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Prototype Na13Pb5

AFLOW prototype label A13B5 hP36 194 a2e4f b2f-001

ICSD none

Pearson symbol hP36

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command aflow --proto=A13B5_hP36_194_a2e4f_b2f-001

--params=a, c/a, z3, z4, z5, z6, z7, z8, z9, z10

• (Weston, 1957) determined the space group, lattice constants, and positions of the lead atoms in Na13Pb5, but were
unable to place the sodium atoms. Using the First-Principles Assisted Structure Solution (FPASS) method, (Ward, 2015)
determined a set of positions for the sodium atoms consistent with the available experimental data. To our knowledge no
further experimental study of Na13Pb5 has taken place.

• There is no ICSD entry for this structure, but (Ward, 2015) provide the CIF for this structure in their supplementary
material.
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4c ẑ (2b) Pb I

B4 = 3
4 a3 = 3
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ẑ (4f) Na VI

B25 = 1
3 a1 + 2

3 a2 + z8 a3 = 1
2a x̂ +

√
3
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