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Figure S1. (—) Experimental CVs of 2 x 10 M a-TOH in CHsCN (with 0.0.013 M H,0) containing
0.2 M BusNPFg at 22 +2 °C recorded at a 1 mm diameter Pt electrode at varying scan rates (v). Positive
current is in the upwards direction. Current data were scaled by multiplying by v%°.The starting
potential is =1 V vs. Fc/F¢™ and the finishing potential is 0 V vs. Fc/Fc* on the second scan. (--) Digital
simulations of experimental data according to the mechanism in Scheme 2 and parameters in Tables 2
and 3.

S2



Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2011

1.0 -0.5 0.0 0.5
E/Vvs. Fc/Fc"

Figure S2. (—) Experimental CVs of 2 x 10~° M a-TOH in CHsCN (with 0.123 M H,0) containing 0.2
M BusNPFg at 22 +2 °C recorded at a 1 mm diameter Pt electrode at varying scan rates (1). Positive
current is in the upwards direction. Current data were scaled by multiplying by v°°.The starting
potential is -1 V vs. Fc/F¢™ and the finishing potential is 0 V vs. Fc/F¢* on the second scan. (--) Digital
simulations of experimental data according to the mechanism in Scheme 2 and parameters in Tables 2
and 3.
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Figure S3. (—) Experimental CVs of 2 x 10~ M a-TOH in CHsCN (with 0.233 M H,0) containing 0.2
M BusNPFg at 22 +2 °C recorded at a 1 mm diameter Pt electrode at varying scan rates (1). Positive
current is in the upwards direction. Current data were scaled by multiplying by v°°.The starting
potential is -1 V vs. Fc/F¢™ and the finishing potential is 0 V vs. Fc/F¢* on the second scan. (--) Digital
simulations of experimental data according to the mechanism in Scheme 2 and parameters in Tables 2
and 3.
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Figure S4. (—) Experimental CVs of 2 x 10~ M a-TOH in CHsCN (with 0.343 M H,0) containing 0.2
M BusNPFg at 22 +2 °C recorded at a 1 mm diameter Pt electrode at varying scan rates (1). Positive
current is in the upwards direction. Current data were scaled by multiplying by v°°.The starting
potential is -1 V vs. Fc/F¢™ and the finishing potential is 0 V vs. Fc/F¢* on the second scan. (--) Digital
simulations of experimental data according to the mechanism in Scheme 2 and parameters in Tables 2
and 3.
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Figure S5. (—) Experimental CVs of 2 x 10~ M a-TOH in CHsCN (with 0.453 M H,0) containing 0.2
M BusNPFg at 22 +2 °C recorded at a 1 mm diameter Pt electrode at varying scan rates (1). Positive
current is in the upwards direction. Current data were scaled by multiplying by v°°.The starting
potential is -1 V vs. Fc/F¢™ and the finishing potential is 0 V vs. Fc/F¢* on the second scan. (--) Digital
simulations of experimental data according to the mechanism in Scheme 2 and parameters in Tables 2
and 3.
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Figure S6. (—) Experimental CVs of 2 x 10 M a-TOH in CHsCN (with 0.563 M H,0) containing 0.2
M BusNPFg at 22 +2 °C recorded at a 1 mm diameter Pt electrode at varying scan rates (1). Positive
current is in the upwards direction. Current data were scaled by multiplying by v°°.The starting
potential is -1 V vs. Fc/F¢™ and the finishing potential is 0 V vs. Fc/F¢* on the second scan. (--) Digital
simulations of experimental data according to the mechanism in Scheme 2 and parameters in Tables 2
and 3.

S7



Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2011

Alpha-TOH

l ,«lw

L
Alpha-TOH : D20 =1 : 1 L]
i Jl ’JVWN

Alpha-TOH D20 =1:5

Figure S7. 400-MHz 'H NMR spectra of 80 mM a-TOH in dried CDsCN with different ratios of D,0.
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Figure S8. 400-MHz 'H NMR spectra of 80 mM o-TOH in dried CD;CN with different ratios of

DMSO.
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Figure S9. 400-MHz 'H NMR spectra of 80 mM o-TOH in dried CD;CN with different ratios of

pyridine.
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