[rSey Structure:
AB2 0P24 62 2c¢_4c¢-001
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Prototype IrSeq

AFLOW prototype label AB2_0P24_62_2¢_4c-001
ICSD 80569

CCDC 1640775

Pearson symbol oP24

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB2_oP24_62_2c_4c-001
—~params=a, b/(l, C/av X1,%1,X2,%2,X3,23,L4,24,T5,25,L6, 26

Other compounds with this structure
II‘SQ

e (Jobic, 1990) present the structure in the Pnam setting of space group #62. We used FINDSYM to convert this to the
standard Pnma setting.

Simple Orthorhombic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a1+%a2+z1a3 = a:c15<+ib§/+cz12 (4¢) IrI
B, = —(xl—%) a1+%a2+ = —a(xl—%)i—i—%by—i—c(zl—f—%)i (4¢) Ir I
(21 +3) as
B; = —z1a; + % ar — z1 a3 = —ax1 X+ %by —cn Z (4c) IrI
B, = (a:1+%)a1+ia2—(z1—%)a3 = a(a:l—l—%)fc—kiby—c(zl—%)i (4¢) Ir I
Bs = z2a1+%a2+22a3 = ax2>‘<+iby+0222 (4¢) Ir 1T
Bg = —(1'2—%) al—s—%ag—&— = —a(xg—%)&—i—%by—i—c(zz—f—%)i (4¢) Ir II
(22 +3) as
B = —T9a; + %ag — 29 a3 = —are X+ %by —C292 (4c) Ir 11
Bg = (x2+%)a1—|—ia2—(z —%)ag = a(x2—|—%)5c—|—%by—c(z —%)Z (4¢) Ir II
By = x3a1+%a2+23a3 = ang(Jr%berczgi (4¢) Sel
Bio = —(z3—3) ar+3a,+ = —a(zs3—3) X+ 3by+c(z+3)2 (4c) Se I
s+ ) ag
Bi1 = —x3a; + % as — z3 a3 = —axr3X + %by —cz3 % (4c) Sel
Biz = (z3+3)aitita—(-3%)a = a(zs+3) &x+3by—c(s—1) 2 (4c) Se I
Bz = T4a; + ia2+z4a3 = ars X + %by+cz42 (4c) Se 11
By = —(za—3) ar+3a+ = —a(zs—3) %+ 3by+c(zu+3) 2 (4c) Se 1T
(z4 + %) as
Bis = —z4a; + Sa; — z4a3 = —azs X+ 30§ — 24 2 (4c) Se I1
Big = (:z:4+%) a1+ia27(z4f%) a3 = a(x4+%)5<+%byfc(24f%)2 (4¢) Se 11
B¢y = Tsa) + %32 + z5 a3 = axs X + iby+cz52 (4¢) Se 111
Bis = —(%—%) al—&—%ag—&— = —a(:cg)—%)fc—i-%by—i—c(%—i-%) Z (4c) Se III
(25 + %) ag
By = —r5a; + % as — z5 as = —ars X+ %by —cz52 (4¢) Se III
B = (z5+3)aitita—(-3%)a = a(zs+3) &K+3by—c(es— 1) 2 (4c) Se III
By = Teag + i as + z as = argX + %by + cz6 Z (4¢) Se IV
By = —(ﬂc(;—%) al—&—%ag—&— = —a(arg—%)fc—i—%by—i—c(z(;—i-%)i (4c) Se IV
(26 + 3) as
Baz = —xgag + % ar — zg as = —axgX + %by —czgZ (4¢) Se IV
Boa = (z6+3)ait+itar— (-3 as = a(ze+3) X+309—c(2— 1) 2 (4c) Se IV
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