Te|OH]g Structure (Obsolete):
A6B_cF224 228 h_c-001

This structure originally had the label A6B_cF224_228_h_c. Calls to that address will be redirected here.
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Prototype HgOgTe

AFLOW prototype label A6B_cF224_228 h_c-001
ICSD none

Pearson symbol cF224

Space group number 228

Space group symbol Fd3c

AFLOW prototype command aflow —-proto=A6B_cF224_228_h_c-001
—Tparams=a, T2, Y2, 22

e (Kirckpatrick, 1926) did not find the locations of the hydrogen atoms. When these were located by (Mullica, 1980) it was
found that the true structure is in space group F'4,132 #210.
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Face-centered Cubic primitive vectors

a; = %ay + %ai
as = %afc + %ai
ag = %afc + %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (32¢) Tel
B, = 1aj = 10X+ tay (32¢) Tel
B3 = % ag = ia}’\( + %ai (32C) Te I
B4 %al = iay—l— iaA (32¢) Te I
B5 = %314—%32 = %af{—k%ay—kéai (320) Te I
By = lay+Las+Lag — lax+ tay+ 1az (32¢) Te I
B, = la;+lag = 10X+ tay+ taz (32¢) Te I
Bs = fas+ 3 ag = taX+ tay + az (32¢) Te I
By = (=22 + Y2 + 22) a1 + = are X +ay: ¥ + az 2 (192h) Ol
(2 — Y2 + 22) ag +
(T2 +y2 — 22) a3
Bio = (To —y2 + 22) a3 + = —a (x2 — Z) X—a (y2 — %) y+aziz (192h) Ol1
(—z24+y2 + 22) ag —
(x2+y2+227 %) as
By1 = (ro +y2 — 22) a1 — = —a(zy— 1) X+ayy—a(z—1)2 (192h) Ol
(zat+y2+22—3) az+
(=22 +y2 + 22) a3
Bix = —(1‘2+y2+22—%)31+ = aasgfc—a(y —i)y—a(zg—i)z (192h) oI
(2 + Y2 — 22) ag +
(T2 — Y2 + 22) a3
Bis = (T2 +y2 — 22) a1 + = azpX+aryy +ay: z (192h) Ol
(=22 +y2 + 22) az +
(r2 —y2 + 22) a3
By = —(z2+y2+220— 1) a + = annX—a(ra— L) y—a(y—1) 2 (192h) (O
(22 —y2 + 22) az +
(=22 +y2 + 22) a3
Bis = (=2 +yo + 20) a3 + = —a(z2 — i) x—a(ze— )y +ay2 (192h) Ol1I
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($2+y2+22* %) az
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Bso = —(xo+y2+22) a1 + = a(za+3)x—a(n—-3)y—-a(y2—3)2z (192h) (O
($2*y2+22+%)a2+
(x2+y2—22+%)a3
Bs:1 = (—z2+y2+22+ %) ar+ = a(z2+3) X+ta(ntsz)y+a(+3)z  (192h) Ol
($2+y2—22+%)ag+
(x2—y2 + 22+ 3) as
Bs, = (xg—yg—&—zg—ké) a; — = —a(za—7) Xta(z2+3)y—a(y2—71)2 (192h) Ol
(w2 +y2 + 22) Az +
(—zat+ya+22+3) a3
Bss = (T2 —y2 + 22+ 3) ar + = —a(n-3)%-a(p—3)yta(ea+3) 2 (192h) Ol
(z2+y2—22+3) az —
(22 +y2 + 22) a3
By, = (—x2+y2+2’2+%) a; — = —(1(2’2—%) )A(—|—a(y2+%) y—a(xQ—%)Z (192h) Ol
(o +ya2 + 22) ag +
(x2+y2—22+%)a3
Bss = —(z2+y2+ 22) a1 + = a(n+3)%x—a(pe—3)y—a(z2—37) 2 (192h) Ol
(—$2+y2+22+%)32+
(22 —y2+ 22+ 3) a3
Bse = (Ta+yo—20+3) a1 + = a(zm+3)X+a(ye+3)y+a(eat+3)z  (192h) Ol
($2*y2+22+%)a2+
(—zat+y2a+22+3) a3
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