D65 (ShyOy, Obsolete) Structure:
A2B cF96 227 abf c¢d-001

This structure previously used the label(s) A2B_cF96_227_abf_cd. Calls to these addresses will be redirected here.
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Prototype 02Sb

AFLOW prototype label A2B_cF96_227_abf_cd-001
Strukturbericht designation D69

ICSD 24244

CCDC 1600290

Pearson symbol cF96

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow --proto=A2B_cF96_227_abf_cd-001
--params=a, Ts
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e Shortly after (Gottfried, 1937) gave this compound the Strukturbericht designation D69, (Dihistrém, 1937) showed that
they were actually determining the structure of Sh3OgOH, making this structure obsolete. Indeed, (Herrman, 1943)
formally withdraws this from the Strukturbericht list, saying “The type and description [in (Gottfried, 1937)] should be
deleted, as the radiographs were not based on the supposed substance.” We present it for its historical interest.

e Modern experiments have determined that SbOs appears as |cervantite (a-Sb2Q4)| or [clinocervantite (3-SbaOy)k

Face-centered Cubic primitive vectors

a3 = %ay + %ai

as = %a& + %ai

ag = gzaX+3ay

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; %al—i—éag—i-éag = %ai—l—%ay—k%ai (8a) OI
B, §a1+§ag+§a3 = %a}‘ch%aer%ai (8a) Ol
Bs gal—i—%az—i—%ag = %a&—k%ay—k%ai (8b) O1II
B4 %al—i-%ag—i-%ag = gai—i—gaff—i—%ai (8b) oIl
Bs 0 = 0 (16¢) Sh 1
Be 1a; = jaX+ jay (16c) Sb1
B~ 1ay = 1aX+ taz (16¢) Sb I
Bs %al = iay—l— %ai (16¢) Sb 1
By %al—i—%az—i-%ag = %ai—k%ay%—%ai (16d) Sb II
Bi1o la;+la = jaX+ a9 + a2 (16d) Sb II
B11 sa1+3ag = jaX+ 30y + jaz (16d) Sb II
Bis %ag—i-%ag = %ai—i— iay—i— iai (16d) Sb II
Bis — (25— 1) a; + 582 + 2583 = ars X+ tay + taz (48f) O III
B4 rsa;— (5 — 1) ax— (x5 — 1) a3 = —a(zs — 1) %+ a9 + gaz (48f) O III
Bis Tsa; — (x5 — i) as + 5 as = éai +azrsy + %ai (48f) O III
Bis —(%—%) a; +x5ay — = ai—a(%—i) y—i—%ai (48f) O III
(w5 — 1) as
Bir Tsa; + Tsay — (x5 — %) as = éa}“{ + %ay + arsz (48f) O III
Bis —(1'5—i) al—(:cg,—i) a+ = ai—l—%ay—a(%—i)i (48f) O III
Ts5ag

Big (x5—|—%) a; — s a2+(ac5+%) az = %ai—l—a(%—i—%) y—i—%ai (48f) O III
Boo —rsa; + (a;;, + %) a, — Tsas = %a)“( —arsy + gai (48f) O III
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By, = —asar + (v5+3) as + = a(zs+3) %+ 2a9+ 2az (48f) O III

(a5+2) 2
Boy = (z5+3) a1 —asar — x5 a3 = —azs X+ S0y + a2 (48f) O III
Bos = —T5a; — Tsag + (x5 + %) as = %a&—i— %ay —axs 7 (48f) O III
By = (25+3)ai+(zs+2)ay—asay = Sax+2ay+a(zs+3)2 (48f) O III
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