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R factor = 0.030; wR factor = 0.070; data-to-parameter ratio = 13.6.

The title compound, C15H14ClNO2, was synthesized as part of

a project to generate a combinatorial library based on the

fungal natural product 2-(3-chloro-4-hydroxyphenyl)-

acetamide. It crystallizes as non-planar discrete molecules

[the peripheral 3-chloro-4-hydroxyphenyl and benzyl groups

are twisted out of the plane of the central acetamide group,

with N—C—C—C and C—C—C—C torsion angles of

�58.8 (3) and 65.0 (2)�, respectively] linked by intermolecular

N—H� � �O and O—H� � �O hydrogen bonds.

Related literature

For the preparation and characterization of the title

compound, see: Poulsen et al. (2006); Davis et al. (2007). For

the biological activity of the title compound, see: Davis et al.

(2005, 2007). For background to organohalogen natural

products, see: Gribble (1996). For related structures having the

3-chloro-4-hydroxyphenylacetamide moiety, see: Krohn et al.

(1992); Davis et al. (2005); Davis & Healy (2008).

Experimental

Crystal data

C15H14ClNO2

Mr = 275.72
Monoclinic, P21
a = 4.8255 (2) Å
b = 10.8520 (5) Å
c = 12.7701 (6) Å
� = 96.055 (4)�

V = 664.99 (5) Å3

Z = 2
Mo K� radiation
� = 0.28 mm�1

T = 296 K
0.55 � 0.40 � 0.04 mm

Data collection

Oxford-Diffraction Gemini S Ultra
diffractometer

Absorption correction: multi-scan
(CrysAlis PRO; Oxford
Diffraction, 2010)
Tmin = 0.859, Tmax = 0.989

4800 measured reflections
2334 independent reflections
1979 reflections with I > 2�(I)
Rint = 0.020

Refinement

R[F 2 > 2�(F 2)] = 0.030
wR(F 2) = 0.070
S = 0.96
2334 reflections
172 parameters
1 restraint

H-atom parameters constrained
��max = 0.13 e Å�3

��min = �0.15 e Å�3

Absolute structure: Flack (1983),
1098 Friedel pairs

Flack parameter: �0.11 (6)

Table 1
Hydrogen-bond geometry (Å, �).

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

N1—H1� � �O8i 0.86 2.15 2.9262 (18) 150
O4—H4� � �O8ii 0.92 1.85 2.767 (2) 180

Symmetry codes: (i) x þ 1; y; z; (ii) �x � 1; y þ 1
2;�z þ 1.

Data collection: CrysAlis CCD (Oxford Diffraction, 2009); cell

refinement: CrysAlis RED (Oxford Diffraction, 2009); data reduc-

tion: CrysAlis RED; program(s) used to solve structure: SIR97

(Altomare et al., 1999); program(s) used to refine structure:

SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for

Windows (Farrugia, 1997); software used to prepare material for

publication: PLATON (Spek, 2009).
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