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Supporting Information
1H NMR spectrum of 1.
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CSI-TOF mass spectra of 1 in CHCIs/MeOH = 1:1 in the presence of K+ at [K*]/[1] = ca. 1.

Acq. Data Name: 08121511
Creation Parameters: Average(MS[1) Time:0.04..0.98)

Experiment Date/Time: 12/15/2008 3:56:24 PM

lonization Mode: ColdSpray+
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CSI-TOF mass spectra of 1 in CHCIs/MeOH = 1:1 in the presence of K+ at [K*]/[1] = ca. 100.

Acq. Data Name: 08121514
Creation Parameters: Average(MS(1] Time:0.08..0.98)
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Experiment Date/Time: 12/15/2008 4:24:13 PM
lonization Mode: ColdSpray+
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Determination of K1 and AG.

Define the step complex formation constants, K1 and Ko, as

1+Na" <X —>1Na
INa+Na* «%251Na,,

K [1Na] _ [1Na, ]
' [Na]” * [1Na][Na]
Therefore,

[INa]=k,[1][Na] [iNa,]=K,K,[1][Na¥.
The initial molar concentration of 1 (or total concentration of 1) can be defined as

S =[1]+[1Na]+[1Na, |=[1]+ K, [1]Na]+ K, &, [1]Na [
= (1+ K, [Na]+ K, K, [Na ] J1] '

The molar fraction of [1Nas] can be written as

[lNaz] _ KK, [Na]2
S 1+K,[Na]+K,K,[Na]

f=

A curve fitting of the experimentally obtained relationship between fand [Nal] (Fig. S1, square
plots) by using the above formula (red curve) gave two undetermined coefficients, K1 and Kz.

Accordingly, log K1 and log Kz are estimated to be 5.39 and —1.00, respectively.
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Figure S1 Plot of molar fraction of 1 against [Nal. Result of

the curve fitting procedure is depicted by the red curve.
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