BaCdy; Structure:
AB11 t148 141 b_aci-001

This structure previously used the label(s) AB11_tI48_141_a bdi. Calls to these addresses will be redirected here.
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Prototype BaCdi;
AFLOW prototype label AB11_t148_141_b_aci-001
ICSD 150492
CCDC 1667659
Pearson symbol t148
Space group number 141
Space group symbol I4y /amd

AFLOW prototype command aflow --proto=AB11_tI48_141_b_aci-001
--params=a, ¢/a, T4, Y4, 24
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Other compounds with this structure
Caanl, Ceanl, Equll, Euanl, Laanl, 1\IC1ZI?1117 PI‘ZI1117 SI‘Cdll

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 BaCdi; 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

\(al
a2
a3 = f%af(Jr %a y + %ci
as = %afc — %ay—&— %ci
ag = 3aX+3ay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, Ta +tay+2a; 309+ tc2 (4a) CdI
B, ta;+Lay+ag jax—tay+2cz (4a) Cd1I
Bs §a1+§ag+%a3 iaer%cZ (4b) Bal
B4 %al—l—%ag—&—%ag %ai—l—iay—i—%ci (4b) Bal
Bs 0 0 (8c) Cd 11
Bg la;+3a; lay (8c) CdII
B~ 1ay 1ax—tag+icz (8c) Cd II
Bs %33 iai—i— iay— ici (8¢ Cd II
Bg (y4 + 2’4) a; + (l‘4 + 2’4) as + axsX+aysy +cz42 (321) Cd III
(T4 +ya) a3
Bio (—ys+2z4+3) ar — —azaX —a(ys—3) §+cza (32i) Cd 111
(24— 21) @y — (24 +ys — 3) a3
Bi1 (v4 + 24) a; + —a(ys— %) %+a(zs— 1) §+c(za+ 1) 2 (32i) Cd III
(—y4 + 24 + %) ax+ (T4 —y4) a3
Bio — (24— 24) a1 + (ya + 24) Az + alp+ ) x—a(ms—3)g+c(u—1)2 (32i) Cd 111
(*I4 +ya + %) as
Bis (y4 —z4+ %) a;—(z4 + 24) a2+ —aryX+a (y4 + %) Y —cz42 (32i) Cd III
(—904 + Y4+ %) az
Bi4 — (y4 + 2’4) a; + (.’L‘4 — Z4> as + axsX —aysy —cz4 2 (32i) Cd III
(x4 —ya) a3
1\ 2 1\ - .
Bis (24 — 24) Ay + alys+ i) X+a(wa—3) 9 —c(au—1) 2 (32i) Cd I1I

(ya — 24+ 3) az + (24 +y4) a3



B16 = — (JC4 + 2’4) a; — (y4 + Z4) ag — = —a (y4 — %) X—a (I4 — %) y—c (24 + %) Z (321) Cd III
(964 +Ys— %) as

Biz = —(yatz)a —(vat+z)a— = —axsX —aysy — cz4 2 (32i) Cd 111
(T4 +va) a3
Bis = (ya—2a+1)a+ = arsX+a(ys+3)§—caz (32i) Cd 111
(24— 24) @y + (24 +ya + 1) ay
By = — (24 +24) a1 + = a(pu+i)x—a(rs+3)y-—clea—1)2 (32i) Cd 111
(y4 — 24+ %) ay — (4 —ya) a3
By = (3’54 - 24) a; — (y4 + 2:4) as + = —a (y — %) X+a (334 + %) y—c (24 + i) Z (32i) Cd III
1
(x4 —ya+3) a3
B = (—ya+z+3) a1+ = arsX—a(ys— 1) §+cauz (32i) Cd 11
(24 +21) @y + (24 — ya + 3) a3
Bas =  (yatzdar—(z4a—z)a— = —ary X+ ays ¥ + cz4 2 (32i) Cd 111
(T4 —ya) a3
By = — (x4 — 24) a1 + = —a(ys—1) %—a(@s+3)g+c(za+i)2 (32i) Cd 111
(*y4 + 24 + %) ar— (4 + y4) a3
By, = (244 24) a1 + (ya + 24) Az + = a(ya+3)k+ta(zs+3)y+c(ea—1)2 (32i) Cd 111

(za+ya+3) as
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