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Prototype ErLiO2

AFLOW prototype label ABC2 mP16 14 e e 2e-005

ICSD 95380

CCDC 1654782

Pearson symbol mP16

Space group number 14

Space group symbol P21/c

AFLOW prototype command aflow --proto=ABC2_mP16_14_e_e_2e-005

--params=a, b/a, c/a, β, x1, y1, z1, x2, y2, z2, x3, y3, z3, x4, y4, z4

Other compounds with this structure
LiDyO2, LiHoO2, LiMoO2, LiYO2

• This is the low-temperature structure of LiErO2, with data taken at 150K. The room temperature structure, α-LiErO2,
takes on the γ-LiFeO2 structure.

• The α-, β-, etc. notation for LiRO2 (R = rare earth) can be found in (Faucher, 1988). For more information see the
δ-LiSmO2 page.
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• KNO2 (III), manganite (MnOOH), and β-LiErO2 have the same AFLOW label, ABC2 mP16 14 e e 2e. The structures
are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.

Simple Monoclinic primitive vectors

a1 = a x̂

a2 = b ŷ

a3 = c cosβ x̂+ c sinβ ẑ
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type

B1 = x1 a1 + y1 a2 + z1 a3 = (ax1 + cz1 cosβ) x̂+ by1 ŷ + cz1 sinβ ẑ (4e) Er I
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B5 = x2 a1 + y2 a2 + z2 a3 = (ax2 + cz2 cosβ) x̂+ by2 ŷ + cz2 sinβ ẑ (4e) Li I
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(4e) Li I

B7 = −x2 a1 − y2 a2 − z2 a3 = − (ax2 + cz2 cosβ) x̂− by2 ŷ − cz2 sinβ ẑ (4e) Li I
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(4e) Li I

B9 = x3 a1 + y3 a2 + z3 a3 = (ax3 + cz3 cosβ) x̂+ by3 ŷ + cz3 sinβ ẑ (4e) O I
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B13 = x4 a1 + y4 a2 + z4 a3 = (ax4 + cz4 cosβ) x̂+ by4 ŷ + cz4 sinβ ẑ (4e) O II
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B15 = −x4 a1 − y4 a2 − z4 a3 = − (ax4 + cz4 cosβ) x̂− by4 ŷ − cz4 sinβ ẑ (4e) O II
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