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Fig. S1 Variable-temperature '"H NMR spectra (600 MHz, DMSO-ds) of 1.
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Fig. S2 'H NMR spectra (600 MHz, DMSO-d;, 295 K) of 1 (5.0 mM) upon successive addition of NaOH (012 eq).

The partial spectra are presented in Fig. 3.
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Fig. S3 'H NMR spectra (600 MHz, DMSO-ds, 295 K) of 4 (5.0 mM) upon successive addition of NaOH (06 eq).
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Fig. S4 '"H NMR spectra (600 MHz, DMSO-ds, 295 K) of 5 (5.0 mM) upon successive addition of NaOH (04 eq).
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Fig. S5 'H NMR spectra (600 MHz, 295 K) of a mixture of 1 (5.0 mM) and NaOH (6 eq) in DMSO-ds upon
successive addition of TFA (0-6 eq).



0.6 -

Abs. [-]

0.2 {

0

Fig. S6 UV—Vis absorption spectra of 4 (1.0 x 10-' mM) in the presence of NaOH (0-14 eq) [DMSO/H,0 = 20:1

(v/v); d=1 mm].
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Fig. S7 UV-Vis absorption spectra of 5 (1.0 x 10-' mM) in the presence of NaOH (0-10 eq) [DMSO/H,0 = 20:1
(v/v); d=1 mm].
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Fig. S8 'H-'H COSY NMR spectrum (600 MHz, DMSO-dg, 295 K) of 1.
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Fig. S9 'H NMR spectra (600 MHz, DMSO-ds, 295 K) of 1 (5.0 mM) upon successive addition of triethylamine
(0-36 eq) and NaOH (1 eq).
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Fig. S10 '"H NMR spectrum (600 MHz, DMSO-dg, 295 K) of 1.

11



190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 g0.0 70.0 60.0 50.0 40.0 300 20.0 10.0
ANY mm/bb L
TR CETIEFS =
vioed el I =S o onoenoen — v
R ZEZEEES A

=

X: paT’t.s per M

Fig. S11 3C NMR spectrum (150 MHz, DMSO-d;, 295 K) of 1.
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