CegPdyySb Structure:
A8B24C_cP33.221 g eth_a-001
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Prototype CegPdasSh

AFLOW prototype label A8B24C_cP33_221_g_efth_a-001
ICSD 83378

CCDC 1643425

Pearson symbol cP33

Space group number 221

Space group symbol Pm3m

AFLOW prototype command aflow —--proto=A8B24C_cP33_221_g_efh_a-001
-Tparams=a, T2, I3, T4, Ts

e CePdj3 forms in the L1, CugAu Structure. Adding antimony at some octahedral sites gives this structure. Alternatively,
this can be viewed as a |cubic perovskite (E£2;) structure with 7/8 of the B atoms removed in an ordered manner.
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Simple Cubic primitive vectors

a; = ax
az = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (la) Sb 1
B, = T ag ars X (6e) Pd1I
B; = —T9ay —ars X (6e) Pd1I
By, = T9 A arsy (6e) Pd 1
B = —29 as —azrsy (6e) Pd1
B = g ag azy Z (6e) Pd1
B, = —T9az —ar9 Z (6e) Pd1I
Bsg = xgal—&—%ag—&—%ag axgi—l—%ay—i—%ai (6f) Pd II
By = —xga; + %az + %33 —axr3X + %ay—k %ai (61) Pd 11
Bio = %a1+x3a2+%a3 %a)‘cha:cger %ai (6f) Pd II
B = %al —xgag—&—%ag %ai—axgy—i— %ai (6f) Pd II
Bi2 = sai+ 3as+ z3a3 taX+ tay +arzz (6f) Pd1I
Bis = sa;+3ay —z3ay lax+Llay —axsz (6f) Pd II
By = T4ay + T4a9 + 2483 axsX+axrsy + axy (8g) Cel
Bis = —Zia1 —r4a + r4a3 —aT4X — a4y + a4 2 (8g) Cel
Big = —x4a] + 409 — 2433 —ars X+ axrsy — axsz (8¢) Cel
By = Tga] — Tgay — T4 a3 axsX —arsy — axs (8g) Cel
Bis = T4a1 + T4a0 — T4a3 axsX+axrsy —axy (8g) Cel
Bigs = —Xga] — T4ay — T4 a3 —axyX —arsy — axy (8¢) Cel
By = T4a] — Tq4a + T4a3 aryX —aryy + ary z (8g) Cel
By = —x4a1 + x40 + 2423 —axsX+arsy +axsz (8g) Cel
By, = Tsa + % a axs X + %ay (12h) Pd III
By = —z5a1 + 1 a —azs X+ 3ay (12h) Pd III
Boy = zsa + 1 ag ars§ + a2 (12h) Pd III
Bos = —z5a + 1ag —azs§ + 3az (12h) Pd III
Bog = % a; + r5as %ax +axsz (12h) Pd 111
Byr = ta; —z5ag 1aX — avs 2 (12h) Pd 111
Bos = fa; +as5as lax+azsy (12h) Pd III



Bao = la; —z5a = lax —az5y (12h) Pd III

B3y = Tsa + %ag = azrs X + %ai (12h) Pd II1

Bs: = —z5a; + 5 ag = —azs X+ 3a2 (12h) Pd III

Bsx = $as — x5 a3 = 304y — avs 2 (12h) Pd III

Bz = las +z5a3 = lay + azs 2 (12h) Pd III
References

. A. Gordon and F. J. DiSalvo, Crystal Structure an agnetic Susceptibility of CegPdoySb, Z. Naturforsch. , 92—
1] R. A. Gord d F. J. DiSal C S d M ic S ibility of CegPdeySb, Z. N forsch. B 51, 52-56
(1996), doif10.1515/znb-1996-0112.

First cited in

H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: 10.1016/j.commatsci.2024.112988.


https://doi.org/10.1515/znb-1996-0112
http://dx.doi.org/10.1016/j.commatsci.2024.112988

