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Hammett plots of substituent effects on redox potentials of substituted ferrocenes and

arylferrocenes

E°, V vs. NHE
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Directly substituted ferrocenes:
E°=0.689(11) + 0.50(3)0p
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Aryl-substituted ferrocenes:
E°=0.679(6) + 0.130(13)op,
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II.  Cyeclic voltammograms of Fe(CsH4CcH4sNH;), and pFlipH4

Conditions:
120 mV s™.
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NMR spectra of (pFlip)Pd (CD,Cl,)

'"H NMR
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III.  Energy and Cartesian coordinates of (pFlip*)Pd

Energy of optimized structure = -2961.57397513 a.u.

Cartesian coordinates of optimized structure:
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49 6 5.932050
50 1 6.801996
51 6 4.574293
52 1 4.244638
53 6 2.250694
54 6 1.497186
55 1 2.004865
56 6 0.108672
57 1 -0.459681
58 6 -0.580431
59 6 0.156847
60 1 -0.369244
61 6 1.547650
62 1 2.095935
63 6 1.547654
64 1 2.095969
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