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The title compound, C50H44, is a derivative of rubrene in which

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

aromatic rings. The complete molecule is generated by a

mirror plane, and the unsubstituted and substituted pendant

aromatic rings are almost perpendicular to the main backbone

of the molecule, which is essentially planar.

Related literature

For related literature, see: Dodge et al. (1990); Goldmann et al.

(2004); Jurchescu et al. (2006); Kloc et al. (1997); Laudise et al.

(1998); Stassen et al. (2007); Sundar et al. (2004).

Experimental

Crystal data

C50H44

Mr = 644.90
Orthorhombic, Pnma
a = 14.158 (2) Å

b = 35.390 (5) Å
c = 7.2215 (11) Å
V = 3618.4 (9) Å3

Z = 4

Mo K� radiation
� = 0.07 mm�1

T = 292 (1) K
0.80 � 0.32 � 0.06 mm

Data collection

Siemens SMART CCD area-
detector diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996;
Blessing, 1995)
Tmin = 0.988, Tmax = 0.996

28135 measured reflections
3446 independent reflections
2208 reflections with I > 2�(I)
Rint = 0.060

Refinement

R[F 2 > 2�(F 2)] = 0.074
wR(F 2) = 0.207
S = 1.15
3446 reflections
282 parameters

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.44 e Å�3

��min = �0.40 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: HB2400).
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