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The calculations were run using the Gaussian 09 (Revision D.01) program package1 and the B3LYP functional. Plausible
ligand arrangements for [Rh{Si(OEt);}(CH,CHCF;)(PEt;),] (2) and fac-[Rh(H)(CH,CHCF;)(PEts);] (5) were optimized and the
depicted structures turned out to be the minima. The cc-pVTZ basis sets were employed for all rhodium- and silicon-bound
atoms (cc-pVDZ for all other carbon and hydrogen atoms). Rhodium was described on using RECPs with the associated cc-
pVTZ-PP basis set. Frequency calculations were run for all stationary points to identify them as minima (no negative
eigenvalues). Energies were corrected for zero-point energy.
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Figure 1. DFT-optimized structures of [Rh(CH,CHCF;){Si(OEt);}(PEts),] (2) and fac-[Rh(H)(CH,CHCF;)(PEt;);] (5) as well as
their energies. The ethyl groups of the phosphine ligands as well as of the silyl ligand have been omitted for clarity.
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corrected for zero-point energy and given in Hartree:
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Optimized cartesian coordinates for complex fac-
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for zero-point energy and given in Hartree:
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Figure 2. % 13C HMBC NMR spectrum (282.4 MHz/75.4 MHz, [Dg]benzene optimized on long-range coupling) of 1,1,1-
trifluoropropane-3-triphenylgermane 8.
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