B (high) Cristobalite AIPO,4 Structure:

AB12C cF56 216 _a_h c-001
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e This is the AIPO4 analog of (C'9 SiOy § cristobalite. It transforms to the the orthorhombic « (low) structure at a
temperature near 500K (Hatch, 1994).

e The oxygen (48h) sites are only 1/3 filled. If replaced them by an averaged (16e) (x,x,x) site with x ~ 0.136 we would
obtain the ideal structure analogous to C'9 SiOs, but the Al-O and P-O distances would be slightly too small.
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e For more information, see our [silica and aluminum phosphate page.

Face-centered Cubic primitive vectors

a32
al
a3 = %a v+ %a Z
as = %af{ + %ai
ag = %a}“{ + %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) All
B, = ial—f—iag—i—iag = iai—i—iay—i—iai (4c) PI
B; = zzai + zzag + (2.133 — 23) as = axsX+arsy +az3z (48h) Ol
B4 = zzai + zzag — (2$3 + 2’3) as = —axrs X — ars y + az3 Z (48h) Ol
Bs = (2z3—23)a1—(2e3+23) aa+ = —axr3X+ax3y — az3 z (48h) (OB
Z3 as
Bg = — (223 4+ 23) a1 + = arsX —ar3y — az3 z (48h) 01
(2333 — 2’3) as + zz ag
B; = (2%3 — 2’3) a; + zz3ag + 23 as = az3X+axsy + axrsz (48h) Ol
Bsg = —(2x3 + 2z3) a1 + z3 a2 + z3 a3 = az3X —axr3y —ar3 (48h) Ol
By = zzal + (21‘3 — 2’3) as — = —az3X —axrsy +arsz (48h) Ol1
(21‘3 + 23) as
Bl() = zZzayp — (21‘3 + 23) as + = —az3 X+ ars y — ars Z (48h) Ol
(2%3 — 23) as
Bi1 = zzay + (23 — z3) as + z3 a3 = arsX +az3y + arsz (48h) OI1I
B> = zZza; — (2],‘3 + 23) as + z3as = —ar3X+az3y —arsz (48h) Ol
B13 = — (21’3 +23) a; +zz3az + = angc—az;;y 7@1’32 (48h) OlI
(21’3 — 23) as
By = (223 — 2z3) a1 + z3 a2 — = —ar3X —az3y +ar3z (48h) Ol1

(21‘3 + 2’3) as
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