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e Most of the sites in this structure are somewhat disordered. The “nominal” composition is given as F14040Ti12Y¢Zns by
(Ercit, 1995), but as the CIF in (Downs, 2003) shows, even these labels are not quite correct. In our listing we label each
Wyckoff position by the type of atom that has the largest concentration on that site. Following (Downs, 2003):

— Site Zn-I has the composition Zng ggSig.11.

— Site F-I has the composition Fg 5500.45.

— Site O-I is pure oxygen.

— Site Zn-II has the composition Zng 48Feg.o5Nag.16Tig.11-

— Site Y has the composition Y 37Nag 35 Mng g3sHREE( 25, where “HREE” is a mixture of heavy Rare Earth elements.

— Site O-II is pure oxygen, but only 8.3333% of the sites are occupied.

— Site O-III has the composition Og.7Fq 3.

— Site O-1V is pure oxygen.

— Site O-V is pure oxygen, but only 87% of the sites are occupied.

— Site F-II is pure fluorine, but only 33.333% of the sites are occupied.

— Site Ti has the composition Tig.76Nbg.13Nag.11-
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a; = %ay + %ai
az =— %afc + %a Z
ag = %a X+ %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Znl
B, = Toay + Tpas + xoas axo X+ axrey + axro (16e) FI
By = Toai + xoas — 3rg as —axoX —arey + axoZ (16e) FI
B, = Toa; — 3%z ag + To ag —axo X+ arsy — axs Z (16e) FI
By = —3x9a; + xoas + To as ars X —arey — axs Z (16e) FI
Bg = T3a; + r3as + r3as3 ar3X +axrsy + axrsz (16e) (OB
B, = r3a; + r3as — 3rzas —ax3X —ar3y +axzz (16e) OlI
Bgs = T3a; — 3x3as + T3 as —axrsX+arsy —axsz (16e) OI
By = —3x3a; + r3as + xr3as ar3X —ar3y — axs Z (16e) OI1I
B = T4a1 + T4a0 + 2483 axsX+axrsy + axy (16e) Zn 11
By1 = r4a; + 489 — 3443 —axs X —arsy +axsz (16e) Zn 11
B = T4a; — 3T4ag + T4 a3 —aryX+axsy —aryz (16e) Zn 11
Bz = —3rga; +x4a9 + 1483 axsX — arsy — axy (16e) Zn 11
B = —Zsa; + r5as + 5 as axs X (24f) Y1
Bis = Tsa; — Tsag — Ty as —axs X (24f) Y1
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