ZroAls Structure:
A3B2_0F40.43_ab_b-001

This structure previously used the label(s) A3B2_0F40_43_ab_b. Calls to these addresses will be redirected here.
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Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988|

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
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https://aflow.org/prototype-encyclopedia/7D48

https://aflow.org/prototype-encyclopedia/A3B2_0F40_43_ab_b-001
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Prototype AlsZry

AFLOW prototype label A3B2_0F40-43_ab_b-001
ICSD 58233

CCDC 1622259

Pearson symbol oF40

Space group number 43

Space group symbol Fdd2

AFLOW prototype command aflow --proto=A3B2_oF40_43_ab_b-001
—~params=a, b/a7 C/CL, 21,%2,Y2,22,%3,Y3, 23

Other compounds with this structure
GagAlg, GaQZI‘g,, Hf2A13

e The z = 0 plane is not fixed in space group Fdd2 #43. Here it is arbitrarily set so that z3 = 0 for the zirconium atom.
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Face-centered Orthorhombic primitive
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Lattice
coordinates

zia; +zj1az — 21 as
(21 +3) a1+ (21 + ) a2 —
(21— 3) as
(=22 +y2 + 22) a1 +
(T2 — Yo + 22) ag +
(T2 +y2 — 22) a3
(r2 —yo + 22) a1 +
(=22 + Y2 + 22) az —
(T2 +y2 + 22) a3
— (w2 4y2—22—3) a1+
(z2+y2+22+7) az+
(xz—y2—2’2+i) az
(z2+y2 +22+7) a1 —
($2+y2*2’2*i) az —
(szszrZQ*%) as
(=73 +ys +23) a1 +
(3 —ys3 + 23) ag +
(3 +ys — 23) a3
(3 —y3 + 23) a1 +
(=73 +ys +23) az —
(3 +ys + 23) a3
—(est+ys—z— 1) a +
(.Z'3+y3+2:3+i) as +
(23 —ys — 23 + 1) as
(z3+ys+ 23+ ) a1 —
($3+y3—2’3—1) az —
(23 —ys+ 23— ) a3

=
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Renouf and C. A. Beevers,

doi:10.1107/50365110X61001510.
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afest+3) X=b(y2— ) §+e(z=+q)

—a (v =) %+b(y2+3) §+e(z2+5)

afest+3) %=b(y—3)F+el(nti)

—a (v —3) %+b(ys+3) 9+ (z+3)

Crystal Structure

Cartesian
coordinates

c1Z

a&+%b§r+c(zl+%) Z

axoX +bys§ +cz02

—axeX —bys ¥+ c202

arsX +bysy +cz32

—ax3X —bysy +cz32
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