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pKa determination. Compound 1 was dissolved in an excess of aqueous HCl (0.01M) and then 
titrated with aqueous NaOH (0.01M). The pH was monitored potentiometrically with a glass pH 
electrode and the data analysed with HYPERQUAD2013 to afford the acidity constants. The 
pKa was determined for two concentrations of 1, as shown below. 

[1] initial pKa 

1 mM 6.4 ± 0.1 

5 mM 6.0 ± 0.1 

 

Figure ESI20. Species distribution diagram as a function of pH for compound 1. 
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