v-Alane (AlH3) Structure:
AB3_0P24 58 _ag_c2gh-001
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Prototype AlH;

AFLOW prototype label AB3_0P24_58_ag_c2gh-001
Mineral name ~v-alane

ICSD 249407

CCDC 1715636

Pearson symbol oP24

Space group number 58

Space group symbol Pnnm

AFLOW prototype command aflow --proto=AB3_oP24_58_ag_c2gh-001
~-params=a, b/a7 C/a, T3,Y3,24,Y4,T5,Y5,T6,Y6, 26

e Alane (AlH3 or AlD3) comes a variety of polymorphs (Brower, 1976) which can be accessed by using different preparation
methods. We will add to this list as we obtain data on more of the crystal structures. Currently we have

— a-Alane is the ground state, and has the rhombohedral FeF3 (D0;2) structure,
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— o/-Alane, which takes the body-centered orthorhombic 3-AlFes structure.

— |B-Alane is cubic,

— orthorhombic y-Alane| (this structure) has two hydrogens bridging some of the aluminum atoms, and

— tetragonal 0-Alane.

Simple Orthorhombic primitive vectors

a?&az
a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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B22 = Tgal + Ye A2 — Zp A3 = aleg X+ byﬁ y — CZ¢ Z (Sh) HIV

Bas = (wstz)ai—(ys—3)at = a(wet+z)X-b(y—3)Y+c(wtz)z (8D HIV
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o+ 3) 2
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