PuGag Structure:
A6B_tP14_125_gm _c-001
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Prototype GagPu

AFLOW prototype label A6B_tP14_125_gm_c-001
ICSD 103942

CCDC 1661872

Pearson symbol tP14

Space group number 125

Space group symbol P4/nbm

AFLOW prototype command aflow --proto=A6B_tP14_125_gm_c-001
--params=a, c/a, 72, 3, 23

e (Ellinger, 1965) give the structure of PuGag in setting 1 of space group P4/nbm #125. We used FINDSYM to put this in
the standard setting 2.
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Simple Tetragonal primitive vectors

al
323

a; = axX

az = ay

ag = cz

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
By = Sa)+tay = jax+ jay (2¢) Pul
B, — Lay+2a, _ Lax + 30y (2¢) Pul
B; = 1a1+ 3as+ 2 a3 = 10X+ jay +cni (4g) Gal
By = i1a;+1a)—2ay = TaX+ jay —cni (4g) Gal
Bs = 3a; +3ay — zag = jax+fay —cni (4g) Gal
Be = fai+far+=mag = jax+fay +cnz (4g) Gal
By = rza; — Tgag + 23 as = arsX —arsy + cz3Z (8m) Ga Il
Be = —(m-Dat(midat = aln-dftal ) yieni  (m) Gal
z3as
By = (z35+3) a1 + 2322 + 2323 = a(zs+3) X+axsy+casz (8m) Ga II
Bio = —zza; — (23— 3) a2+ 2323 = —azsX —a(v3—3) ¥+ (8m) Ga Il
Bin = —(w3—3)a—a3ay—z3a3 = —a(z3—3) X —ax3y — cz32 (8m) Ga II
B2 = Tzar + ($3+ %) az —z3as = ax3>“<+a($3 + %) y—czz (8m) Ga Il
Biz = —x3a; + r3ag — z3ag = —axgX +arsy — cz3 2 (8m) Gall
By = (z3+3)ai—(23—3) ax—z3a3 = a(zs+3)X—a(zs—3)§—cai (8m) Ga II
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