KCeSe, Structure:
ABC4 tP12.125 a b _m-001

This structure originally had the label ABC4_tP12_125_a b_m. Calls to that address will be redirected here.
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b c
Prototype CdKSey

AFLOW prototype label ABC4_tP12_125_a_b_m-001

ICSD 67656

Pearson symbol tP12

Space group number 125

Space group symbol P4/nbm

AFLOW prototype command aflow --proto=ABC4_tP12_125_a_b_m-001
--params=a, c/a, x3, 23

Simple Tetragonal primitive vectors

a3
ay; = aX
az = ay
ag = cCz
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = ial —&-iag iax—&—zay (2a) Cel
B = 3a;+2ay jax+ fay (2a) Cel
B = Taj+tay+1lag 1aX+ tay+icz (2b) KI
B4 Sa;+3ay+1ag 3a%+3ay + 3c2 (2b) KI
Bs; = Tza; —T3ag + z3as arsX —ar3y + cz3Z (8m) Sel
Be = —(z3—3)ar+(zs+3)a+ = —a(zz3—3) x+a(zs+1)y+cnz (8m) Se I

z3as
B, = (z3+3) a1 + 2322 + 2323 = a(zs+3) X+azsy+ca3z (8m) Se I
Bg = —x3a] — (a:g, — %) as + z3 a3 = —ax3X —a (333 — %) V+cz3z (8m) Sel
By = *(1‘37%) a; — r3as — 23 a3 = fa(ng%) X—ax3y —cz3% (8m) Sel
By = zsar + (z3+ 3) ax — z3 a3 = avsX+a(z3+3)y—cez (8m) Se I
Bi1 = —x3a] + x3a — 23 a3 = —ar3X +axr3y — c237% (8m) Sel
B = (a:3—|—%) al—(mg—%) ar—z3a3 = a(a:;»,—!—%)fc—a(xg—%)y—cz;;i (8m) Sel
References

[1] A. C. Sutorik and M. G. Kanatzidis, KCeSey: A New Solid-State Lanthanide Polychalcogenide, Angew. Chem. Int. Ed. 31,
1594-1596 (1992), doij10.1002/anie.199215941.

Found in

[1] P. Villars and K. Cenzual, Pearson’s Crystal Data — Crystal Structure Database for Inorganic Compounds (2013). ASM
International.


https://doi.org/10.1002/anie.199215941

