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Crystal data for 3a Cy4H7N306S' (CCDC 941274): My = 473.45, monoclinic, space group P21/c, a =
12.7640(12) A, b =10.2238(6) A, ¢ = 18.2787(14) A, o = 90.00 S = 108.332(9), = 90.00, V = 2264.3(3)
A3, Z=4,Dc=1.389 mg/m3, F (000) = 976, crystal dimension 0.48x0.38x0.35 mm, radiation, Mo Ka (A
= 0.71073A), 3.13<26<25.10, intensity data were collected at 295(2) K with a Bruker APEX-II CCD
area-detector diffractometer, and employing @/26 scanning technique, in the range of -14<h<l5, -
11<k<12, -16<1<21; the structure was solved by a direct method, all non-hydrogen atoms were positioned

and anisotropic thermal parameters refined from 4024 observed reflections with R (into) = 0.0783 by a

full-matrix least-squares technique converged to R = 0.0500 and Raw = 0.1165 [[>2sigma(])].
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