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Prototype AlgO16SSry

AFLOW prototype label A6B28CD8_cI86-197_e_c2f_a_2¢-001
ICSD 236132

CCDC 1535840

Pearson symbol cI86

Space group number 197

Space group symbol 123

AFLOW prototype command aflow —-proto=A6B28CD8_cI86_197_e_c2f_a_2c-001
—Tparams=a, T2, X3, T4, T5,T6, Y6, 26, L7, Y7, 27

e This is the high temperature structure of SryAlgO14S. Below = 520K it transforms into the orthorhombic |CasAlgO16S
structure.
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e There is disorder in this structure:

— The Sr-I and Sr-II sites are 56% and 44% occupied, respectively. These are the paired atoms in the diagram. Only

one site in each pair is occupied.

— The O-I (8c) site and the O-IIT (24f) site are 26.3% and 24.6% occupied. These are the atoms around the sulfur

atom. Only four of the sixteen available oxygen sites around each sulfer atom are occupied.

Body-centered Cubic primitive vectors

a3 = —%ai—i—%a“—l—%ai
az = jaX—jay+3az
a3 = jaX+gay—jaz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) ST
B, = 2x9 a1 + 225 ag + 229 a3 axo X+ arsy + axro (8¢) Ol1I
B = —219 as —axoX —arey + axo Z (8¢) Ol
By, = —2x9 ay —aro X+ axrey — axg Z (8c) Ol1
Bs = —2x0 ay are X — arey — ars Z (8¢) Ol
Bsg = 2x3 a1 + 2x3as + 223 a3 ax3X +axr3y + axrsz (8¢) Sr 1
B, = —2x3 a3 —ax3X —arsy +axzz (8¢) Srl
Bs = —2x3as —azr3X+ar3y — axr3z (8c) Srl
By = —2x3 a3 arsX —ar3y — arsz (8¢) Srl
B = 2z4a1 + 224 a9 + 224 a3 axsX+axrsy +axy (8¢) Sr 11
Bi: = —2x4 a3 —axs X —arsy +axsz (8¢) Sr 11
Bz = —2x4 As —arsX+arsy — axsz (8c) Sr 11
Bz = —2x4 a3 arsX —aryy — axy Z (8¢) Sr 11
B = %al + x5 ag + (:L'5 + %) as axs X + %ay (12e) All
By = %al — x5ag — (£E5 — %) as —ars X+ %ay (12e) All
By = (x5—|— %) a; + %ag+x5a3 ax5y+%ai (12¢) All
Biz = - (375 - %) a; + %32 — T5a3 —azsy + %ai (12e) All
Bis = Tsa + (x5 + %) as + %ag %a)“( + arsZ (12e) All
Big = —T5a; — (x5 — %) ap + %ag %afc —axs Z (12e) All
By = (y6 + 2z6) a1 + (x + 26) az + argX +aysy + azgZ (24f) O1II
(z6 + o) a3
Ba: =  —(ys—26) a1 — (x6 — 26) ag — —argX —aygy +azgZ (24f) oIl
(z6 + y6) a3
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(6 — 26) a1 — (6 + 26) Az —
(r6 — ys) a3
— (Y6 + 26) a1 + (26 — 26) az +
(336 - yﬁ) ag
(z6 +y6) a1 + (Y6 + 26) az +
(6 + 26) as
— (w6 +ys) a1 — (Y6 — 26) a2 —
(r6 — 26) as
— (26 —y6) a1 + (Y6 — 26) az —
(6 + 26) as
(r6 —ys) a1 — (Y6 + 26) Az +
(r6 — 26) a3
(w6 + 26) a1 + (w6 + y6) az +
(Y6 + 26) as
— (z6 — 26) a1 — (@6 + yg) Az —
(ye - ZG) as
— (z6 + 26) a1 — (z6 — Y6) Az +
(yG - 26) ag
(r6 — 26) a1 + (w6 — y6) Az —
(Y6 + 26) a3
(yr + 27) a1 + (x7 + 27) ag +
(7 4+ y7) a3
—(y7r —2zr) a1 — (w7 — 27) Az —
(x7 +y7) a3
(y7 — 27) a1 — (w7 + 27) az —
(937 - y7) ag
—(yr +27) a1 + (z7 — 27) a2 +
(fU7 - y7) as
(w7 +yr) a1 + (yr + 27) az +
(1'7 + 27) as
— (7 4+y7) a1 — (yr — 27) az —
(357 - Z?) ag
—(x7 —yr) a1 + (y7r — 27) a2 —
(z7 + 27) ag
(7 —yr) a1 — (y7 + 27) az +
(1‘7 - Z?) ag
(x7 4+ 27) a1 + (z7 +y7) az +
(y7 + 27) a3
— (w7 — 27) a1 — (w7 + yr) a2 —
(yr — 27) a3
—(z7+27) a1 — (w7 —y7) az +
(yr — 27) a3
(v7 — 27) a1 + (w7 — y7) @z —
(y7 + 27) ag
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