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Figure S1. EPR spectra of 3a in methanol at 298 and 77 K.



Hess [Ha]

Electronic Supplementary Information for Dalton Transactions
This journal is © The Royal Society of Chemistry 2010

42 -0,7
-p 6000000
407 ooooOOOOO 06

00° I

) o]

o © ~05

3,84 0 L

@]

1 o 0,4
O 1

3,6—. o a
1 o -0,3

344% o I
| o 0,2
32 0,1
§ ., '

. I
3,0 . T”.",’".”,’".","—-—'—'—f—'—%—'—'—ﬁ' L0,0

0 50 100 150 200 250 300

T[K]

Zmol [Cm3m0|_1]

Figure S2. Temperature dependence of magnetic moment (o) and molar susceptibility (o) of 1a.
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Figure S3. Temperature dependence of magnetic moment (o) and molar susceptibility () of 1b.
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Figure S4. Calculated and experimental isotope distribution of the molar peak of the cation of 3a
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Figure S5. Calculated and experimental isotope distribution of the molar peak of the cation of 3b
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Parameters used for simulation of ESR spectra of 3b and comparison with the experimental
spectrum in solution:

Mnll RU2”'”I
Jiso 1.999 2.38
Aiso 240 MHz | -
full width at half maximum (Gaussian 7mT 40 mT
lineshape)
0 1000 2000 3000 4000 5000 5000
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Parameters used for simulation of ESR spectra of 3b and comparison with the experimental
spectrum in a frozen solution at 77 K:

Mnll RUQ“'”I
[9x 9y 9] [1.88 2.00 2.11] [4.24.221]
[Ac Ay A [200 280 230] MHz | -
full width at half maximum (Gaussian | 2 mT 30 mT
lineshape)
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