D15 (BaAly) Structure:
A4B 110139 de a-001

This structure previously used the label(s) A4B_tI10_139_de_a. Calls to these addresses will be redirected here.
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Prototype Al4Ba

AFLOW prototype label A4B_t110-139_de_a-001
Strukturbericht designation Dls

I1CSD 57513

CCDC 1621570

Pearson symbol tI10

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A4B_tI10_139_de_a-001
--params=a, c/a, z3
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Other compounds with this structure
BaGa4, BZ:LII’147 CaAl4, CaGa4, CeA14, EU.A14, EuGa4, KIH4, LaA14, NdA14, PI‘zAL;:7 SmAl4, SI‘AL;:7 SI‘G&4, Tth4, TlGa4, YA14

BaAly is the parent structure of a number of ternary compounds (Shatruk, 2019):

ThCr,Sis, space group I4/mmm #139, with ¢/a < 3.

T1Co05S4, also in space group I4/mmm #139 but with ¢/a > 3.

CaBeyGes), space group P4/nmm #129.

BaNiSngs, space group I4mm #107.

Body-centered Tetragonal primitive vectors

-
a; = —1aX+3ay+ici
az = faX—iay+3cz
ag = %af{—i—%ay—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Bal
B, = %al—i—%ag—&—%ag = %ay—kici (4d) All
B; = laj+3ay+1lag = lax+ tez (4d) All
By, = z3a) + zz as = cz3% (4e) Al Tl
By = —zza; — z3as = —C23% (4e) Al Il
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