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			Introduction

			Benzothiophenes are important heterocycles either as biological active molecules or as luminescent components used in organic materials [1-3]. One of the most important drugs based on the benzothiophene system is Raloxifene which was approved by the U.S. Food and Drug Administration for the prevention and treatment of osteoporosis in postmenopausal women [4-6]. Raloxifene is a representative of a class of compounds known as selective estrogen receptor modulators (SERMs) that exhibit estrogen agonist-like actions on bone tissues and serum lipids while displaying potent estrogen antagonist properties in the breast and uterus. Recently, 3-oxygenated benzothiophene has been reported to display a substantial (10-fold) increase in estrogen antagonist potency relative to raloxifene [7-11]. We report herein the Crystal structure of 2-Amino-6-methyl-4,5,6,7-tetrahydro-1-benzothiophene-3-carbonitrile (1) and 2-Amino-7-oxo-4,5,6,7-tetrahydro-1-benzothiophene-3-carbonitrile(2).

			X-Ray Analysis and Refinement

			The X-ray diffraction data for the compound 1 was collected on a Bruker Smart CCD Area Detector System. Intensity data were collected up to a maximum of 29.2° for the compound in the –ф scan mode. The data were reduced using SAINTPLUS [12]. A total of 11284 reflections were collected, resulting in 2441 independent reflections of which the number of reflections satisfying I>2 σ(I) criteria were 1878. These were treated as observed. The structure was solved by direct methods using SHELXS97 [13] and difference Fourier synthesis using SHELXL97 [13]. The compound Z3 crystallizes in monoclinic space group P21/c. The fused benzothiophene ring system is substituted with amino, methyl and carbonitrile groups. The thiophene ring is essentially planar (r.m.s. deviation = 0.05Å). The carbon atoms C9 and C10 are disordered over two sites (C9A/C9B and 

C10A/C10B) with site occupancy factors 0.650(3) and 0.350(3) resulting in a major and a minor conformers (Figure 1).
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			X-Ray Analysis and Refinement

			The X-ray diffraction data for the compound 2 was collected on a Bruker Smart CCD Area Detector System. Intensity data were collected up to a maximum of 27.0° for the compound in the –ф scan mode. The data were reduced using SAINTPLUS [12]. A total of 6202 reflections were collected, resulting in 2058 independent reflections of which the number of reflections satisfying I>2 σ(I) criteria were 1671. These were treated as observed. The structure was solved by direct methods using SHELXS97 [13] and difference Fourier synthesis using SHELXL97 [13]. The positions and anisotropic displacement parameters of all non-hydrogen atoms were included in the full-matrix least-square refinement using SHELXL97[13] (Figures 2 & 3) [14,15].
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Figure 3: A unit cell packing of the title compound showing
N-H...O, N-H...O and N-H...S Intermoleclar interactions with
dotted lines.






OEBPS/image/JP_Logo_for_web_310x90-01(1).jpg
i Juniper

UBLISHERS
u- —|oyaahuiiazs





OEBPS/image/115596.png
Figure 1: ORTEP diagram of compound 1, showing 50%
probability displacement ellipsoids and the atom-numbering
scheme.
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Figure 2: Molecular structure of the title compound 2.
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