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Abstract
C13H9ClO2, monoclinic, P21 (No. 4), a = 6.5465(9) Å,
b = 8.0647(11) Å, c = 10.8476(15) Å, β = 105.591(3)°,
V = 551.63(13) Å3, Z = 2, Rgt(F ) = 0.0532, wRref (F

2) = 0.1507,
T = 296(2) K.

CCDC no.: 2120367

The asymmetric unit of the title crystal structure is shown
in the figure. Tables 1 and 2 contain details of the mea-
surement method and a list of the atoms including atomic
coordinates and displacement parameters.

Source of material

All chemical solvents and reagents are purchased and used
without further purification. A mixture of thiophene-
2-carbohydrazide (1 mmol, 142.2 mg) and 4-chloro-4′-hydrox-
ybenzophenone (1 mmol, 232.7 mg) in anhydrous ethanol
(10 mL) containing a few drops of glacial acetic acid, was
refluxed for 2 h, then filtered, left quietly, and evaporated
naturally. After three days, colorless block crystals of 4-chloro-
4′-hydroxybenzophenone were obtained unexpectedly.

Experimental details

All H atoms were included in calculated positions and
refinedas riding atoms,withC–H=0.93ÅandO–H=0.82Å.
The Uiso values were set to be 1.5Ueq(O) and 1.2Ueq(C).

Table : Data collection and handling.

Crystal: Colorless block
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: Bruker APEX-II, φ and ω-scans
θmax, completeness: °, >%
N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: Bruker programs [], SHELX []

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

O . () . () . () . ()
H . . . .*
O . () . () . () . ()
Cl −. () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
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Discussion

As a class of important organic compounds, phenyl-
methanones have various biological activities such as anti-
fungal, antiinflammatory, antibacterial, and anticancer
activities [3–10]. Different substituents in the benzophenone
nucleus are essential in investigation of the quantitative
structure-activity relationships.

The asymmetric unit of the title compound consists
of one formula unit (cf. the figure). Crystal determination
exhibits that the title compound ismonoclinic, P21 (No. 4),
a = 6.5465(9) Å, b = 8.0647(11) Å, c = 10.8476(15) Å,
β= 105.591(3)°,V= 551.63(13) Å3, andZ= 2,which is different
from the previously reported the structure of 4-chloro-
4′-hydroxybenzophenone determined at 120(2) K, in which
of orthorhombic space group Pca21 (No. 29) with a =
23.3058(11) Å, b = 5.5770(2) Å, c = 8.2847(4) Å, V =
1076.82(8) Å3, and Z = 4 [10]. In the crystal structure, the
short distance d(C7–O2) = 1.225(8) Å exhibits a typical C=O
double bond which is not affected by hydrogen bonding.
The distance d(C11–O1) = 1.347(7) Å shows a typical C–O
single bond. The dihedral angle formed by the two aromatic
rings is 55.55(1)°, which is quite different from the literature
knownstructure of 64.66(8)° [10]. In the crystal structure, the
molecules are linked into one-dimensional chains along the
b-axis direction by O–H/O hydrogen bonds.
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