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Prototype La3Ni2O7

AFLOW prototype label A3B2C7 oF48 69 ag g bgl-001

ICSD 93920

CCDC 1653370

Pearson symbol oF48

Space group number 69

Space group symbol Fmmm

AFLOW prototype command aflow --proto=A3B2C7_oF48_69_ag_g_bgl-001

--params=a, b/a, c/a, x3, x4, x5, x6

• La3Ni2O7−δ is a Ruddlesden-Popper compound with a bilayer NiO6 structure. The exact structure depends on the
pressure and/or oxygen deficiency. (Park, 2001; Lin, 2024)

– Under ambient pressure the fully stoichiometric compound is in the Sr3SnO7 structure.

– At pressures above ≈ 10GPa or when δ ≈ 0.06 it is in the current structure.

– As δ increases the system transforms into the tetragonal Sr3Ti2O7 structure.

• (Sun, 2023) report “signatures” of superconductivity in this structure at 80K at pressures between 14 and 43.5GPa.

• The data for this structure was taken from (Park, 2001) at ambient pressure, and the oxygen (2b) site has 4% vacancies.

• The AFLOW prototype label algorithm swaps the a and c axis compared to experiment, and moves the origin from the O
I site to the La I site.
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• This structure is a ternary form of the SrLa2Sc2O7 structure.
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