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Figure S1. Titration curve of alizarin in DMSO-d% containing residual water (c = 10,6 mg.ml"; 0,044
mmol.ml-") using NaOD solution in D,0 (c = 0,33 mmol.ml") at 298K.

H5+8(M+m) HB+7(M) - H4M

H6+7(m) M H3m H3M
M [

alizarin
Hg Hs  HE+7, ||Ha ||Hs
lake 2
A A 2 .
AR AL M _—
A A A A A
Y | V- W A W | S M 120 pl
A A A A A
A M M 115 4
A A
m m m m
% " J}\k AN 100 pl
A A m m m m
JL _ M 90 pl
____Jek/e\flm i i i
A A R L] A m A m
M 70 ul
m m
A A A A m A m
M 60 pl
M+m M+m
A A A A M+m A m M
— M
M+m Mim M+m 50 }/ll
A A A A A m M
Mem 40l
M+m M+m
A M
A e > . 30 4l
M+m M+m "
M - 20 ul
AN S R '
RS M 10 pl

5ul
H8 H5 Ws A H4 J\]@
lake 1

T T T T T T T T T T T T T
8.4 8.2 8.0 7.8 76 7.4 7.2 7.0 6.8 6.6 6.4 6.2 ppm

Figure S2. "H NMR spectra (DMSO-ak) of lake 1 with increasing volumes of DCl (c = 0.24 mmol/ml).
“M" and “m" refer to species 2M and 2m, respectively, and “A" stands for alizarin.
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Figure S3. "H NMR spectra (DMSO-d) of lake 2 with increasing volumes of NaOD (c =0.33 mmol/ml)
and comparison with lake 1.

8.5
® e o0 e
00 00 on2ee o . ° o © 00 0 000 0
8.0 S8 © 0 o®oano
*e e,
400, . . ¢ e,
00 0o, S0 e HY/HB
7.5 < < < O 0N OX0 o o HBIHB
0o < * Hr+Ho
7.0 ! " x i
x‘ x H3
x
x
x
x
6.51 * * x xxxxx
L
6.0 T T T T T 1
8 9 10 1 12 13 14

pH

Figure S4. "H chemical shifts of alizarin as function of pH, in DMSO-dk solution containing residual
water.
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Figure S5. H-DOSY spectrum of lake 2 in DMSO-a, at 298K.
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Figure S6. H-DOSY spectrum of a mixture of lakes 1 and 2 in DMSO-d5, at 298K.
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Figure S7. H-DOSY spectrum of lake 1 in DMSO-g, at 298K.



