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Abstract
C17H16ClFN2O2.5, monoclinic, P21/n (no. 14), a = 7.4495(6) Å,
b = 16.5328(13) Å, c = 12.8519(10) Å, β = 91.329(1)°,
V = 1582.4(2) Å3, Z = 4, Rgt(F ) = 0.0508, wRref (F

2) = 0.1461,
T = 100(2) K.

CCDC no.: 2115383

The asymmetric unit of 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 displacement parameters.

Source of material

A mixture of 2-hydroxy-benzoic acid hydrazide (152.2 mg,
1 mmol) and 1-(3-chloro-4-fluoro-phenyl)-ethanone (1 mmol,
172.6 mg) in 50 mL anhydrous ethanol with a few drops of
glacial acetic acidwas stirred under reflux conditions for 3 h.
The solvent was removed under reduced pressure and the
solid product was recrystallized from 15mL tetrahydrofuran.
Crystals were obtained after three days.

Experimental details

Hydrogen atoms were placed in idealized positions and
constrained to ride on their parent atoms. The Uiso values
were set to be 1.5Ueq of the carrier atom for methyl and
oxygenH atoms and 1.2Ueq for the remaining H atoms. The
highest difference electron density peak is is almost 5–
10% of a chlorine atom, representing a minor disorder at
the Õ-position of the chloro-fluoro-phenyl moiety.

Comment

Schiff bases containing halogen atoms are attractive due
to their higher biological activity [3–9].

The asymmetric unit of the title compound consists of
one molecule of the organic target compound and half a
molecule of tetrahydrofuran solvent located on a two-fold
rotation axis (see the figure). Geometric parameters are all
in the expected ranges [10]. The title compound shows an
E configuration around the C8=N2 bond. In the crystal
structure, the short distance d(N2–C8) = 1.288(3) Å has a

Table : Data collection and handling.

Crystal: Colourless 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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value of a typical C=N double bond. The C8=N2–N1 angle
of 116.15(18)°. The two aromatic rings are almost parallel
to each other with the dihedral angle of 3.2°. In the crystal
structure, the intermolecular O–H…O hydrogen bonds
link the molecules into chains along the c-axis .
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

. () . () . () . ()
HAa

. . . .*
HBa

. . . .*
Ca

. () . () . () . ()
HAa

. . . .*
HBa

. . . .*

aOccupancy: ..
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