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e The Y-I (1Db) site is occupied 95% of the time, with the other 5% of the yttrium atoms distributed on the Y-II (2c¢) sites.
Thus only one of the triplet of yttrium atoms in the picture will be occupied at any one time, and most of the time it will
be the central atom.

e (Zorko, 2019) give positions for the oxygen atoms which are not consistent with the (61) Wyckoff positions. As the
difference is slight, we assume that the x and z coordinates are correct and generate the y coordinate from the symmetry
operations for the (6i) positions.

e The ICSD entry for this paper instead tries to solve the problem by placing the oxygen atoms on a half-filled (12j) site.

Trigonal (Hexagonal) primitive vectors

a3
B
a3 = %af( — @ay
az = %afc + @ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Y1
B, = %ag = %ci (1b) Cll
B; = z3 a3 = cz3% (2¢) Y II
B, = —2z3 a3 = —Cc23% (2¢) Y II
By = %a1+%a2+24a3 = %afc—&—?ay—i—cz;;z (2d) ClII
B = 2a;+3a; — 243 = %aﬁ—%ay—cai (2d) Cl 11
B, = la = 1a% — @ay (3e) Cul
Bs = 1ay = tax+ lay (3e) Cul
By = la;+1a = lax (3e) Cul
B = Tga] — Tgas + 2 as = —V3Baxe§ + cz6 2 (61) HI
Bi1 = Tear + 2xg as + 2g as = %axﬁfc+ @az6y+cz62 (61) HI
B = —2xga; — Tgas + 2 as = f%ax6>“<+ §a$6y+0262 (61) HI
Bz = —Tga] + Tgaz — 2 as = V3aze§ — cz6 2 (61) HI
B4y = 2T a1 + Tgas — 2 a3 = %axg X — ?amg V —c27Z (61) HI
Bis = —Tga) — 2xgas — 26 a3 = —%QIG X — §QIG Yy —cz2 (61) HI
B = Trap — T7as + z7as = —V3az7§ + czr 2 (61) (OB
By = T7a; + 2z as + 27 as = %a:m X+ ?am V+czriz (61) Ol
Bis = —2x7a; — x7as + 27 as = —%am X+ ?am V+czrz (61) Ol1
By = —x7a) + x7as — 27 as = V3ar7y —czr 2 (61) (OB
By = 2x7 a1 + x7as — 27 as = %ax7 X — @am Yy —czr (61) (O
By = —x7a; — 2x7ay — z7as = —%axy X — ?am v —c2rZ (61) OI1I
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