Skutterudite (CoAsg, D0s) Structure:
A3B ¢l32 204 g ¢-001

This structure previously used the label(s) A3B_cI32.204_g c. Calls to these addresses will be redirected here.
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Prototype As3Co

AFLOW prototype label A3B_cI32.204_g_c-001
Strukturbericht designation D0y

Mineral name skutterudite

ICSD 9188

CCDC 1594218

Pearson symbol cl32

Space group number 204

Space group symbol Im3

AFLOW prototype command aflow --proto=A3B_cI32_204_g_c-001
~Tparams=a, Yz, 22
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Other compounds with this structure
(Fe, Ni)Ass, IrAsz, RhAss, CoP3, IrP3, NiP3, PdP3, CoSbs, IrSbs, RhSb;

e Useful skutterudites have iron and nickel alloyed with cobalt.

e We have corrected the lattice constant for this structure.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = laj+iay+1lag = 1aX+jay+ taz (8c) Col
B, = 1a; = i1ax+ tay — taz (8¢) Col
Bs = 1ay = 1% —tay+ taz (8c) Col
B, = Ta = —jaX+ jay + taz (8¢) Col
Bs = (y2 + 22) a1 + 2282 + Y2 a3 = ays ¥ + azz Z (24g) Asl
Be = —(y2 — 22) a1 + 20a2 — Y2 a3 = —ay2y +az 2 (24g) Asl
By = (y2 — 22) a1 — z0a2 + Y2 a3 = aysy — azo Z (24g) As1
Bs = —(p2t2z)a—na—ypay = —ay:y —azZ (24g) As 1
By = yoar + (y2 + 22) az + 22 a3 = aze X+ ayz Z (24g) Asl
Bio = —yoa; — (Y2 — 22) a2 + 20 ag = azoX —ays Z (24g) As1
By = yoar + (y2 — 22) ag — zp a3 = —az X+ ays 7 (24g) As 1
B2 = —y2a1; — (Y2 + 22) az — zp a3 = —az2X —ayz2 (24g) Asl
Bis = mar+y2az + (y2 + 22) a3 = ays X +azy (24g) Asl
Bis = may —Yy2az — (y2 — 22) a3 = —ay2 X +azy (24g) As 1
Bis = —zoa1 +y2az + (y2 — 22) ag = ays X —aze § (24g) As1
Big = —zoa; — Yz a2 — (Y2 + 22) as = —ays X —azy (24g) As1
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