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Abstract
C14H14BrN3O3, orthorhombic, Pca21 (no. 29), a = 32.932(3) Å,
b = 5.8490(7) Å, c = 7.3606(8) Å, V = 1417.8(3) Å3, Z = 4,
Rgt(F ) = 0.0260, wRref(F

2) = 0.0553, T = 150 K.

CCDC no.: 2036778

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 0.1005 g 5-bromosalicylaldehyde (0.5 mmol)
and 0.0756 g 4-phenylsemicarbazide (0.5 mmol) in ethanol

(10 mL) was stirred at room temperature. After 0.5 h, 2 mL
water solution of 0.0595 g calcium perchlorate hydrate
(0.25 mmol) was added. The reaction mixture was con-
tinully stirred for 3 h at 70 °C and cooled to room temper-
ature. The reactant was filtered to a small flask. The
colorless crystals of the title compound were obtained by
slow evaporation in 20 days.

Experimental details

The hydrogen atoms were positioned geometrically (C-
H=0.93Å, N-H=0.86Å andO-H=0.82Å). TheirUiso values
were set to 1.2Ueq or 1.5Ueq of the parent atoms.

Table : Data collection and handling.

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

Diffractometer, scan mode: SuperNova, ω
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: Bruker [], Olex [],
SHELX [], Diamond []
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Comment

Some hydrazone compounds and their metal complex have
found considerable applications in catalysis [5], anticancer
and antimicrobial activities [6, 7], as well as electrochemical
sensors [8]. Our research group has been devoted to the study
of hydrazone compounds [9–11]. We wanted to synthesize a
Ca(II) complex with (E)-2-(5-bromo-2-hydroxybenzylidene)-
N-phenylhydrazine-1-carboxamide, however, the Ca(II) does
not take part in coordination. Only a new hydrazone com-
pound has been obtained.

Themolecular structureof the title compound isdepicted
in the Figure. The compound consists of one (E)-2-(5-bromo-
2-hydroxybenzylidene)-N-phenylhydrazine-1-carboxamide
molecule and one water molecule. The bond distances of

C-N are 1.284(5) Å (C7-N1), 1.374(5) Å (C8-N2) and 1.421(5) Å
(C9-N3), respectively. The bond distance of C7-N1 is
shorter than those of C8-N2 and C9-N3, indicating the
C7-N1 bond is a double bond. The dihedral angle between
plane 1 (C1-C2-C3-C4-C5-C6) and plane 2 (C9-C10-C11-C12-
C13-C14) is 47.8°. In the crystal packing, the hydrazone
molecules form a 3D network by intermolecular N-H…O,
O-H…N and O-H…O hydrogen bonds.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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