Te|OH]Jg Structure:
A12B6C cF608 210 4h 2h e-001

This structure originally had the label A12B6C_cF608_210_4h_2h_e. Calls to that address will be redirected here.
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Prototype HgOgTe

AFLOW prototype label A12B6C_cF608_210_4h_2h_e-001
ICSD 16435

Pearson symbol cF608

Space group number 210

Space group symbol F4,32

AFLOW prototype command aflow --proto=A12B6C_cF608_210_4h_2h_e-001
~Tparams=a, X1, T2, Y2, 22, L3, Y3, 23, T4, Y4, 24, T5, Y5, 25, L6, Y6, 265 L7, Y7, 27

e The hydrogen sites are only half occupied. Presumably this means that there is only one hydrogen atom bound to each
oxygen.


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/7K4Q
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o (Kirkpatrick, 1926) originally concluded that Te[OH]g was in space group Fd3c #228, but the did not find the positions
of the hydrogen atoms. The current structure appears to be the correct one.

Face-centered Cubic primitive vectors

a; = 3ay+jaz
az = %afc + %ai
ag = %afc—i— %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tia; +x1ay +xas = ar1X+ar1y +axz (32e) Te I
B, = r1a; +21ay — 3z ag = —ar1 X —ar1y +axri z (32¢) Te I
B; = r1a; — 3r1as + 1 as = —ar1X+ar1y —ax1z (32e) Te I
B, = —3x1a; +x1a + 1 a3 = ar1 X —ar1y —axi 2 (32e) Te I
By = —(xl—i) 31—($1—i) as + = a(ml—&-i))A(—i-a(xl—i—i)y—a(xl—i)2 (32e) Te I
(3961 + i) as
Bg = —(mi—3)a—(z1—7)a— = —a(z;—§)%X—a(z1— %)y - (32¢) Te I
(1 — 1) a3 a(r1—1)2
B7 = 7(1717%) a1+(3x1+%) as — = a(x1+%))A(fa(xlfi)y+a(:c1+%)z (326) Te I
(21— 1) as
Bs = (Bz1+ 1) ar— (z1— 1) a2 — = —a(z;— %) X+a(z1+3) 9+ (32e) Te I
(2~ 1) 2 HEREE
By = (—x2+ya+ 20) a1 + = aro X+ aysy + azs Z (96h) HI
(x2 — Y2 + 22) ag +
(x2 4+ y2 — 22) ag
Bio = (r2 —y2 + 22) a1 + = —areX —ay2y +az (96h) HI
(—m2 +y2 + 22) ag —
(x2 4+ y2 + 22) ag
By, = (T2 + 1Yo — 22) a; — = —ara X+ ays ¥ —aza z (96h) HI
(w2 +y2 + 22) az +
(=2 4+ y2 + 22) a3
B, = —(z2 4+ y2+ 22) a1 + = axroX —ays ¥ —azo Z (96h) HI

(2 +y2 — 22) az +
(xr2 —y2 + 22) ag
Bis = (2 +y2 — 22) a1 + = aze X+ ax2 § + ayz 2 (96h) HI
(=22 +y2 +22) az +
(w2 —y2 + 22) a3
By = — (w2 +y2 + 22) a1 + = azoX —axay — ays Z (96h) HI
(x2 — Y2 + 22) ag +
(=22 4+ y2 + 22) a3
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