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Prototype SrZmns

AFLOW prototype label AB5_0P24 62_¢_3cd-001
ICSD 106115

CCDC 1663969

Pearson symbol oP24

Space group number 62

Space group symbol Pnma

AFLOW prototype command  aflow --proto=AB5_oP24_62_c_3cd-001
--params=a, b/a,c/a, 1,21, %2, 22, T3, 23, Ta, 24, T5, Y5, 25

e (Baenziger, 1956) give this structure in the Pmcn setting of space group #62. We used FINDSYM to place it in the
standard Pnma setting.

e At high temperatures SrZns transforms into the CaCus (D24) structure. (Wendorff, 2007)

e This is the binary form of the [SrAusAl, structure.
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Simple Orthorhombic primitive vectors

ay; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = x1a1+%a2+zla3 = axlf(Jr%berczli (4¢) Srl
B, = —(z1—3) ar+3a+ = —a(z1—3) %+ 3by+c(z1+3) 2 (4c) Sr 1
(21 + %) as
B; = —r1a; + % as — 21 a3 = —ax1 X+ %by — 21 Z (40) Srl
B, = (z1+%)a1+%a2—(z1—%)a3 a(x1+%)&+ib§f—c(zl—%)2 (4¢) Srl
By = x2a1+ia2+22a3 = axg)*(JriberczQZ (4¢) Zn 1
Bg = —(.%‘2—%) al—&—%ag—&— = —a(acg—%)fc—i—%by—i—c(zg—i—%)i (4c) Zn 1
(ZQ + %) as
By = —Toay + % as — 2o a3 = —axo X + %by —C297Z (40) Zn 1
BS = (z2+%)a1+ia2—(22—%)a3 = a<x2+%)5{+%by76(227%)2 (4C) Zn1
By = "E3a1+%a2+2333 = axgi—i—iby—i—cai (4¢) Zn 11
B = —(373—%) al—&—%ag—&— = —a(:cg—%)fc—i—%by—i—c(zg—i—%)i (4c) Zn 11
1
(23 + §) as
By = —r3a; + % ap; — z3 as = —ar3 X+ %by —c23% (4¢) Zn 11
B = ($3+%) a1+%a27(23f%) a3 = a(ngr%)f(Jr%byfc(zgf%)i (4c) Zn 11
Bz = Tia; + iag + z4 a3 = ars X + %by—i—czzli (4¢) Zn 111
By = —(.’134—%) al—&—%ag—&— = —a(x4—%)5c+%by+c(z4+%) Z (40) Zm 111
1
(24 + 5) as
Bis = —zga; + §ay — 2 a3 = —azg X+ §by — czu 2 (4c) Zn T
Big = (x4+%) a1+ia27(24f%) az = a(sc4+%)§<+ibyfc(z4f%) Z (4c) Zn 111
By = Tsay + ysas + 25 as = ars X + bys ¥ + c25 Z (8d) 7n IV
Big = —($5—%> a; —Ysag + = —a(x5—%)k—by5y+c(25+%) Z (8d) Zn IV
1
(2 +3) as
Blg = —Tsa] + (y5 + %) Az — Zsas = —ars X+b (ys + %) 5/ — CZ5 Z (Sd) Zn IV
By = (mg,—l—%)al—(y —%)32— = a(x5+%)5<—b(y5—%)y—c(z5— Z (8d) Zn IV
25 — %) as
By = —Tsa; — yYsas — 25 ag = —axsX —bys ¥ — c25 % (8d) 7n IV
By = (a:5—|—%) a1—|—y5a2—(z5—%) ag = a(%—&—%) i+by5y—c(25— %) Z (8d) 7n IV
B23 = Tsad] — (y5 — %) as + 25 as = a:ZZ5)A(7b(y5 — %) y+0252 (8d) Zn IV
By = = —a(ws—3) X+b(ys+3) 9+c(zs+3) 2  (8d) Zn IV
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