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Single-crystal X-ray study
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Flavone

In the title molecule, C;5H;(O,, there are two molecules in the
asymmetric unit. The y-pyrone ring makes a dihedral angle of
1.0 (1)° with the 2-phenyl substituent in one of the molecules,
while in the other molecule the y-pyrone ring makes a
dihedral angle of 9.8 (1)° with the 2-phenyl substituent.

Comment

Flavones and related compounds are known to exhibit a wide
range of interesting biological activities (Agullo et al., 1997,
Carlo et al., 1993; Miksicek, 1993; Wang et al., 1999). Flavone is
the parent molecule of a number of flavones that have inter-
esting modulatory activities at GABA-A receptors (Medina et
al., 1998; Chebib & Johnston, 2000). The title compound, (I),
was crystallized as part of an ongoing structure—activity study
to determine the properties of those compounds that confer
this activity in order to aid the design of more active
compounds.

M
All bond lengths and angles in (I) are as expected.

Experimental

The sample of flavone was obtained from Sigma-Aldrich. Single
crystals of (I) were grown by slow evaporation of a methanol solu-
tion. Crystals of (I) were mounted using silicone oil which acted as
both a coating and an adhesive.

Crystal data

CsH,00, Mo Ko radiation

M, =222.23 Cell parameters from 999
Orthorhombic, P2,2,2, reflections
a=8281(2) A 6 = 1.9-28.3°

b =13216 (4) A i =0.09 mm™

¢ =19.737 (6) A T =150 (2) K

Block, colourless
0.40 x 0.25 x 0.25 mm

V =2159.9 (11) A
Z=8
D, =1367Mgm™>

Data collection

Bruker SMART CCD diffract- R, =0.023
ometer Omax = 28.3°
 scans h=-11—-> 10
14 562 measured reflections k=-16 - 17
3010 independent reflections I=-26—> 25

2762 reflections with I > 20(1)
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The H atoms were constrained at idealized positions.

Data collection: SMART (Bruker, 1995); cell refinement: SMART
(Bruker, 1995); data reduction: SAINT-Plus (Bruker, 1995);
program(s) used to solve structure: SHELXS97 (Sheldrick, 1990);
program(s) used to refine structure: SHELXL97 (Sheldrick, 1997);
molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); soft-
ware used to prepare material for publication: SHELXL97.

The authors thank the Australian Research Council for

funding.
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