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Abstract

C11H10N4S, orthorhombic, Pbca (no. 61), a = 12.132(1) Å,
b = 8.5791(8) Å, c = 21.292(2) Å, V = 2216.2 Å3, Z = 8,
Rgt(F) = 0.0389, wRref(F

2) = 0.1053, T = 296 K.

Source of material

The title compound was obtained by the reaction of 1-
(thiazolo[5,4-b]pyridin-2-yl)hydrazine (0.166 g, 1 mmol) and
acetylacetone (0.1 g, 1 mmol) in methanol. Single crystals suit-
able for X-ray diffraction were obtained by crystallization of the
title compound from methanol.

Experimental details

The hydrogen atoms were assigned with common isotropic dis-
placement factors Uiso(H) = 1.2 times Ueq(C, aromatic ring), and
Uiso(H) = 1.5 times Ueq(C, methyl). The final refinement
succeeded using geometrical restraints, with C–H = 0.93 Å (aro-
matic ring), and C–H = 0.96 Å (methyl).

Discussion

The thiazole ring has been found in many natural compounds that
have useful biological activities [1-3]. Thiazoles and their deriva-
tives have demonstrated to possess a wide range of physiology
and pharmaceutical activities such as antitumor [4], anti-
convulsant [5], antiviral [6], antibacterial [7], antimicrobial [8],
and fungicidal activities [9]. On the other hand, the C–H---) inter-

action, which can be defined as the attraction between a C–H
bond and a ) system, has received much attention in recent years.
Despite of being the weakest interaction among the hydrogen
bonds, it has been found in a variety of substances to play impor-
tant role in their physical, chemical, and biological properties [10,
11]. A view on the molecular structure of the title compound is
given in the figure. The independent part of the unit cell contains
one molecule of the title compound, which is constructed by the
pyridine-thiazole moiety, and the dimethyl-pyrazol moiety. All
non-hydrogen atoms of the title compound are almost planar with
a maximum deviation of 0.7401(2) Å for C11. The C–N bond
lengths are in the range of 1.293(2)-1.391(2) Å. The C1–S1 and
C6–S1 bond lengths of 1.7455(18) Å and 1.7450(16) Å are inter-
mediate between the double and single bonds. The shortening of
the C–S bonds showing the partial double-bond character, which
is in agreement with the literature data [12]. In the crystal struc-
ture, adjacent molecules are connected through weak intermol-
ecular C–H---) interactions, leading to the formation of a 1D
chain. The hydrogen atoms H10B and H11C interact with the
neighbouring pyrazol ring (Cg1) and pyridine ring (Cg2), respec-
tively, with d(H10B---Cg1) = 2.91 Å, d(C10---Cg1) = 3.4993(19)
Å and C10–H10B---Cg1 = 120°; d(H11C---Cg2) = 2.92 Å,
d(C11---Cg2) = 3.806(2) Å and C11–H11C---Cg2 = 154°.
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Crystal: colourless blocks, size 0.26%0.36%0.45 mm
Wavelength: Mo K, radiation (0.71073 Å)
*: 2.68 cm*1

Diffractometer, scan mode: CCD area detector, ! and '

2(max: 51°
N(hkl)measured, N(hkl)unique: 15224, 2061
Criterion for Iobs, N(hkl)gt: Iobs > 2 %(Iobs), 1751
N(param)refined: 147
Programs: SHELX [13]

Table 1. Data collection and handling.

_____________
* Correspondence author (e-mail: renyunlai2@126.com)

H(3) 8c 0.7709 *0.3118 0.5010 0.062
H(4) 8c 0.6220 *0.4018 0.5595 0.066
H(5) 8c 0.4471 *0.3217 0.5360 0.065
H(8) 8c 0.9292 0.2068 0.2294 0.058
H(10A) 8c 0.7269 0.2409 0.1411 0.097
H(10B) 8c 0.7517 0.3957 0.1776 0.097
H(10C) 8c 0.6364 0.3150 0.1844 0.097
H(11A) 8c 1.0241 0.0304 0.3188 0.083
H(11B) 8c 0.9458 *0.1082 0.3367 0.083
H(11C) 8c 0.9526 0.0391 0.3801 0.083

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

Atom Site x y z Uiso
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