NaSbF4(OH)y (J112) Structure:
A6BC_hP16.163.1_b_c-001
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ICSD 259539

CCDC 1601193
Pearson symbol hP16
Space group number 163
Space group symbol P3lc

--params=a, c/a, 3, Y3, 23

AFLOW prototype command aflow --proto=A6BC_hP16_163_i_b_c-001

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,OH)g 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
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2b) Na I
B, = 1ag = ica (2b) Na I
B; = %al—k%ag—i—%ag = %afc—i—%ay—i—%ci (2¢) Sb 1
B, = %al+%32+%a3 = %a&—%ay+%ci (2¢) Sb1
Bs = r3a; + yzas + 23 a3 = %a(az3+y3) X — @a (x3 —ys) ¥ +c232 (12i) FI
Be = —ysar+(v3—y3)az+23a3 = sa(z3 —2y3) X+ @a% y+ezsz (12i) F 1
By = —(z3 —y3) a1 —xzas + zz a3 = —3a (23 —y3) X — Pays§ +c232 (12i) FI
Bs = —Yysa; —Tzay — (23— %) ag = —%a(x3+y3) b 213&(.1‘3—y3) y— (12i) F1
c (23 — 5) Z
By = —(z3 —y3) ar +ysag — = la(—ws+2ys) X+ Pazsy—c(s3—35) 2 (12i) FI
23— 3) a3
Bio = asai+(z3—ys) az—(23—3) a3 = gza(2w3—y3) X — @ayg y—c(z—3)2 (12i) FI
By, = —Tr3a; —Yyzaz —z3as = *%a($3+y3) ﬁ+73a($3 —y3) § —c23 2 (12i) FI
Bz = ysa; — (x3 —y3) az — z3 ag = % (—x3 + 2ys) X — @aaﬁgy — 2372 (12i) F1I
Bis = (3 —y3) a1 + 2322 — 2323 = 3a(2w3 —y3) X+ ?ayg V—czz (12i) F1
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B14 = Ys ay =+ T3 as =+ (2’3 + %) as = %a (173 =+ yg) b'e =+ ?CL (Ig — y3) 5’ + (121) FI
c (23 + %) Z

Bis = (z3—ys3)ai—ysac+(zs+3) a3 = 2a(ws—2ys) X— @aﬂﬁ:‘sf’ +c(+3) 2 (12i) FI
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