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In the crystal structure of the title compound, C18H16O5, O—

H� � �O hydrogen bonds connect the molecules into centro-

symmetric dimers that form stacks down the a axis.

Comment

The structure of the title compound, (I), a 2-phenylbenzofuran

derivative prepared by oxidation of the corresponding

substituted flavylium salt (Jurd, 1964) is presented here (Fig. 1

and Table 1).

The atoms of the benzofuran ring system are almost

coplanar, the mean deviation from the C1–C8/O1 mean plane

being 0.0102 (2) Å. The benzofuran system and its hydroxy-

phenyl substituent are inclined at a dihedral angle of 33.5 (1)�,

with a C4—O1—C1—C9 torsion angle of 179.78 (12)�. The

angles about C1 are significantly distorted from trigonal

geometry (Table 1). In particular, the widening of the C2—

C1—C9 angle [136.80 (16)�] may reflect steric interaction

beween the hydroxyphenyl and ethanone substituents.

In the crystal structure, O—H� � �O hydrogen bonds link

adjacent molecules into centrosymmetric dimers (Table 2). An

intermolecular �-stacking interaction, with a centroid–

centroid distance of 3.566 (2) Å, between the furan ring and

the fused benzene ring of an adjacent molecule, forms stacks

along the a axis (Fig. 2).

Experimental

The title compound was prepared according to the procedure of Jurd

(1964). Suitable crystals were obtained by evaporation of an ethyl

acetate/hexane (1:1 v/v) solution (m.p. 446 K).

Crystal data

C18H16O5

Mr = 312.32
Monoclinic, P21=a
a = 7.8442 (12) Å
b = 18.365 (3) Å
c = 10.7516 (18) Å
� = 105.781 (7)�

V = 1490.5 (4) Å3

Z = 4
Dx = 1.392 Mg m�3

Mo K� radiation
� = 0.10 mm�1

T = 294 (2) K
Block, colorless
0.26 � 0.24 � 0.20 mm



Data collection

Rigaku Saturn diffractometer
! scans
Absorption correction: multi-scan

(REQAB; Jacobson, 1998)
Tmin = 0.974, Tmax = 0.980

9260 measured reflections
3401 independent reflections
2251 reflections with I > 2�(I)
Rint = 0.061
�max = 27.5�

Refinement

Refinement on F 2

R[F 2 > 2�(F 2)] = 0.048
wR(F 2) = 0.147
S = 1.04
3401 reflections
214 parameters

H-atom parameters constrained
w = 1/[�2(Fo

2) + (0.0789P)2]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max < 0.001
��max = 0.35 e Å�3

��min = �0.30 e Å�3

Table 1
Selected bond and torsion angles (�).

O1—C1—C2 110.54 (14)
O1—C1—C9 112.66 (14)

C2—C1—C9 136.80 (16)

C4—O1—C1—C9 �179.78 (12)

Table 2
Hydrogen-bond geometry (Å, �).

D—H� � �A D—H H� � �A D� � �A D—H� � �A

O2—H2� � �O3i 0.94 (3) 1.85 (3) 2.781 (2) 170 (3)

Symmetry code: (i) �xþ 1;�yþ 1;�zþ 1.

All H atoms were positioned geometrically and refined as riding

(C—H = 0.93–0.96 Å); for the CH and CH2 groups, Uiso(H) values

were set equal to 1.2Ueq(C) [1.5Ueq(C) for the methyl groups].

Data collection: CrystalClear (Molecular Structure Corporation &

Rigaku, 1999); cell refinement: CrystalClear; data reduction: Crys-

talStructure (Rigaku/MSC, 2005); program(s) used to solve structure:

SHELXS97 (Sheldrick, 1990); program(s) used to refine structure:

SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL

(Bruker, 1997); software used to prepare material for publication:

CrystalStructure.
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Figure 2
The crystal packing of (I), viewed approximately down the a axis.
Hydrogen bonds are shown as dashed lines.

Figure 1
The molecular structure of (I), showing the atom-numbering scheme and
displacement ellipsoids at the 35% probability level.


