TasNiS5 Structure:
ABbHC2_0C32.63_c_c2f £-004

This structure previously used the label(s) AB5C2_0C32_63_c_c2f_f. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450,

https://aflow.org/prototype-encyclopedia/FETU

https://aflow.org/prototype-encyclopedia/AB5C2_0C32_63_c_c2f_{-004

Prototype NiS5;Tas

AFLOW prototype label AB5C2_0C32_63_c_c2f_{-004
ICSD 61147

CCDC 1624688

Pearson symbol 0C32

Space group number 63

Space group symbol Cmcem

AFLOW prototype command aflow --proto=AB5C2_0C32_63_c_c2f_f-004
--params=a,b/a, c/a, Y1, Y2, Y3, 23, Y4, 24, Y5, 25
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Other compounds with this structure
TasNiSes (above 328K)

Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1a; + Y1 az + { as b1 § + ez (4c) Nil
B = yra; —y1as + § a —by ¥ + 3c2 (4c) Nil
By = —yp a1 + Y2 a2 + § a3 by2§ + tc2 (4c) ST
By = yaai —yaas + § a —bya § + Sc2 (4c) S1I
Bs = —Yza; +ysaz +z23a3 bysy +cz3 2 (8f) S1I
Be = ysay —ysaz + (23 + 3) as —bysy+c(e+1)2 (8f) S II
B = —ysa; +ysaz — (23 — 3) as bysy —c(z3— 1) 2 (8f) S1I
Bs = Yysa —Ysaz — 23a3 —bysy —cz32 (8f) S1I
By = —ysa1 +Yysaz + 2483 bys ¥ +cz4 2 (8f) S III
Bio = Yaar —Ysag + (Z4+ %) az —by4$'+0(24+ %) Z (8f) S II1
Bii =  —wysai+ysas— (21— 3) a3 bysy —c (24— 3) 2 (8f) S III
Bz = Ysa; —ysas — 2423 —bys ¥ — cz4 2 (8f) S III
Bis = —Ysa1 +Yysaz + 25 a3 bys § + cz5 2 (8f) Tal
By = ysar —ysaz + (25 + 5) ag —bysy+c(zs+ 1) 2 (8f) Tal
Bis = —ysay +ysax — (2 — 3) as bysg —c (25— 3) 2 (8f) Ta I
Bis = Ysa1 — Ys a2 — 2523 —bys § — c25 2 (8f) Ta I
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