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ICSD 1287

CCDC 1591438
Pearson symbol tP80
Space group number 92
Space group symbol P4,2,2

AFLOW prototype command aflow --proto=A2B3_tP80_92_4b_2a5b-001
__Para-ms=a7 C/a7 XT1,T2,T3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6,26,L7,Y7,27,T8,Y8, 28, L9,
Y9, 29,210, Y10, £10, L11, Y11, £11

Simple Tetragonal primitive vectors

a; = ax
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + 7 as = ar1X+ar1y (4a) YI
B, = —r1a; — T as + %ag = —ar1X —ary + lci (4a) Y1
Bs = (331—1)31-&-(361-&-%)32-&- = —a(z;— %) X+a(z1+3)y+ ez (4a) YI
123
B, = (m1+%) alf(xlf%) a2+%a3 = (x1+ ) a(xlff)yqL ScZ (4a) YI
B; = Toa; + Toas = are X +arsy (4a) Y II
Bg = —Tga; — Tpag + %ag = —aroX —axrsy + lci (4a) Y II
Br = —(z2-3) al+(x2+%) as+ = —a(rvy— %) X+a(v2+ 3 D)y +ica (4a) Y II
lay
Bsg = (acg—l—%) al—(xg—%) az—&—%ag = (x2+ ) a(xg—f)y—i— ScZ (4a) Y II
By = T3ai + ysas + z3 as = axsX+aysy +cz3z (8b) Nil
B = —r3za; —ysas + (z3 + %) as = —azr3X —ay3y +c (z3 + %) Z (8b) Nil
Bii = —(ys—3a+(zs+3)a+ = —-a(ys—3) %ta(zs+3)y+c(zs+13)2 (8b) Ni I
(z3+ 1) as
Bz = (ys+3)ar—(zs—3)as+ = a(ys+3)X—a(zs—3)y+c(z+2)z (8b) Ni I
(s ) o
Big = —(z3— %2 a; + gyg +3)az— = —a(wz—3)X+ta(ys+3)9—c(es—13)2 (8b) Nil
2y — L
By = (z3+ 3 )( gg; *%)agf = a(ngr%)fcfa(ygf%)yfc(z ,%)2 (8b) Nil
1
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