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The Structure of

2,5-Diphenyl-1 H -cyclopropabenzene™**

Paul Miiller*, Gérald Bernardinelli, and Huong Can Godoy-Nguyen Thi

Abstract: The structure of the title compound (1-H), determined by X-ray crystallogra-
phy, is reported. The molecule is planar and geometry of the «benzocyclopropene»
moiety is the same as that for the parent compound (2-H). The lateral cyclopropene
bond lenghts vary with the substituents at C(1) in both 1 and 2.

Several X-ray structures of «benzocy-
clopropene» derivatives have been re-
ported over the past ten years, but all of
the compounds were either substituted
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with strongly electronegative substituents
at C(1)!"23, or benzannelated?. Since the
effects of these substituents on the geome-
try of the parent 1H-cyclopropabenzene
are difficult to assess, we carried out a
structure determination of the 2,5-diphe-
nyl derivative (1-H), the synthesis of
which has been reported several years
ago. The recent disclosure of the struc-
ture of «benzocyclopropene» (2-H)®4 it-
self prompts us to report our own find-
ings.
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2,5-Diphenyl-1H -cyclopropabenzene
(1-H) recrystallized from pentane (m.p.
143-146°C) affords monoclinic trans-
parent prisms of the space group
P2,/c; a=12.0325(15), b =5.5964(7),
c=20.0703) A, V=1331.72) A%
B =99.81(1)°; Z =4. The final R-factor,
based on 1092 observed reflections
(F, > 40 (F,)), was 0.055"°). The structure
is shown in Fig. 1.

In a first approximation the molecule is
planar, the largest deviation from the
best-fitted plane through all C atoms be-
ing 0.06 A. However as in the case of 1-
COOMe and 1-Cl, some slight defor-
mations from planarity also occur for 1-
H. The lateral phenyl rings are twisted by
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