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Abstract
C18H16N4O3S2, monoclinic, C2/c (no. 15), a = 19.694(4) Å,
b = 11.450(2) Å, c = 8.3382(16) Å, β = 91.820(2)∘, V = 1879.3(6) Å3,
Z = 4, Rgt(F ) = 0.0408, wRref (F 2) = 0.1206, T = 296(2) K.

CCDC no.: 2259827

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.

1 Source of material

Isophthalohydrazide (194 mg, 1 mmol) and thiophene-
2-carbaldehyde (224 mg, 2 mmol) were dissolved in ethanol
(15 mL) and the mixture was refluxed for 6 h. The target
compound (351 mg, yield 92 %) was collected by filtration
and washed with ethanol. Single crystals of the product can
be obtained by recrystallization from ethanol.

Table : Data collection and handling.

Crystal: 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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2 Experimental details

All hydrogen atoms were identified in difference Fourier
syntheses. The Uiso values of the methyl groups, phenolic
hydroxyl and water were set to 1.5Ueq(C), and the Uiso values
of all other hydrogen atoms were set to 1.2Ueq(C).

3 Comment

Hydrazone is a Schiff base constructed by hydrazide and
carbonyl compounds. It has attractedmuch attention due to
its biological activities [4,5]. The structure of hydrazone
compounds has always been the focus of research [6–11].

A compound containing thiophene ring was synthe-
sized from isophthalohydrazide with thiophene-2-
carbaldehyde and characterized by single-crystal X-ray
diffraction [1–3]. In the crystal, the molecule exhibits
crystallographic C2 axial symmetry (C3, C4 and O2). The title
molecule is V-shaped. The dihedral angle between rings
C1–C4 and C7–S1 is 5.6°, and the dihedral angle between

rings C7–S1 and C7-a–S1-a is 3.7∘. The bond lengths of C(1)–
C(5), C(5)–N(1), N(1)–N(2), N(2)–C(6), C(6)–C(7), C(7)–S(1) and
S(1)–C(10) are 1.338(2), 1.3902(19), 1.270(2), 1.443(3), 1.710(2)
and 1.702(3) Å respectively.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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