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

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, z2, T3, 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.

Simple Tetragonal primitive vectors

al
a3
ay; = aX
az = ay
ag = CZ
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = Sa;+ ay = Sax+jay (2¢) Pul
B, = l1a;+3a = 10X+ 2ay (2¢) Pul
Bz = a1+ iast+zmag = [aX+ ay +cn (4g) Gal
B, = 1a1+ 3a; — a3 = [0X+ a0y — e (4g) Gal
By = 3a;+3ay—2ag - fax+ fay —cni (4g) Gal
Be = %a1+%a2+2233 = %‘”A‘Jr%af”rc@z (4g) Gal
B, = T3a; — T3as + 2343 = ax3X —arsy + cz32 (8m) Ga II
Bs = —(z3—3)ar+(z3+3)as+ = —a(r3—3) X+a(rs+3) §+eni (8m) Ga Il

z3as
By = (x3+%) a; +r3as + 23a3 = a(x3+%) X+ ax3y +cz3z (8m) Ga II
Bio = —a3a1— (23— 3) as+23a3 = —argX —a (w3 —3) §+cz32 (8m) Ga I
Bu = —(m-Da-mm-na = -} k-any- e fw) G
B2 = zgay + (z3+ 1) ap — 23 a3 = arsX+a(r3+3) §—ca32 (8m) Gall
Bz = —x3a; + r3as — 23 a3 = —azrzX +arsy — cz3 2 (8m) Ga Il
By = (#3+3)ai—(v3—3)a—z23a3 = a(zs+3z)%X—a(vs—3) ¥ —czmi (8m) Ga Il
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