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Prototype CegPds4Sb

AFLOW prototype label A8B24C_cP33.221_g_efh_a-001
ICSD 83378

Pearson symbol cP33

Space group number 221

Space group symbol Pm3m

AFLOW prototype command  aflow --proto=A8B24C_cP33_221_g_efh_a-001
—-params=a, r2,T3,T4,T5

e CePds forms in the L1, CusAu Structure. Adding antimony at some octahedral sites gives this structure. Alternatively,
this can be viewed as a |cubic perovskite (E2;) structure with 7/8 of the B atoms removed in an ordered manner.

Simple Cubic primitive vectors
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a; = axX
az = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Sb 1
B, = T9ay ars X (6e) Pd1
Bz = —T9a —axra X (6e) Pd1
B, = T as axsy (6e) Pd1I
B; = —X9 As —azyy (6e) Pd 1
Bsg = o as axre 2 (6e) Pd1
B, = —zoag —axg Z (6e) Pd1
Bs = z3a; + 3ax+ 1 a; arsX+ 309 + a2 (6f) Pd II
By = —z3a; + %ag + %33 —ar3 X+ %ay—i— %ai (6f) Pd II
Bio = ja;+r3as + § ag saX+ax3y + 302 (6f) Pd I
B = la; —z3a,+ 1ag lax —az3y + 3az (6f) Pd II
B2 = a1+ zas+rzay 30X+ 30y +avs2 (6) Pd 1l
Bis = sai+ 3as — z3a3 taX+ tay —arzz (6f) Pd II
By = Tga) +T4a0 + 1433 axsX+arsy +axy (8g) Cel
Bis = —x4a) — T4ag + T4a3 —aryX —axyy + axgZ (8g) Cel
Bie = —z4a1 +T4a2 —T483 —aT4X +aT Yy — a4 2 (8g) Cel
By, = T4a] — Tq483 — T43a3 aryX —aryy — ary Z (8g) Cel
Bis = Ty + T4a9 — T4 a3 ary X+ aryy — axy z (8g) Cel
Big = —T4a) — Tyay — Tqa3 —aryX —aryy — ax4s Z (8g) Cel
Boy = Tya; — Tgag + T4 a3 axsX —arsy + axy z (8¢) Cel
Ba1 = —z4a; + z4ay + 1423 —ary X+ ars§ + avy 2 (8g) Cel
By, = T5a1 + % a arsX+ tay (12h) Pd III
Bos = —z5a; + 1 ay —azs X+ tay (12h) Pd 111
B2y r5a2 + & ag arsy + saz (12h) Pd 111
Bos = —z522+ Lag —aws§ + a2 (12h) Pd III
Bag = la+asa; lax + azs 2 (12h) Pd III
Bor = la; —z5ag lax — a5 2 (12h) Pd III
Bos la, + 252y la% +azs (12h) Pd III
By = la; — w52 lax —az5y (12h) Pd III
B3y = Tsa; + % as axs X + %a Z (12h) Pd 111



Bs:, = —xs5a; + %a:), = —azrs X + %ai (12h) Pd III

B32 = % as — T as = %ay —azrs 7 (12h) Pd III
Bss = %az + z5 a3 = %ay—i-a:vg)i (12h) Pd III
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