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Details of X-ray Experiments

X-ray diffraction data for compounds 2a, 2¢, and 4g were obtained on a Bruker Smart Apex II
CCD diffractometer, and data for compounds 2b and 6 were obtained on a Rigaku SCXMini
CCD diffractometer. All data were collected at room temperature using graphite-monochromated
Mo-K [ radiation (A = 0.71073 A). Intensity data were collected using [J-steps accumulating
area detector images spanning at least a hemisphere of reciprocal space. All the data were
corrected for Lorentz polarization effects. A multi-scan absorption correction was applied using
SADABS15%' (compounds 2a, 2¢, and 4g), or CrystalClear™ (compounds 2b and 6). Structures
were solved by direct methods and refined by full-matrix least squares against 7~ (SHELXTL®).
All hydrogen atoms were assigned riding isotropic displacement parameters and constrained to
idealized geometries. The —CF; group in the structure of 2d was disordered by rotation over two
sites, with occupancies of 0.7 and 0.3. Restraints to bond distances and angles, and to thermal
parameters was required for the minor component of the disorder. The structure of compound 4g
shows two independent molecules in the asymmetric unit.

S1. Sheldrick, G. M., SADABS v2008/1, 2008.

S2. CrystalClear-SM Expert v2.0. Rigaku Americas, The Woodlands, Texas, USA, and Rigaku
Corporation, Tokyo, Japan, 2010.

S3. Sheldrick, G. M., Acta Crystallogr., 2008, 464, 112-122.
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'H and "*C Spectra for all compounds:
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