High-Temperature Cryolite (NagAlFg) Structure:
AB6C3_0I120_71_a_el_bt-001
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Prototype AlFgNagz

AFLOW prototype label AB6C3_0120_71_a_el_bf-001
Mineral name cryolite

ICSD 74211

Pearson symbol 0l20

Space group number 71

Space group symbol Immm

AFLOW prototype command aflow —-proto=AB6C3_0I20_71_a_el_bf-001
--params=a, b/a, c/a, T3, T4,Ys, 25

e Cryolite undergoes a phase transition from the monoclinic J2¢ phase, space group P2;/c #14, to this orthorhombic
phase at 890K. We show structural data taken at 900K.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) All
B, = fas+ 3 ag fax (2b) Na I
B; = T3as + T3 as axrs X (4e) FI
B, = —T3ap — T3 as —ar3X (4e) FI
B; = tar+zsas + (x4 + 3) ag arg X+ 5by (4f) Na II
Bg = %al —x4a9 — (33 — %) as —ary X+ %by (4f) Na II
By = (ys + 2z5) a1 + z5 22 + ys as bys § + cz5 2 (81) FII
Bg = —(ys — 25) a1 + 2522 — y5 a3 —bys y + cz5 (81) F II
By = (ys — z5) a1 — z5 a2 + ys as bys y — cz5 2 (81) FII
B = —(ys +25) a1 — z5 a9 — ys ag —bys § — cz5 2 (81) FII
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