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Abstract

C15H14O2, monoclinic, P21/c (no. 14), a = 10.664(2) Å,
b = 14.406(3) Å, c = 7.686(1) Å, ' = 94.260(3)°, V = 1177.6 Å3,
Z = 4, Rgt(F) = 0.0417, wRref(F

2) = 0.1036, T = 103 K.

Source of material

1-[2-(benzyloxy)phenyl]ethanone (2-benzyloxyacetophenone)
was prepared by condensation of 2-hydroxyacetophenone with
benzyl bromide in refluxing acetone in the presence of an excess
of anhydrous potassium carbonate [1–3].

Experimental details

All hydrogen atoms were placed in calculated positions. The
Uiso(H) values were fixed to 1.2Ueq(Caryl, CH2) and 1.5
Ueq(Cmethyl).

Discussion

The title compound, C15H14O2, has been prepared in a Williamson
ether synthesis as a model for a novel class of cyclooxygenase
(COX) inhibitors containing a phenyl-benzyl ether moiety. The
aromatic rings are almost orthogonal to each other, with a be-

tween-the-ring-planes angle of 85.7°. The acetyl substituent is al-
most coplanar with the acetophenone ring, enclosing an angle of
2.0°.
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Crystal: colourless blocks,
size 0.25$0.45$0.625 mm

Wavelength: Mo K, radiation (0.71073 Å)
-: 0.83 cm)1

Diffractometer, scan mode: Bruker SMART APEX II, ! and "
2+max: 56.6°
N(hkl)measured, N(hkl)unique: 7307, 2711
Criterion for Iobs, N(hkl)gt: Iobs > 2 &(Iobs), 2237
N(param)refined: 155
Programs: SHELX [4]

Table 1. Data collection and handling.

_____________
* Correspondence author (e-mail: robinsonr@ukzn.ac.za)

H(4) 4e 0.7009 1.1451 0.1614 0.023
H(7A) 4e 0.7371 0.7772 )0.2130 0.029
H(7B) 4e 0.7100 0.8186 )0.0262 0.029
H(7C) 4e 0.8202 0.8613 )0.1317 0.029
H(8) 4e 0.4961 1.0313 )0.3516 0.023
H(10) 4e 0.5604 1.2390 )0.0053 0.026
H(11) 4e 0.9467 0.7681 0.6033 0.025
H(12) 4e 0.8071 0.8802 0.4853 0.023
H(13A) 4e 0.7761 1.0271 0.3340 0.024
H(13B) 4e 0.8839 1.0679 0.2202 0.024
H(14) 4e 1.1487 0.7572 0.5071 0.024
H(15) 4e 1.0718 0.9708 0.1743 0.024
H(16) 4e 1.2112 0.8583 0.2915 0.025
H(17) 4e 0.4571 1.1820 )0.2620 0.026

Table 2. Atomic coordinates and displacement parameters (in Å2).

Atom Site x y z Uiso



122 C15H14O2
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Atom Site x y z U11 U22 U33 U12 U13 U23
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