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Prototype GasGdsNig

AFLOW prototype label A5B2C3_0P80_48_abgij3m_2m_cdh2m-001
ICSD 281205

CCDC 1721779

Pearson symbol oP80

Space group number 48

Space group symbol Pnnn

AFLOW prototype command  aflow --proto=A5B2C3_oP80_48_abgij3m_2m_cdh2m-001
——params=a,b/a, C/a7$5,$6,y7yys,$97y9,Z9733107y10,Zloaxll’yll,511,9612,?1127212,36137
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e AFLOW rotates the lattice by 90° about the y-axis (x y z — -z y x) and shifts the origin so that the gallium atoms which
were originally at the (2b) and (2d) Wyckoff positions are now on the (2a) and (2b) sites.

Simple Orthorhombic primitive vectors

a; = ax

az = by

ag = cz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %a1+%a2+%a3 %af{Jr%bquici (2a) Gal
B, = %al—f—%az—f—%ag %a&—i—%by—i—%ci (2a) Gal
Bs %al—l—%ag—i-%ag %a&—i—%by—i—ici (2b) Ga II
By, = %al—i—%z@—i—%ag, iai—k%by—i—%ci (2b) Ga II
Bs laj+lay+2ag lax+1by+3cz (2¢) Nil
Bg = %al—f—%az—f—iag %ai—i—%by—i—ici (2¢) Nil
Br Jar+3a+tag 0%+ 3by + fcz (2d) Ni II
Bs = 3a;+tay+2ag 3a%+ by +3c2 (2d) Ni II
By, = z5a; + Tas + 1 ag ars X+ 1by + tez (4g) Ga III
Bio = — (w5 — 1) a1+ fas+ a3 —a(zs—3) X+ 3by + Lez (4g) Ga III
Bi11 —z5a; + 3as+ 3 ag —azs X+ 3by + 3cz (4g) Ga III
By = (zs+3)ar+3ay+3a a(zs+3) %+ 30y + 3cz (4g) Ga III
Bz = T ay +ia2+%a3 axGiJr%ber%ci (4h) Ni III
By = —(zs—3%) ai+2iay+2ag —a(z6 — 3) X+ 709 + 3c2 (4h) Ni IIT
Bis = —zga; +3ax + +ag —azgX+ 3by + jc2 (4h) Ni III
Bis = (z6 +3) a1+ 2 as + J as a(re+3) X+ 30y + tcz (4h) Ni IIT
By = %al +yras + iag iafc +byr y + %02 (4i) Ga IV
Bis = a1 — (yr—3) a2+ as 10X —b(yr —3) §+ ¢z (4i) Ga IV
By = %al —yras + %ag %af(—by7y—|— %ci (41) GalVv
By = %a1+(y7+%) a2+%a3 %ai+b(y7+%)y+%ci (4) Ga IV
B, = %al +yga2+%ag %ai—i—bygy—kici (4) GaV
By =  Sai— (- 1) a+tag faX—b(ys —3) ¥+ get @)y Cav
By = ial—ygag—l—%ag iai—bygy—kgcz (43) GaV
Boy = ia1+(yg+%) a2+%a3 %a}?+b(yg+%)y+%ci (4) GaV
By = Tgay + ygas + zg as axg X + by y + cz9 Z (8m) Ga VI
Bos = —(Ig—%) al—(yg—%) as + —a(xg—%)fc—b(yg—%)y—l—czgi (8m) Ga VI

Zg as
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