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Crystal data for 3s (C14H11BrS, 291.20) orthorhombic, space group P2(1)2(1)2(1), a = 

6.0206(4) Å, b =10.2488(7) Å, c = 20.3688(13) Å, volume = 1256.83(14) Å3, Z = 4, 

specimen 0.403 × 0.204 × 0.057 mm3, T = 296(2) K, SIEMENS P4 diffractometer, 

absorption coefficient 3.405 mm-1, reflections collected 8909, independent reflections 

2206 [R(int) = 0.0350], refinement by full-matrix least-squares on F2, 

data/restraints/parameters 2206/0/145, goodness-of-fit on F2 = 1.059, final R indices 

[I>2σ(I)] R1 = 0.0353, wR2 =0.0740, R indices (all data) R1 = 0.0682, wR2 = 0.0815, 

largest diff peak and hole 0.573 and –0.371 eÅ-3. CCDC 902936 (3s) contains the 

supplementary crystallographic data for this paper. These data can be obtained free of 

charge from the Cambridge Crystallographic Data Centre 

viawww.ccdc.cam.ac.uk/data_request/cif. 
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