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Assignment #4

In this assignment, your group will evaluate the factors that affect preferences for cis vs. trans geometric preferences in square planar palladium complexes.
1. Perform calculations (geometry optimizations) on the following molecules with the cis configuration:
cis-(Me3P)2PdCl2



cis-(CO)2PdCl2
cis-(Me3P)2PdMe2



cis-(CO)2PdMe2
2. Now perform calculations on compounds with the same formulation but a trans geometry.
3. Compare the final energies of the two possible geometries to determine whether the cis or trans isomer is more stable.
4. Upon comparing the energetic differences in each of the four pairs of cis/trans isomers, provide an explanation for the geometric preferences.  Do the ligands in this study appear to follow a trend related to the trans effect?

