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A6BC_hP16.163.1_b_c-001
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e The (2i) site, which we show as occupied by fluorine, is actually occupied by a random mixture of fluorine atoms (67%)
and OH radicals (33%).

e Although the replacement of fluorine by OH does not affect the shape of the Sb-(F,0OH)¢ ions, it has a profound effect on
the structure, as can be seen by looking at NaSbFg and NaSb(OH)g (J111).

Trigonal (Hexagonal) primitive vectors

a; = %af{ — ?ay
as — %a}“{ + @ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (2b) Na I
B, = 1a; = ica (2b) Na I
B; = %al—l—%ag—f—%ag = %ai—i— %ay—i—%ci (2¢) Sb I
By = Za;+3ax+ 3 as = lak— Bay+3cz (2¢) Sh 1
Bs = Trzay +ysaz + 23 as = ga(zstys) X—Fa(es—ys) §+cza (12i) F1
Be = —yzar+(r3—y3)az+23a3 = sa(x3 —2y3) X+ Pawsy + cz3 2 (12i) FI
B = —(z3—y3)a —r3az+zzaz = —3a(2z5 —y3) X — §GQ3$’+CZ3Z (12i) FI
Bs = —ysai—azap— (s3— %) a3 = —Lla(ws+ys) x— %a (x5 —y3) § — (12i) FI
c (23 — 5) Z
By = —(x3—y3) a1 +ysas — = %a (—x3 + 2y3) X+ fazgyfc(z — %) Z (12i) FI
z3— %) ag
Bio = z3a;+(z3—ys3) ag—(23 — %) ag = %a (223 —y3) X — @ayg vy—c (23 — %) Z (12i) FI
By1 = —r3a; —y3as — 23 as = —%a(xg—i—yg) X+ %a(xg —ys3) ¥ —cz3Z (12i) FI
B = ysa; — (x3 —y3) az — z3 a3 = %a (—x3 + 2y3) X — 23 ar3y — cz3Z (12i) FI
Bis = (r3 —y3) a1 + w322 — 2323 = 30 (2z3 —ys3) K+ Lays § — cz3 2 (12i) FI
Bis = ysa; +xzas + (23 + 3) ag = ta(ws+ys) X+ @a (r3 —y3) ¥ + (12i) FI
clzg + %) Z
Bis = (r3—y3) ai—ys a2+(z3 + %) az = %a (x3 —2y3) X — @axgy +ec (z3 + %) Z (12i) FI
B = —zga; — (x3 —ys3) az + = —%a (2z5 —ys) X+ @ayg y+e (23 + %) Z (12i) FI
z3 + %) as
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