Cdly (Polytype 6Hy) Structure:
AB2 hP9 156 2ab_a2b3c-001

This structure previously used the label(s) AB2_ hP9_156_b2c_3a2bc. Calls to these addresses will be redirected here.
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Prototype Cdl,
AFLOW prototype label AB2_hP9_156_2ab_a2b3c-001
Pearson symbol hP9
Space group number 156
Space group symbol P3ml
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AFLOW prototype command aflow --proto=AB2_hP9_156_2ab_a2b3c-001
—~params=a, C/a7 21, %2, %3, %4y R5, 26,27y 28, 29

Other compounds with this structure
PdTe,, PtTey, SnSy (berndtite)

e This is the 6H 4 structure described by (Mitchell, 1956). He did not list the atomic positions, so the atoms are assumed
to be evenly placed along the z-axis.

e This is an alternative stacking for Cdly, which is usually found in the 2H w (C6) phase.
e The (C27 structure was also proposed as a structure of Cdls, but this is now depreciated.
e (Mitchell, 1956) lists other possible stackings for CdlIs.

e Space group P3ml #156 allows an arbitary choice for the origin of the z-axis. We exploit this to place the first iodine
atom at the origin.

Trigonal (Hexagonal) primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 21 a3 = cz1 7 (1la) Cd1l
B, = 20 a3 = 20 7 (1la) Cd II
B; = z3 as = cz3 7 (1a) 11
B, = ta;+Zay+ 2 a3 = %a&—&—%ay—i—cai (1b) Cd 111
Bs = %a1+%a2+25a3 = %a§<+%ay+0252 (1b) 111
Bs = la;+2ay+za; = lagk+Bay + cz2 (1b) 1111
B, = %al—i—%ag—i—fwag = %aﬁ—%ay—i—cmi (1c) 11V
Bg = %314—%&24—2’8&3 = %ai—%ay—i—czsi (1e) 1V
By = 2a;+Lay+zas = lag—Bag + ez (1c) VI
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