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Prototype AuyC4CoNy

AFLOW prototype label A2B4CD4_hP66_181_k_2k _f 2k-001
ICSD 41197

Pearson symbol hP66

Space group number 181

Space group symbol P6422

AFLOW prototype command aflow --proto=A2B4CD4_hP66_181_k_2k_f_2k-001
~Tparams=a, C/CL, 21,22, Y2, 22,23,Y3, 23, T4, Y4, 24, T5, Y5, 25, L6, Y6, 26

e We follow (Abrahams, 1982) and put this structure in space group P6422 #181. (Villars, 2006) give the structure in the
enantiomorphic space group P6222 #180. The latter paper uses 0.0058 instead of 0.00058 for one of the coordinates of
the gold atoms. This change does not affect the distances between atoms published in (Abrahams, 1982), so we do not
know which is correct. We use 0.00058.
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B, = %ag—(zl—%) as = iai—i— @ay—c(zl—%) Z (6f) Col
Bs = %al — 2183 = %afc— ?ay—czli (6f) Col
Bs = sai+3a;— (21— 2) a3 = ja%x—3+c(321-2) 2 (6f) Col
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Bis = —zoa; — (Ta —y2) Az — = —50(2x0 —yo) X+ @ayg v - (12k) Aul
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By = (v3—ys3) aitasas+(z3+2) a3 = 3a(2w3—y3) X+ ‘[ayg y+3c(323+2) 2 (12k) ClI
Bas = ysa; +rzaz — (2'3 - %) as = %a (r3 +y3) X+ @a (r3 —y3) ¥ — (12k) CI
c (23 — %) Z
B = (x3 —ys3) a1 — ysas — z3 ag = %a (3 —2y3) X — ?aﬂcg V—c237% (12k) CI
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Bss = —Zga1 — Ye a2 + 26 A3 = *%G(SCGWL.%‘) X+ 52a(ve —yo) § + c26 2 (12k) N II
Bso = wear—(x6—ys) az+(z+3) as = za(—a6+2ys) X— @axg, y+c(z+3)2 (12k) N II
Beo = (x6—ys) a1t ag-l—(zG + %) ag = %a (226 — ys) X+ @ayg v+ %0(326 +2)2 (12k) N II
Be1 = Yoar +zeaz — (26 — 3) ag = sa(z6 +ys) X+ ?a (6 —Yo) ¥ — (12k) NI
Clzg — %) Z
Be2 = (r6 — ys) a1 — Ys Az — 26 A3 = la(zg —2ys) X — §a$6 V—cx2 (12k) NI
Bes = —zga; — (26 — Ys) a2 — = —3a (2w — yo) X+ @al/(sf’ - (12k) NI
(26 — %) as %0(32’6 — 2) Z
Bes —  —uea — — (2 — L R, R — Ba(zs—ye) § — 12k N II
64 Y6 a1 — T A2 (26 3) asz 50 (z6 +ye) X 3 a(ze —ys) ¥ (12k)
c (26 — 5) Z
Bes = — (z6 — ys) a1 + ys a2 — 26 a3 = 1a(—z6 +2y6) X+ @a% ¥ —czz (12k) N II
Bes = w6ai+(z6—ys) az—(ZG - %) az = %a (276 — yo) X — @ayg v %0(326 —-2)2 (12k) NII
References

[1] S.C. Abrahams, L. E. Zyontz, and J. L. Bernstein, Cobalt cyanoaurate: Crystal structure of a component from cobalt-hardened
gold electroplating baths, J. Chem. Phys. 76, 5458-5462 (1982), doi:10.1063/1.442894.

Found in

[1] P. Villars, K. Cenzual, J. Daams, R. Gladyshevskii, O. Shcherban, V. Dubenskyy, N. Melnichenko-Koblyuk, O. Pavlyuk,
I. Savesyuk, S. Stoiko, and L. Sysa, Landolt-Béornstein - Group III Condensed Matter 43A1 (Springer-Verlag, Berlin Heidel-
berg, 2006), chap. Structure Types. Part 4: Space Groups (189)P-62m - (174) P-6, doi;10.1007,/10920527_409.


https://doi.org/10.1063/1.442894
https://doi.org/10.1007/10920527_409

