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X-ray diffractograms of the hexagonal polymorph of the title
compound are dominated by diffuse scattering due to heavily
faulted layer stacking. Strong diffuse scattering is observed
along lattice rows parallel to ¢* with indices -4 + k£ # 3n
(figure) [1]. The stacking disorder originates from molecules
of 6m2 molecular symmetry forming layers with p 6 m2 layer
symmetry, higher than the symmetry of any stack of
consecutive layers. There are three different ways to stack a
third layer on top of a pair of consecutive layers. The energy
differences between these three different stacking sequences
are minute because they depend on next nearest neighbor
interactions only [2]. The choice of stacking mode during
crystal growth is therefore nearly random. This is the origin of
the stacking faults and the corresponding diffuse scattering.
The disorder has been analyzed quantitatively with an explicit
analytical model based on Markov chains. It provides a closed
formula for the intensity along c¢* as the product of a layer
form factor with an interference function depending on three
stacking probabilities [3]. The probabilities affect the
intensities only around integer /, adjusting them reproduces the
observed profile of diffuse intensity quite well. However there
is an additional modulation that is not reproduced by this
model and is tentatively assigned to an imperfect layer form
factor.

1000 (0 1 L) q ﬁ

800

600

400

* Observed
Calculated Ueq
01— . .

T .
-10 0 10
L

Intensity (arbitrary)

S

200

[1] H.-B. Biirgi, K. K. Baldridge, K. Hardcastle, N. L. Frank, P.
Gantzel, J. S. Siegel, J. Ziller, Angew. Chem. Int. Ed. Engl., 34 (1995)
1454-1456.

[2] H. Birkedal, H.-B. Biirgi, K. Komatsu, D. Schwarzenbach, J. Mol.
Struct. 647 (2003) 233-242.

[3] H. Birkedal, M. Hostettler, D. Schwarzenbach, Acta Cryst A58
(2002) C233 (Supplement), book of abstracts of [UCr XIX.



