PuyCs (D5,) Structure:
A3B2 ¢I40 220 d _¢-001

This structure previously used the label(s) A3B2_cI40_220_d_c. Calls to these addresses will be redirected here.
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Prototype CzPus

AFLOW prototype label A3B2_c¢I40.220_d_c-001
Strukturbericht designation D5,

ICSD 16511

CCDC 1597085

Pearson symbol cl40

Space group number 220

Space group symbol I43d

AFLOW prototype command aflow --proto=A3B2_cI40_220_d_c-001
--params=a, T1, X3
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Other compounds with this structure
AmyC3, CexC3, Dy2Cs, HooC3, Hf;C3, LagCs, NdaCs, NpaCs, PraCs, PuaCs, SmpCs, ThoCs, UsCs, Y2C3, Cs203, RuskErs,
1{132037 RUQYg

e We use the data for 240Pu.

Body-centered Cubic primitive vectors

a; = —sa%X+iay+iaz
as = %aif%ay+%a2
ag = 1aX+iay-—3az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = 2I1 al +21‘1 ao +2.§C1 as = a$1i+aI1y+a$12 (16C) Pul
B, = za1— (211 — 3) a = —am X —a (1 - 3) ¥ +an 2 (16¢) Pul
B; = — (221 — §) a2 + 3 a3 = —a(ry— %) X+ar1§—ax1 2 (16¢) Pul
B, = — (201 - 3) a1 + 32 = ar1 X —ax1§ —a(v1 - 3) 2 (16c) Pul
_ 1 1 — 1y ¢ 1) 1) 5
Bs = (Qu+i)a+Q2u+i)a+ = a(zi+3)X+a(z+7)y+a(zi+1)2 (16¢) Pul
(211 + %) a
Be = 3 a; — 2z ag = —a(ri+g) X—an—3)y+ (16¢) Pul
a (xl + i) V/
By = —2x1a1—|—%a2 = a(xl—&—%)&—a(wl—i—i)y—a(xl—i)i (16¢) Pul
Bs = —2z1a + 3 ag = —a(z1—3) X+a(z1+3)y- (16¢) Pul
a (Il + %) Z
By = 1a;+ (z2+ 1) ax + 223 = ara X+ 1az (24d) CI
Bio = 2aj—(m2—1)a—(zo—3%)a; = —azy R+ a9 + jaz (24d) CI
Bi1 = Toaj + iag + (1‘2 + %) as = iai 4+ ax2y (24(1) ClI
Bix = —(z2—3)ar+3a,— = lax —az 9+ az (24d) CI
(22— 1) as
B13 = ( %) a; +xroas + 433 = iay—l—axgi (24d) CI
By = —(m2-Ha—(r2-3)a+ = laX+ tay —axy2 (24d) CI
123
B15 = ($2+%) a1+1a2+(a:2+%) as = %af(Jra(szri)er%ai (24(1) ClI
Bis = — (22— %) a1+ as —zra3 = —qa%—a (2 — 1) ¥+ 502 (24d) CI
Bir = Z2aj+(z2+3) as+(z2+3)ay = a(zz+7) X+ 3a9+ taz (24d) CI
Bis = ial—xgag—(xg—%) ag = —a(xg—i) f(—&—%ay—iai (24d) CI
Bio = (za+3)ai+(z2+3)a+3a; = lax+tay+a(za+3)2 (24d) CI



B20 = 7I2317($27%) a2+%a3 = %af(f%ayfa(a:gfz)i (24(1) ClI
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