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CCDC 1608156

Pearson symbol cl336

Space group number 230

Space group symbol Ia3d
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AFLOW prototype command aflow --proto=A5B2_cI336_230_g2h_h-001
—Tparams=a, Y1, T2, Y2, 22, L3, Y3, 23, L4, Y4, 24

Other compounds with this structure
TagBr15, TaGCllg), TaGZr15

e This is a body-centered cubic ordering of ZrgCl;5 molecules.

e This structure was first determined by (Corbett, 1978) and reprinted in (Corbett, 1982). The ICSD entry lists the earlier
paper as the reference.

e The ICSD using TagCly5 as the prototype.
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(x4 —za+3) az + (ya — 1) a3
—(x4+y4—%) a; —
(I4+Z4—%) az —
(ya+21—3) as
— (Ya+ 24) a1 — (w4 + 24) Az —
(T4 +ya) @

~

ars X —aysy —a(za— %) 2
azaX+ ar,§ + ayi 2
azgX —azs§ —a(ys—3) 2
—azmX—a(zs— 1) §+ayaz
—a (24— 3) R+ axsy —ays 2

aysX+az4 ¥ +aryz

—a (y4f %) X+azyy —axyz

ay4§<—az4$f—a(m4—%) Z

—ay@%—a(zg—%) y+aryz

ol x+alort ) g-ala-k

—a (y

1) xao ) g-a -}

—ara X —aysy —az4 z

(96h)
(96h)
(96h)
(96h)
(96h)
(96h)

(96h)

(96h)
(96h)
(96h)

(96h)

(96h)
(96h)
(96h)
(96h)

(96h)

(96h)
(96h)
(96h)
(96h)

(96h)

(96h)

Zr 1

Zr 1

Zr 1

Zr1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr1

Zr 1

Zr1

Zr 1

Zr 1



Bise

Bi4r

Biass

Bi4g

B1.50

Bis:

B152

Biss

B154

B155

Bise

Bis7

B158

Bisg

B160

Bie1

B162

B163

Bi6a

B165

Biss

Bie7

(e —=u+3) an +
(24— z1) @y + (24 +ya + 3) a3
—(ya — 24) a1 +
(964+Z4+%) ap +
(564 — Y4+ %) az
(ya+ 24+ 3) a1+
(%4 + 24+ %) az— (74 — ya) a3
—(za+ya) a1 — (ya + 24) a2 —
(T4 +24) a3
(:1:4+y4+%) a; +
(ya— 20+ %) ag + (24 — 24) a3
(334—214-1-%) a; —

(ya — 2z4) @z + (74 + 24 + 3) a3
— (%4 —ya) a1 +
(ya+za+3) ag+
(a2t} a
—(za+24) a1 — (24 +ys) a2 —
(Ya + 24) a3
(24— z4) a1+ (24 + ya + 3) az+
(ya—z+3) as
(vs+ a4 ) ar +
(za—ya+35) ag — (ya — 21) a3
(—364 + 24 + %) a1 —

(T4 —ys) @z + (ya+ 24+ 3) a3
(<act i+ 3) an
(ya — 24) a2 — (x4 + ya) a3
(vs+ 20+ 3) ar +
(y4+24+%) ap +
(564 tyat %) az
(24 —z1) a1 — (ya + 24) @2 +
(4 —ya+3) a3
— (24 +24) a1 +
(ya— 24+ 3) a2 — (24 — y4) a3
(yi—za+3)a—

(T4 —ya) @z — (w4 + 24) a3
—(ya +24) a1 +
(za—ya+3) ag+ (x4 — 21) a3
(y4—|—z4+%) a; +
(za+ys+ 1) as+
(244 24+ 3) a3
— (ya — z4) a1 — (w4 +ya) @2+
(cre+out 1) ag
(a:4—y4+%) a; +
(T4 — 24) Az — (ya + 24) a3
— (74 —va) a1 — (T4 + 24) A2 +
(ya—21+3)
—(za+ys) a1 +
(24 + 24+ 3) az—(ys — 1) a3

az45<+a(y4+%) Y —az4Z

a(m—i—%) XR—aysy +az4z

—ax4i+ay4y+a(Z4+%) Z
—azy X —aryy — ay, z

A A~ 1\ A

—aZ4X—|—asc4y—|—a(y4+§) Z

A~ 1\ ~ ~

a24x—|—a(a:4—|—§) Y —aysz

a(z4+%) X—arsy + ays z

—aysX — azny — avy
a(ys+3) X —azy+axs2
—ays X+ any+a(rs+3) 2
aysX+a(za+3) §—axs2
—a(ys+ 1) x—a(za— 1) g+a(za+ 1) 2

ayatq) Xtaleat ) y+alauti)s

~a g 4) Sra (a4 1) goa et 1) 2
a(mt D) x—a(etd) g-alz-1)
“aan ) %ma (s ) gt ) 2

a(eat ) %—alat})y-aln- 1)z

a(va+i)X+a(zu+i)y+a(yati) 2

caai— ) Tha (1) F-a (v + 1) 2
ot ) %oa(p - ) ghae+ ) 2
o) ra(p ot d) 9o e+ ) 2

ol t ) x-a(m+ ) §-alm-1)2

(96h)

(96h)

(96h)
(96h)
(96h)
(96h)

(96h)

(96h)
(96h)
(96h)
(96h)
(96h)

(96h)

(96h)
(96h)
(96h)
(96h)

(96h)

(96h)
(96h)
(96h)

(96h)

Zr 1

Zr 1

Zr 1

Zr 1

Zr1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr 1

Zr1

Zr 1

Zr 1

Zr 1

Zr 1



Bies = (Ta+ya+3)a+ = a(u+i)x+a(pa+i)y+a(zat+i)z  (96h) Zr 1
(oa+ 24+ 5) 2o +
(y4+24+%) ag
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