Cb53 (SrBry) Structure (Obsolete):
A2B oP12 62 2¢ c-010

This structure previously used the label(s) A2B_oP12_62_2c_c.SrBr2. Calls to these addresses will be redirected here.
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Prototype BrySr

AFLOW prototype label A2B_oP12.62_2c¢_c-010
Strukturbericht designation Ch3

ICSD 15972

CCDC 1596636

Pearson symbol oP12

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A2B_oP12_62_2c_c-010
--params=a, b/a,c/a, 1, 21, T2, 22, T3, 23
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(Kamermans, 1939) determined that SrBry had a distorted |PbCly structure| and assigned it to space group Pnma #62.
(Hermann, 1939) gave this the Strukturbericht designation C53.

e Some years later (Sass, 1963) showed that this structure was incorrect, and that |a-SrBry was actually in space group
P4/n #85, rendering the C'53 symbol obsolete. We include it here for historical interest.

(Kamermans, 1939) gave the atomic positions in terms of the Pbnm setting of space group #62. We have used
FINDSYM to translate this to the standard Pnma setting.

PbCly (C23), HgCly (C25), StHs (C29), (CosSi (C37), and |SrBry (C53)| all share the same AFLOW label,
A2B_0oP12.62_2c_c. The structures are generated by the same symmetry operations with different sets of parameters
(--params) specified in their corresponding CIF files.
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—i—iag—i—zlag = axli—i—%by—i—czli (4¢) Brl
B, = (71— 3) ar+3a+ = —a(z1—3) X+ 3by+c(an+3)2 (4c) Brl

(214 3) a3
B; = —xia; + % ap; — z1 as = —ar1 X+ %by —c2 2 (4¢) Brl
B, = ($1+%)al+%327(2’17%)a3 = a(aclJr%)f(Jr%byfc(zlf%)i (4c) Brl
By = T ay —l—ia2+zga3 = axgi—i—%by—i—czgi (4c) Br1II
Bg = —(r2—3) a1+ 2ax + = —a(za— %) X+ 309 +c(22+3) 2 (4c) Br II

(2 + 1) g
B, = —T9a; + % as — 2o as = —are X + %by — 292 (4¢) Br1II
Bsg = (:vg—l—%) al"_%aQ_(ZQ_%) az = a(xg—i-%)f(—i—iby—c(zz—%)i (4¢) Br 11
By = x3a1+ia2+z3a3 = aacgfc—i—%by—i—czgi (4c) Srl
Bio = —(z3—3) a1+ 3as+ = —a(zz3—3) X+ 3by+c(z+3)2 (4c) Sr1

(23 + 3) a3
Bi1 = —x3a; + % ar — z3as = —axr3X + %by —cz37Z (4¢) Sr 1
Biz = (z3+3)ait+ita—(—3)a = alzs+3) &x+3by—c(s—13) 2 (4c) Srl
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