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1. Characterization of compounds

The characterization data and synthetic procedures for 30, 3M and 3P were previously published!"

1a. Characterization and spectroscopic data for 20, 2M and 2P
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Figure S 1 HR-MS ESI of 2P. lon detected atm/z 996.2731 and internal standard at m/z 920.5213 et m/z 1020.5738.
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Figure S 2 FT-IR ATR (diamond) spectra of 2P (solid)
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Figure S 3 'H-NMR spectra of 2P (CDCls, 399.78 MHz)
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Figure S 4 3C-NMR spectra of 2P (CDCls, 100.53 MHz)
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Figure S 5 Elemental analysis for 2P. Calculated : 68.69%C 5.15%H 13.10%S Found: 68.42%C 5.05%H
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Figure S 6 HR-MS ESI of 20. lon detected atm/z 996.2731 and internal standard at m/z 920.5213 et m/z 1020.5738.
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Figure S 7 FT-IR ATR (diamond) spectra of 20 (solid)
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Figure S 8 IH-NMR spectra of 20 (CDCls, 399.78 MHz)
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Figure S 9 3C-NMR spectra of 20 (CDCls, 100.53 MHz)
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Figure S 10 HR-MS ESI of 2M. lon detected atm/z 996.2728 and internal standard at m/z 920.5213 et m/z 1020.5738.
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Figure S 11 FT-IR ATR (diamond) spectra of 2M (solid)
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Figure S 12 'H-NMR spectra of 2M (CDCls, 399.78 MHz)
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Figure S 13 13C-NMR spectra of 2M (CDCls, 100.53 MHz)

1b. Characterization and spectroscopic data for 10, 1M and 1P
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Figure S 14 HR-MS MALDI- ToF (DTCB matrix, negative mode, laser 355 nm) of 1M
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Figure S 15 FT-IR ATR (diamond) spectra of 1M (solid)
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Figure S 16 'H-NMR spectra of 1M (DMSO-ds, 399.78 MHz)
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Figure S 17 HR-MS MALDI- ToF (DCTB matrix, negative mode, laser 355 nm) of 10
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Figure S 18 FT-IR ATR (diamond) spectra of 10 (solid)

S10



1.0

g < {3 i) hl3S

S o NNNKN NNNNNKN LRV

I N\ =\ N

Parameter value 22 BIRS INNLUY ]2

% © NRNKN RNRNKRN oo
1 Title MV25 NV NN
2 Comment single_pulse
3 Origin JEOL HOOC COOH
4 Spectrometer JINM-ECS400
5 Solvent CbCi3
6 Temperature 25°C
7 Number of Scans 32
8 Relaxation Delay 5.0000
9 Pulse Width 3.3750
10 Spectrometer Frequency 399.78
11 Spectral Width 7502.4 HOOC COOH
12 Lowest Frequency -2502.6
13 Nucleus 1H ? ; 3 ? E
14 Acquired Size 16384 : il ;" = . L] . T’ ;
15 Spectral Size 16384 9.0 8.5 8.0 7.5 7.0 6.5 6.0
f1 (ppm)
¥ o
L ! A A -
o= < % =
T T T T T T T T T T T T T T T T 1
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5
f1 (ppm)

Figure S 19 'H-NMR spectra of 10 (DMSO-ds, 399.78 MHz)
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Figure S 20 HR-MS MALDI-ToF (DHB matrix, negative mode, laser 355 nm) of 1P
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Figure S 21 FT-IR ATR (diamond) spectra of 1P (solid)
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Figure S 22 'H-NMR spectra of 1P (DMSO-ds, 399.78 MHz)
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2.Photophysical measurements

a
£ 40000 - 5
“.'o \OS/
= 5
= _
20000 A

300 400 500 600

A (nm)

Figure S23 Absorption spectra (solid lines) and normalized emission spectra (dashed lines) in air-equilibrated THF solution (Aexc= 400
nm) of 2P (black), 20 (red), and 2M (green).
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Figure S24 Absorption spectra (solid lines) and normalized emission spectra (dashed lines) in air-equilibrated THF solution (Aexc= 410
nm) of 1P (black), 10 (red) and 1M (green).
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Figure S25 Absorption spectra (solid lines) and normalized emission spectra (dashed lines) in air-equilibrated aqueous solution at
pH=8 (Aexc= 390 nm) of 1P (black), 10 (red) and 1M (green).
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Figure S26 Absorption (left) and fluorescence (right) of a 4.8x10¢ M solution of 1P in air equilibrated NaOH 0.1mM water solution
upon titration with a 3.73 mM water solution of Pb(NOs),: red line (0 eq), black line (2 eq). Inset show the normalized absorption
changes at 400 nm (black) and 470 nm (green) and emission intensity changes at 470 nm (green).
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Figure S27 Absorption (left) and fluorescence (right) of a 3.3x10¢ M solution of 10 in air equilibrated NaOH 0.1mM water solution
upon titration with a 3.73 mM water solution of Pb(NOs),: red line (0 eq), black line (2 eq). Inset show the normalized absorption
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Figure 28 Absorption (left) and emission (right) spectra of a solution of 1M in air-equilibrated aqueous solution (pH=8) (red line)
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upon addition of 2.5 eq of Pb(NO3s); (green line) and 5 eq of EDTA (blue line). Aem = 390 nm.
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Figure S29 Absorption (left) and emission (right) spectra of a solution of 1P in air-equilibrated aqueous solution (pH=8) (red line)
upon addition of 2.5 eq of Pb(NO3s) (green line) and 5 eq of EDTA (blue line). Aem = 390 nm.
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Figure S30 Size distribution by DLS analysis on a 3.0 x 10 M solution of 1M in aqueous solution (pH=8) upon addition of 2.5 equiv.
of Pb(NOg)z.
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Figure S31. Size distribution by DLS analysis of scattered intensity of a 3.0 x 10® M solution of 1M in air-equilibrated aqueous
solution (pH=8) (red) upon addition of 2.5 equiv. of Pb(NOs), (green) and 5 equiv. of EDTA (blue).
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