C27 (Cdly) Structure (Questionable):
AB2 hP6 186 b ab-001

This structure originally had the label AB2_hP6_186_b_ab. Calls to that address will be redirected here.
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Prototype Cdl,

AFLOW prototype label AB2_hP6_186_b_ab-001
Strukturbericht designation Cc27

ICSD 38116

Pearson symbol hP6

Space group number 186

Space group symbol P63mc

AFLOW prototype command  aflow --proto=AB2_hP6_186_b_ab-001
--params=a, c/a, z1, 22, 23

e This is a modification of the (C6 (w phase) Cdl, structure proposed by (Hassel, 1933) to explain extra lines found in the
x-ray spectra. This structure was never accepted by most researchers and does not appear in modern lists of
Strukturbericht symbols, although (Parthé, 1993) lists it as a stacking varient of Cdl;. We include it here as part of the
historical record.

e A ternary form does exist, the LiGaGe structure.
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e Hassel originally placed a Cd atom at the origin, however both (Gottfried, 1937) and FINDSYM shift the origin as shown.

e There is no ICSD entry for (Hassell, 1933). The entry here is from (Smirnov, 1941).
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coordinates coordinates position type
B, = z1 a3 = c Z (2a) 11
B2 = (Zl + %) as = C (Z1 + %) Z (23,) 11
Bs = jat+3a+zma; = %a&+%ay+0222 (2b) Cdl
B, = Z2aj+3ax+ (224 3) as = fax—Yay+c(n+i)2 (2b) Cdl
Bs = %al—l—%ag—i—z;),ag = %afc—&—%ay—i—cz;),z (2b) 111
Bg = 2ai+iax+ (23+ 1) a = tax—Yay+c(nm+i)2 (2b) I1I
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