_e_2e-001

--params=a, b/a, c/a, β, x1, z1, x2, z2, x3, z3

Other compounds with this structure
EuSb2, SrSb2

Simple Monoclinic primitive vectors
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a1 = a x̂

a2 = b ŷ

a3 = c cosβ x̂+ c sinβ ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = x1 a1 +
1
4 a2 + z1 a3 = (ax1 + cz1 cosβ) x̂+ 1

4b ŷ + cz1 sinβ ẑ (2e) Ca I

B2 = −x1 a1 +
3
4 a2 − z1 a3 = − (ax1 + cz1 cosβ) x̂+ 3

4b ŷ − cz1 sinβ ẑ (2e) Ca I

B3 = x2 a1 +
1
4 a2 + z2 a3 = (ax2 + cz2 cosβ) x̂+ 1

4b ŷ + cz2 sinβ ẑ (2e) Sb I

B4 = −x2 a1 +
3
4 a2 − z2 a3 = − (ax2 + cz2 cosβ) x̂+ 3

4b ŷ − cz2 sinβ ẑ (2e) Sb I

B5 = x3 a1 +
1
4 a2 + z3 a3 = (ax3 + cz3 cosβ) x̂+ 1

4b ŷ + cz3 sinβ ẑ (2e) Sb II

B6 = −x3 a1 +
3
4 a2 − z3 a3 = − (ax3 + cz3 cosβ) x̂+ 3

4b ŷ − cz3 sinβ ẑ (2e) Sb II

References

[1] K. Deller and B. Eisenmann, Darstellung und Kristallstruktur von CaSb2, Z. Anorganische und Allgemeine Chemie 425,
104–108 (1976), doi:10.1002/zaac.19764250203.

Found in

[1] M. Oudah, J. Bannies, D. A. Bonn, and M. C. Aronson, Superconductivity and Quantum Oscillations in Single Crystals of
the Compensated Semimetal CaSb2, Phys. Rev. B 105, 184504 (2022), doi:10.1103/PhysRevB.105.184504.

First cited in

H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: 10.1016/j.commatsci.2024.112988.

2

https://doi.org/10.1002/zaac.19764250203
https://doi.org/10.1103/PhysRevB.105.184504
http://dx.doi.org/10.1016/j.commatsci.2024.112988

