NaSb(OH)g (J111) Structure:
AB6C tP32 86 ¢ 3g d-001

This structure originally had the label AB6C_tP32_86_d_3g_c. Calls to that address will be redirected here.
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Prototype Na(OH)gSb

AFLOW prototype label AB6C_tP32_86_c_3g_d-001
Strukturbericht designation J111

ICSD 4211

Pearson symbol tP32

Space group number 86

Space group symbol P4y /n

AFLOW prototype command aflow --proto=AB6C_tP32_86_c_3g_d-001
—~params=a, C/a, x3,Y3,23,T4,Y4,24,T5,Y5, 25

Other compounds with this structure
AgSb(OH)g

e The atomic positions were originally determined using setting 1 of space group P4s/n #86. We used FINDSYM to
change the origin to setting 2.
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e The sites labeled “O” are actually OH radicals.

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 NaSbF4(OH)a (J112)k

Simple Tetragonal primitive vectors

a; = axX
as = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4c) Na I
B, — Lay+ Lay _ Lok + Loy ()  Nal
B; = 1as+ 1 ag = 309 + 3¢z (4c) Nal
B, = 3ai+ j3as = sa%+ 3c2 (4c) Nal
Bs = 1a; = ica (4d) Scl
B = laj+iay+1iag = 30X+ 30§ + 5¢2 (4d) Sc 1
By = %ag = %ay (4d) Sc1
Bs = la = lax (4d) Sc1
By, = r3a; + ysas + 23a;3 = ar3X+aysy +cz32 (8g) 01
Bio = —(zs—3)a—(ys—3)as+ = —a(rs—3) X —a(ys—3) ¥ +cz2 (8g) Ol
z3as
Bu = —mmt(mtdemt = camkta(e+d) e+l () Ol
(Z3 + %) az
B2 = (y3+%) 31*5E332+(23+%) a3 = a(y3+%)§<—ax3y+c(zg+%)2 (8g) Ol
Bz = —Trza) —Ysas — 23as = —ar3X —aysy —cz3Z (8g) Ol
Buu = (mtDart(mtd)a-na =  aletd) xbalwrd)gocuz (5 Ol
Bis = ma—(m-Da-(a-Da -  amk-afm-DI-c(a-hz (g O
Bis = —(ys—3) a1 +xzay — = —a(ys —3) X+axsy —c(—3) 2 (8g) Ol
z3—3) as
By = T4al +yqas + 24 a3 = ara X+ aysy + cza 2 (8g) Ol
Bis = —(ma—3)ai—(pu—3)a+ = —a(rs—3)X—a(ys—3) §+cuz (8g) on
Z4 A3
By = —yaar + (ra+ 3) az + = —aysXta(vat3)y+e(uty)2 (8g) Ol
(22 +3) as
Bao = (pa+i)a—miart(za+i)a; = alys+3)x—arsy+c(za+i)2 (8g) O1I
B21 = —rqa; —Ysaz — z4a3 = —ar X —aysy — cz4 % (8g) Ol
Ba = (m+d)art(utd) m-na = alm+d)rra@rdy-eaz (5 0O
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B23 = y4317(1‘47%) a27(247%) as = ay45(7a(1747§)y76(247§)2 (Sg) O1II

By, = —(ya—3) a1 +zsar — = —a(ys—3) X+azgyg—c(ea—1) 2 (8g) Ol
(o1 - 3) g

Bos = Tsa; + ysas + 25 as = arsX + aysy + cz5 2 (8¢) O III

B26 = —(1‘5—%)81—(@/ —%) as + = —a(x5—%)5c—a(y —%)5’—"—02’52 (Sg) O III

25 a3

Bor = —ysar + (z5+3) ax + = —aysk+a(zs+3)y+c(es+1i)2 (8g) O III
(2’5 + %) as

Bogs = (y5+%) al—x5a2+(z5+%) as = a(ys—l—%) )2-(1.’1755’4-0(254—%) Z (8g) O III

Bzg = —Tsa1 —Ysaz — Z5as = —QalXs X — ays }7 — CZy Z (Sg) O III

B3y = (m5+%) a1+(y5+%) as—z5a3 = a(x5+%) i+a(y5+%) y—czi (8g) O III

B3, = y5a1—(ac5—%) ag—(z5—%) a3 = ay;,fc—a(%—%) y—c(ZS—%) Z (8g) O III

Bs, = —(y5—%) a; +x5ay — = —a(yg)—%)fc—&—a%y—c(zs)—%)i (8g) O III
(2 1) g
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