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Abstract

C13H17N5O2, monoclinic, P21/c (no. 14), a = 11.1953(3) Å,
b = 5.5215(2) Å, c = 22.6998(5) Å, � = 99.929(2)°,
V = 1382.2 Å3, Z = 4, Rgt(F) = 0.0373, wRref(F

2) = 0.1104,
T = 296 K.

Source of material

A solution containing 3-(1H-imidazol-1-yl)-1-phenylpropan-1-
one [2] (0.86 g, 4.3 mmol), semicarbazide hydrochloride (0.32 g,
4.3 mmol), and anhydrous sodium acetate (0.35 g, 4.3 mmol) in
absolute ethanol (40 mL) was stirred at ambient temperature for
18 h. The reaction mixture was filtered and the filtrate was evapo-
rated under vacuum. The residue was crystallized from ethanol to
give 0.44 g (40%) of the title compound as colourless crystals
(m.p.: 412-414 K), which were suitable for single crystal x-ray
analysis.

Discussion

Epilepsy is the most prevalent neurological disorder, affecting
about 50 million people worldwide [3]. Although there are recent

significant advances in pharmacotherapy of epilepsy, nearly 20-
30% of epileptic patients cannot be adequately controlled by the
clinically available anti-epileptic drugs [4]. Therefore, there is an
essential demand for more effective and safer new anti-epileptics.
The title compound displayed 50% seizure inhibition at a dose
level of 972 �mol/kg in animal model mice using subcutaneous
pentylenetetrazole (scPTZ) convulsive screen without any
neurotoxicity [5]. The crystal structure of title compound con-
tains one title molecule and one additional water molecule in the
asymmetric unit. The six-membered ring (C1–C6) is nearly pla-
nar. The dihedral angles between the six-membered ring and
imidazole ring (N1/C10/C11/N2/C12) is 61.68 (5)°. All geomet-
ric parameters are in the expected ranges and close to the values
reported for a related structure [6]. The molecules packing in the
crystal structure is stabilized by four intermolecular hydrogen
bonds, of which O1, O2 and N2 work as hydrogen bond acceptors
and N4, N5, and O2 work as hydrogen bond donors. The distance
of the interactions between N4–H1N4���O1 is 2.181(16) Å,
N5–H2N5���O2 is 2.068(17) Å, O2–H2OW���N2 is 1.99(2) Å, and
O2–H1OW���O1 is 2.036 Å and the angles are 170.1(15)°,
173.0(16)°, 169(2)°, 173.11(21)°, respectively.
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Crystal: colourless plates, size 0.06�0.31�0.92 mm
Wavelength: Cu K� radiation (1.54178 Å)
�: 7.68 cm�1

Diffractometer, scan mode: Bruker APEX-II CCD, � and �
2�max: 143.87°
N(hkl)measured, N(hkl)unique: 2594, 2594
Criterion for Iobs, N(hkl)gt: Iobs > 2 �(Iobs), 2260
N(param)refined: 204
Programs: SHELX [1]

Table 1. Data collection and handling.

_____________
* Correspondence author (e-mail: mattia@ksu.edu.sa)

H(1A) 4e 0.5395 �0.0175 0.2836 0.065
H(2A) 4e 0.3805 �0.1751 0.3232 0.084
H(3A) 4e 0.3379 �0.0357 0.4130 0.086
H(4A) 4e 0.4561 0.2654 0.4633 0.091
H(5A) 4e 0.6137 0.4300 0.4237 0.073
H(8A) 4e 0.7009 0.6489 0.3633 0.047
H(8B) 4e 0.7781 0.6402 0.3121 0.047
H(9A) 4e 0.9332 0.4332 0.3790 0.049
H(9B) 4e 0.9132 0.7014 0.3977 0.049
H(10A) 4e 0.7866 0.7498 0.4922 0.055
H(11A) 4e 0.7799 0.4734 0.5754 0.060
H(12A) 4e 0.9105 0.1116 0.4541 0.054
H(1N4) 4e 0.888(1) 0.360(3) 0.2761(7) 0.046(4)
H(1N5) 4e 0.747(2) �0.114(3) 0.2165(8) 0.056(5)
H(2N5) 4e 0.841(2) �0.184(3) 0.1776(8) 0.059(5)
H(1OW) 4e 0.946(2) 0.456(4) 0.1563(9) 0.076(6)
H(2OW) 4e 0.902(2) 0.503(4) 0.0980(9) 0.071(6)

Table 2. Atomic coordinates and displacement parameters (in Å2).

Atom Site x y z Uiso



250 C13H17N5O2
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Atom Site x y z U11 U22 U33 U12 U13 U23
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