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Abstract
C16H14Cl2N2O2, triclinic, P1 (no. 2), a = 8.9215(15) Å,
b = 10.0013(15) Å, c = 10.5713(15) Å, α = 62.517(2)°,
β = 75.325(2)°, γ = 68.9930(10)°, V = 776.8(2) Å3, Z = 2,
Rgt(F ) = 0.0417, wRref(F

2) = 0.1414, T = 296(2) K.

CCDC no.: 2203681

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list
of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

A mixture of 2-chlorobenzohydrazide (170.6 mg, 1 mmol),
1-(5-chloro-2-hydroxyphenyl)propan-1-one (184.6 mg,

1 mmol), a few drops of glacial acetic acid, and anhydrous
ethanol (25 mL) was stirred under reflux conditions for 2 h.
The solvent was removed under reduced pressure and
the solid product was recrystallized from 10 mL of anhy-
drous ethanol. After five days, yellow block crystals were
obtained.

Experimental details

All hydrogen atoms were placed in idealized positions (C
—H = 0.93–0.97 Å, O—H = 0.82 Å, N—H = 0.86 Å) and
refined using a riding model approximation. The Uiso

values were constrained to be 1.5Ueq of the carrier atom for
methyl groups and oxygen atom and 1.2 Ueq for the
remaining H atoms.

Comment

Acylhydrazones are well known ligands in coordination
chemistry and have been widely used [3–8]. In order to
search for new acylhydrazones containing halogen sub-
stituents with higher biological activities, the title com-
pound was synthesized.

The asymmetric unit of the title compound consists of
onemolecule of the organic compound (see the figure). The
molecule is in the E configuration at the C8—N2 double
bond with a short distance 1.290(2) Å. The C8=N2–N1 angle
is 119.30(15)°. The dihedral angle formed by the two

Table : Data collection and handling.

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

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

Programs: Bruker [], SHELX []
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aromatic rings is 66.556(1)°. All parameters are in the ex-
pected ranges [9–11]. In the crystal structure, a dimer
structure is formed through intermolecular N—H…O
hydrogen bonds. In addtion, the intramolecular O—H…N
hydrogen bonds are also presented in the crystal.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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