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Figure 5. Spectral change upon addition of
MeO~ (3.0 X 107 M) to a deaeated MeCN
solution of 1H2 (1.5 X 10™ M) at 298 K.
Inset: plot of the absorbance change at 281
nm against [MeO~]/[1H2].
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Figure 6. Spectral change observed in the
reaction of 1 (1.5X10™ M) with O, (1.3 X
1072 M) in MeCN at 298 K (interval: 600 s).
Inset; first order plot based on the absorption

change at 428 nm.
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Figure 7. (a) ESR spectrum of 1°~ gencrated
in the reaction of 12— (3.4 X 10~3 M) with
02 (1.3 X 102 M) in MeCN at 298 K.
(b) Computer simulation spectrum with g =
2.0048, a(H!) = 6.64 G, a(H2) = 1.10 G,
a(H3) = 1.10 G, DHmg] = 06 G. The
calculated hfs values of 1°~ using the ADF
method are a(H!') = 6.6 G, a(H2) = 39 G,
a(H>)=35G
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Figure 8. Spin density distribution and
calculated hyperfine splitting constants of 1b”
by using the ADF method.
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Figure9. ESR spectrum of O2*~ generated
in the reaction of 12= (3.4 X 107 M) with
02 (1.3 X 107M) in MeCN at 298 K and

measured at 77 K.
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Figure 10. Plot of ky, vs [0,] in the
electron-transfer oxidation of i* by O, in
MeCN at 298 K. The list-order plots for
determination of k,, values at each O,

concentration are shown in Figure S1 and S2.
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