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Gas-phase molecular geometry of 10 optimized at the PBEOQ/6-31G* level. All nuclear

coordinates are given in A,

T— - T = T T OO OO0 zZ2a0o000ac=z2ommo 00000

. 688642
. 367572
. 605624
. 300037
. 985669
. 000000
. 909739
. 000000
. 632384
. 572639
. 000000
. 572639
. 075749
. 632384
. 605624
. 300037
. 985669
. 000000
. 688642
. 367572
. 909739
. 075749
. 000000
. 877586
. 589774
. 1564429
. 877586
. 589774

. 975737
. 997061
. 252041
. 451699
. 426072
. 188923
. 173533
. 000000
. 102623
. 088316
. 000000
. 088316
. 257590
. 102623
. 252041
. 451699
. 426072
. 188923
.975737
. 997061
.773533
. 257590
. 000000
. 124541
. 180671
. 388110
. 124541
. 180671

. 046962
. 116676
. 126615
. 088137
. 039293
. 995355
. 036492
. 162768
. 702115
. 036917
. 700896
. 036917
. 819818
. 702115
. 126615
. 088137
. 039293
. 9953565
. 046962
. 116676
. 036492
. 819818
. 183747
. 884980
. 481735
.679016
. 884980
. 481735

S2



Electronic Supplementary Material (ESI) for Dalton Transactions

This journal is © The Royal Society of Chemistry 2013

o O 0O 0D - - = = =

Gas-phase molecular geometry of 7a optimized at the PBEOQ/6-31G* level. All nuclear

coordinates are given in A,
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NMR Spectra
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Fig. S1. *H NMR spectrum of crude 7a in CD,Cl,.

S6




Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013

—— 2.54
— 1.89
— 1.63

Q
(=) — —_—
Ha
MMMMW
10.0 9.8 9.6

Residual CHDCI,

HD
|
Aromatic Protons
HE
|
iy \ ||'|ZO
\ [ |
g "L | - I A |
(W] J J (]
22438 2 6 6
8 7 6 5 4 3 2 1 0

Fig. S2. 'H NMR spectrum of 7a in CD,Cl,.
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Fig. $3. **C NMR spectrum of 7a in CD,Cl..
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Fig. S4. *H NMR spectrum of crude 7b in CD,Cl,.
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Fig. S5. 'H NMR spectrum of 7b in CD,Cl,. The inset shows the broadened OH signal.
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Fig. S6. *C NMR spectrum of 7b in CD,Cl,.
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Cyclic Voltammetry
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Fig. S7. Cyclic voltammograms showing the oxidation of complexes 7a (blue), 7b (red), 8a
(black) and 8b (green) recorded at 250 mV/s scan rates in acetonitrile solutions. The
concentrations of supporting electrolyte (BusN*PFg) and analyte were 0.1 M and 1 mM
respectively. Complexes 7a,b and 8a,b were not electrochemically active between -2.3 V and

0.2 V under the conditions employed.
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Fig. S8. Cyclic voltammograms showing the reduction of complexes 7a (blue), 7b (red), 8a
(black) and 8b (green) recorded at 250 mV/s scan rates in acetonitrile solutions. The
concentrations of supporting electrolyte (BusN*PF¢) and analyte were 0.1 M and 1 mM
respectively. Complexes 7a,b and 8a,b were not electrochemically active between -2.3 V and

0.2 V under the conditions employed.
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