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TableS1 H Chemical shifts (opm vs TMS), multiplicity and coupling constants (Hz) of
norbadione A (1.47 ~ 10> M) solutions as a function of pD. Solvent: CD;OD/D,0O

(80/20 by weight), T = 25.0(2) °C.

proton pD=1.0 pD =21 pD =34 pD =6.4 pD =85 pD =10.0

3 751(9  7.48(9 7.43 7.41(9 7.41(9) 7.32(9
(d, 0.9)
5 8.98 (9 9.07 9.09 9.11 9.11 (3 9.10 (3

(d, 0.9) d,09  (d 08)
7 8.93 (s) 9.00 9.02 9.04 9.04(s  9.00(9
(d, 0.9) d,09  (d 05)
88 7.41 7.36 7.29 7.27 7.32(br)  7.56 (br)
d,88  (d87) d,87)  (d 84)
9,9 6.96 6.95 6.92 6.90 6.91 6.90
d,85  (d 88) d,90)  (d 88 d,88  (d 88
8", 8" 730 7.26 7.22 7.22 7.32(br)  7.56 (br)
d,86)  (d,87) d,87)  (d 83
9, 9" 693 6.92 6.90 6.88 6.89 6.87
d,85  (d 87 d,90)  (d 88) d,92  (d 89

br =broad signal
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Figure S1 Potentiometric titration of norbadione A (1.50 x 102 M) by N(CHs);OH (1.03 x
10! M). Solvent: methanol/water (80/20 by weight); T = 25.0(2) °C; | = 0.1 M

(N(C2Hs)4ClO.).
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Figure S2 Absorption spectra of norbadione A (1.90 ~ 10 M) as a function of pH. Solvent:
methanol/water (80/20 by weight); T = 25.0(2) °C; 1 = 0.1 M (N(C2H5)4ClOy); | =

1 cm. Spectra: (1) pH = 4.86; (2) pH = 10.40.
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Figure S3 Absorption spectra of norbadione A (2.38 x 10 M) as a function of pH. Solvent:

methanol/water (80/20 by weight); T = 25.0(2) °C; 1 = 0.1 M (N(C2H5)4ClOy); | =

1 cm. Spectra: (1) pH = 3.63; (2) pH = 1.05.
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Figur e S4 Spectrophotometric titration of norbadione A (9.89 © 10° M) by cassium. Solvent:

methanol/water (80/20 by weight); T = 25.0(2) °C; 0.1 M succinic acid/ TMAOH

buffer; pH = 6.1; | = 2 cm; Spectra (1) [Cs'] = 0; (2) [CS]wor = 1.02° 10* M.



