
successfully modeled isotropically as a 1:1 disorder of a CO ligand
and an H2O ligand.
After the Rh and P peaks, the next largest peak was located 5.5 Å

from the Rh atom. This peak was situated in the center of three smaller
peaks that formed a ca. 3-fold symmetric trigonal pyramid. Application
of the crystal symmetry operations generated four symmetry-related
peaks that, overall, formed a staggered ethane-like fragment that was
assigned as an end-to-end disordered SO3CF3- moiety. Upon assigning
the large peak as a S atom with a site-occupation factor) 0.5, the
largest peak in the subsequent difference map was located 0.96 Å from
the S position and just off the vector between S and the position of its
symmetry equivalent S(a). Overall, the pattern appeared to be the
partially resolved superposition of the C atom (from the CF3 group)
and the S atom (of the SO3 group). Therefore, the best approximation
of the disordered SO3CF3- resulted from a model where both the S
and C(2) atoms where given site-occupation factors of 0.5 and the F(1),
F(2), and F(3) atoms were assigned site-occupation factors of 1.0 each
in order to approximately account for both the superposition of the F
and O atoms.
Despite the disorder in the CO, H2O, and SO3CF3- positions,

refinement of the structure to 10.57% was possible. The density of

the crystals was determined to be 1.57(2) g/cm3 by flotation in a CCl4/
hexane mixture. The calculated density for 4 molecules oftrans-[Rh-
(CO)(PPh3)2(OH2)][OTf] per unit cell is 1.57 g/cm3.
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