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Prototype Al;CasOg

AFLOW prototype label A2B3C6_c¢P264_-205_-2d_ab2c¢2d _6d-001
ICSD 1841

CCDC 1591814

Pearson symbol cP264

Space group number 205

Space group symbol Pa3
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AFLOW prototype command aflow --proto=A2B3C6_cP264_205_2d_ab2c2d_6d4-001
—-params=a, I3, T4,Ts5,Ys5, 25, L6, Y6, 26, L7, Y7, 27, T8, Y8, 28, L9, Y9, 29, 10, Y10, 10, L11,

Y11, 211,12, Y12, 212, T13, Y13, 213, T14, Y14, 214

e This is a redetermination of the F9; (CazAlyOg) structure. The lattice constant of the new unit cell is twice the original,
giving a volume eight times larger.

Simple Cubic primitive vectors

a; = ax

az = ay

ag = az

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: 0 0 (4a) Cal
B, = la;+3a; = lax+Laz (4a) Cal
Bs = say+sag = 30Y + 502 (4a) Cal
By, = %al —l—%ag = %a&—&—%cf (4a) Cal
B; = fai+isay+iag = taX+ tay + 3a2 (4b) Ca Il
B = 1as = tay (4b) Ca Il
B, = 1a = lax (4b) Call
Bs = 1ag = taz (4b) Ca Il
By = T3a; + r3as + r3as = arsX +ar3y + arsz (8c) Ca III
B = 7(9337%) a; —r3as + = —a (x3f %) &*dIgS"FG(ZEg‘F%) Z (8¢) Ca III

(w5 +3) as
By1 = —z3a; + (z3+ 1) as — = —arsX+a(zs+3)y—a(zs—3) 2 (8c) Ca III

(w5 —3) as
B = (l‘g—‘r%) al—(xg— %) ar—T3ag = a(xg—&—%) &—a(xg— %) Yy —ax3Z (8¢) Ca III
Bz = —x3a] — r3ag — r3as = —ar3X —ar3y —axr3 (8¢) Ca III
Bua = (z3+3) aitasar—(z3—3) a3 = a(zs+3) X+tavsy—a(zs—1) 2 (8c) Ca III
Bis = azsa;—(z3— 1) axt+(z3+3) a3 = arsk—a(z3—3) y+a(zs+1)2 (8c) Ca III
Big = —(wm3—3)ar+(zs+3) at+ = —a(z3— %) X+a(vs+3) y+arsz (8c) Ca ITI

Tr3a3

By = T4ay + T4a9 + x4 a3 = axsX+axrsy + axy (8¢) CalV
Bis = —(:r;;—%) a; — x4ag + = —a(u—%) )‘(—amy—l—a(m—i—%) Z (8¢) CalV

(z4+3) a3
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