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A6B16C cl46 229 e ch_a-001
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Prototype DygFe160

AFLOW prototype label A6B16C_cl46-229_e_ch_a-001
ICSD 9639

CCDC 1594611

Pearson symbol cl46

Space group number 229

Space group symbol Im3m

AFLOW prototype command aflow --proto=A6B16C_cI46_229_e_ch_a-001
~Tparams=a, T3, Y4

Other compounds with this structure
BagNalgN, CagAglgN, DyGFemO, Dy6F61607 ErgFe1607 GdgFemO, H06F6160, TbgFemO, YGFQ;[GO
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e This is a|body-centered cubic structure with vacancies on the octahedral sites adjacent to the oxygen atoms.

e The (2a) site is often only partially occupied, e.g., CagAgigN was originally thought to be AggCag (Calvert, 1964), but
there is some nitrogen present on the (2a) site. (Villars, 2004)

Body-centered Cubic primitive vectors

a; = —%ai—l—%cﬂ—i—%ai ¥
as = %aif%aij%ai
ag = 1aX+iay-—3az 1
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) o1
B, = fai+isar+iag 0%+ tay + az (8c) Fe I
Bs = 1ag lax+tay — taz (8c) Fe I
B, = 1ay i1ax—tay+ taz (8c) Fel
Bs = la —1aX+ tay+ taz (8¢) Fe I
Bg = T3as + r3as axrs X (12e) Dy I
B, = —Z3a9 — T3as —ax3 X (12e) Dy I
Bgs = r3a; + r3as ar3y (12e) Dyl
By = —x3a; — x3a;3 —az3y (12e) Dy I
B = T3a; + T3 as arsz (12e) Dy I
B = —Zza; — Tzap —ax3 2 (12e) Dyl
Bz = 2ysa1 +ysaz +ysa3 aysy +ays 2 (24h) Fe 11
Biz = Ysaz — ysag —ays ¥ + ays z (24h) Fe 1T
By = —Ysaz + ys a3 aysy — ays 2 (24h) Fe II
Bis = —2ysa; —ysa2 — Y123 —aysy — aya 2 (24h) Fe I
Big = ysa1 + 2ysas + ysas ays X+ ays z (24h) Fe IT
Bir = —ysa; + yqas ays X — ayy Z (24h) Fe II
Bigs = Yysay —ysas —ays X +ays 2 (24h) Fe 11
Bis = —yga; — 2ysas — Y4 as —ays X — ay4 Z (24h) Fe IT
By = Yaai +ysas +2ysa3 ays X+ ays § (24h) Fe II
B21 = Yaar —ysas —ays X+ ays ¥ (24h) Fe 11
Bay = —ysa; + yqas aysX —aysy (24h) Fe II
B2s = —Yyaa1 — Ysas — 2ys a3 —aysX —aysy (24h) Fe I1
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