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ABC3 tP40 86 g g 3g-001
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Prototype ILiO3

AFLOW prototype label ABC3 tP40 86 g g 3g-001

ICSD 2642

CCDC 1592510

Pearson symbol tP40

Space group number 86

Space group symbol P42/n

AFLOW prototype command aflow --proto=ABC3_tP40_86_g_g_3g-001

--params=a, c/a, x1, y1, z1, x2, y2, z2, x3, y3, z3, x4, y4, z4, x5, y5, z5
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• LiIO3 is known to exist in three forms:

• α-LiIO3, stable below 470K:

– (Zachariasen, 1931) originally determined that the structure of α-LiIO3 was in space group P6322 #182, which
(Hermann, 1937) designated Strukturbericht E23.

– (Rosenzweig, 1966) subsequently determined that this structure was incorrect because of the small sample size, and
determined that the true structure was in space group P63 #173.

• β-LiIO3, stable from 573K up to the melting point at 708K. (this structure)

• γ-LiIO3, stable between the α- and β-phases, with an orthorhombic structure in space group Pna21 #33.
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ẑ (8g) Li I

2

http://aflow.org/prototype-encyclopedia/ABC3_hP10_182_c_b_g-001
http://aflow.org/prototype-encyclopedia/ABC3_hP10_173_b_a_c-001
http://aflow.org/prototype-encyclopedia/ABC3_tP40_86_g_g_3g-001
http://aflow.org/prototype-encyclopedia/ABC3_oP20_33_a_a_3a-001


B16 = −
(
y2 − 1

2

)
a1 + x2 a2 −(

z2 − 1
2

)
a3

= −a
(
y2 − 1

2

)
x̂+ ax2 ŷ − c
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(
z4 − 1

2

)
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