LakFe P1o Structure:

A4BCI12 cI34 204 ¢ a g-001

This structure previously used the label(s) A4BC12_cI34.204 c_a_g. Calls to these addresses will be redirected here.
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

LaFe4P12
A4BC12_cI34.204 _c_a_g-001

1286
1591437
cl34

204
Im3

aflow --proto=A4BC12_cI34_204_c_a_g-001

—--params=a, ¥3, 23

Other compounds with this structure
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e This is a filled skutterudite (CoAss, D0s) structure. Removing the rare-earth atom from the (2a) position leaves the
skutterudite structure.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Lal
B, = laj+iay+1lag = 1ax+ tay+ taz (8c) Fel
B; = 1 ag = jaX+ tay — taz (8c) FeI
B, = 1 ay = 1aX—jay+ taz (8c) Fe 1
Bs = 1a = —1a%+ tay+ taz (8c) Fe I
Bsg = (y3+23) a1 + 2322 + Yz as = ay3y + az3 z (24g) PI
Br = —(ys — 23) a1 + z3a2 — Y3 a3 = —aysy + az3 z (24g) PI
Bsg = (y3 — 2z3) a1 — 2383 + Yz ag = aysy — az3 z (24g) PI
By = —(y3s+23) a1 —23a2—ysaz = —aysy —azzz (24g) PI
Bio = ysay + (y3 + 2z3) az + z3 a3 = azz3X + ays Z (24g) PI
B = —ysa; — (y3 — z3) a2 + z3 a3 = azzX — ays Z (24g) PI
Bix = ysa; + (y3 — z3) az — z3 a3 = —az3 X + ay3 Z (24g) PI
Biz = —ysar — (ys +23) az — 23 a3 = —az3X —aysz (24g) P
B = zza; +ysaz + (Y3 + 23) a3 = aysX +azzy (24g) Pl
Bis = zzar —ysaz — (y3 — z3) a3 = —aysX +azy (24g) P1
Big = —zzaitysas+(y3—23)az = aysX —azy (24g) Pl
Biz = —zzai—ysax—(y3+23)a3 = —aysX —azy (24g) P11
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