BaCdy; Structure:
AB11 t148 141 b_aci-001

This structure originally had the label AB11_tI48_141_a bdi. Calls to that address will be redirected here.
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Prototype BaCdiq

AFLOW prototype label AB11_t148_141_b_aci-001
ICSD 150492

Pearson symbol t148

Space group number 141

Space group symbol T4y /amd

AFLOW prototype command  aflow --proto=AB11_tI48_141_b_aci-001
--params=a, ¢/a, T4, Y4, 24

Other compounds with this structure
CaZl’l11, CeZnH, Equll, EuZnn, LaZnH, NdZnH, PI‘ZI1117 SI‘Cdll
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e (Sanderson, 1953) gave the atomic positions in setting 1 of space group I4;/amd #141. We used FINDSYM to transform
this to the standard setting 2.

e The ICSD entry is for SrCd;;, as BaCdy; is not in the ICSD database, despite being the lead structure in (Sanderson,
1953). The lattice constants of the two structures are very similar, and the atomic positions are identical.

Body-centered Tetragonal primitive vectors

a3 = —%ai—i— %a y + %ci
as = %af{—%aff—i—%ci
ag = %a}“ch %ay — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Ta;+Las+3ay = fa9 + gez (4a) Cdl
B, = laj+Zas+ lag = 30X — jay + 3z (4a) Cd I
By - Saytdas+lag - Loy + Loz (h)  Bal
By = Saj+3ay+3ag = 34X+ jay + ez (4b) Ba I
By = 0 = 0 (8c) Cd 11
By - La, + bay _ Lay ()  cdm
B, = %32 — %afg— i v+ ici (8c) Cd II
Bs = %33 = iaf{—l— iay— ici (8¢ Cd II
By = (patz)ai+(ma+z2)ax+ = arsX+aysy +cza 2 (32i) Cd 111
(T4 +ya) a3
Bio = (—ysa+2z4+3) a — = —arsX—a(ys—3) §+czui (32i) Cd IT
(w4 — 24) ag — (584 +Ys— %) az
By, = (244 24) a1 + = —a(ys—1) %+a(za—3) 9+c(za+3)2 (320 Cd I
(—y4 + 24 + %) az+ (74 —ya) a3
B2 = —(mu-—z)ar+@Wat+z)at = a(yat+y)f—a(@a—3)9+c(a— (32i) Cd IT
(—964 + Y4+ %) az
Bis = (ya—z4+3)ai—(z4+2) a2+ = —arsX+a(ys+3) 9 —cui (32i) Cd I
(=21 +y1+3) as
By = —(putz)a+(z4—2z)a+ = aryX —ayyy — cz4 2 (32i) Cd III
(a4 —ya) a3
By — (24— 24) a1 + = a(y+3i)&k+ta(rs—3)9-—clea—1)2 (32i) Cd 11
(ya — 24+ 3) az + (x4 +ya) a3
Big = —(matz)ar—(ut+z)a— = —a(ya—7)%—a(w—7)y—c z (320) Cd I
Ta+Ya — 5) az
Bir = —(ya+tzs)ar—(ra+z4)a0— = —ar X —aysy —cz4 2 (32i) Cd 111

(4 4+ ya) a3



Bis = (ya—za+31)a+ = avaX+a(ys+3) §—cui (32i) Cd 111
(24— z1) @y + (24 +ya + 3) a3

Bis = — (24 + 24) a1 + = a(pu+i)x—a(rs+3)y-—clea—1)2 (32i) Cd III
(94 —Z+ %) az — (z4 —ya) a3

By = (x4 —z4) a1 — (ya + 24) a2 + = —qa (y4 — %) X+a (1‘4 + i) y—c (24 + i) Z (321) Cd II1

1
(74 —ya+3) as

By, = (—ya+za+3) ar + = avaX —a(ys—3) §+cui (32i) Cd III
(za+21) ag + (24 — ya + 3) a3

Bas = (yataz)a—(r4a—2)a—- = —QT4X+ aysy + cza 2 (32i) Cd 11T

(x4 — ya) a3

Bys = — (x4 — 24) a1 + = —a(ya—1) %k—a(za+3)9+c(zat+3)2 (320 Cd 111
(—y4 + 24 + %) as— (x4 + y4) a3

B2y = (T4 +2z4) a1 + (ya + 24) a2 + = a(yatg)Xta(watg)yte(a—q)2 (32) Cd I

(za+ya+3) as
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