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The title compound, C50H44, is a derivative of rubrene where

tert-butyl side groups are added to two of the pendant

aromatic rings. Two polymorphs of this derivative, the title

compound (form A) and form B, have been identified. The

molecule of form A displays a strongly twisted naphthacene

backbone. The in-plane arrangement differs from the classical

herringbone structure, resembling a slip–stack structure type

with the backbones separated by a minimum 7.0 Å in the

direction of possible �-stacking.

Related literature

For related literature, see: Goldmann et al. (2004); Haas et al.

(2007); Kloc et al. (1997); Kopranenkov & Luk’yanets (1972);

Laudise et al. (1998); Mattheus et al. (2001); Schuck et al.

(2007); Strassen et al. (2007); Sundar et al. (2004).

Experimental

Crystal data

C50H44

Mr = 644.85
Monoclinic, P21=c
a = 23.527 (3) Å

b = 9.0277 (10) Å
c = 17.764 (2) Å
� = 95.928 (4)�

V = 3752.8 (8) Å3

Z = 4
Mo K� radiation
� = 0.06 mm�1

T = 292 (1) K
0.36 � 0.16 � 0.04 mm

Data collection

Brucker SMART CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996;
Blessing, 1995)
Tmin = 0.990, Tmax = 0.997

31129 measured reflections
6626 independent reflections
3478 reflections with I > 2�(I)
Rint = 0.100

Refinement

R[F 2 > 2�(F 2)] = 0.098
wR(F 2) = 0.169
S = 1.11
6626 reflections
536 parameters

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.29 e Å�3

��min = �0.21 e Å�3

Data collection: SMART (Bruker, 2000); cell refinement: SAINT

(Bruker, 2000); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine

structure: SHELXL97 (Sheldrick, 1997); molecular graphics:

ORTEP-3 (Farrugia, 1997); software used to prepare material for

publication: WinGX (Farrugia, 1999).

The SMART CCD measurements were performed in the

group of Professor R. Nesper at the Laboratory of Inorganic

Chemistry, ETH Zürich. We acknowledge useful discussions

with Michael Wörle (Laboratory of Inorganic Chemistry, ETH

Zürich), and thank Oliver Dosenbach for assistance in the

synthesis of the title compound.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: HB2402).
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