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Figure S1. '"H NMR (CDCl;, 600 MHz) of compound PBI-Cl-AcMan.
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Figure S2. *C NMR (CDCls, 150 MHz) of compound PBI-CIl-AcMan.

Mode: Positive
Scans: 1

Warian ProMALDI
File: 5-3741_MALDI trans

3787.0221
! 37eE0152

0

3786.0281

80

&0

50

40

30

'64 o418 |

\~ /\_._/r\ff\ /\,‘/\er\,

== SaSL

VJ‘"

|
%

‘l\
L

| | | | I on
[ R I T I Y )
(WA N IR VR A SN AY

"“73 0273
N
il
| a774.0201
A

[ 1]
UL

3.55 a7 GC

37

3770 775 a7a0

765
MassiCharge

Figure S3. HRMS of compound PBI-Cl-AcMan.
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Figure S4. '"H NMR (DMSO-d¢+D,0, 600 MHz) of compound PBI-Cl-Man.
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Figure S5. °C NMR (DMSO-ds+D-0, 150 MHz) of compound PBI-CI-Man.
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Figure S6. HRMS of compound PBI-CIl-Man.
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Figure S7. Fluorescence spectra of PBI-Cl-Man (Ae, = 495 nm, from 3.0 x 10° M to
20x107° M) in PBS buffer (pH = 7.2, 10 mM, 0.1 mM CaCl,, 0.1 mM MnCl,).
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Figure S8. Concentration-dependent fluorescence spectra of PBI-ClI-Man (Ax =495
nm, from 2.0 x 10~ M to 3.0 x 107 M) in PBS buffer (pH = 7.2, 10 mM, 0.1 mM
CaCl,, 0.1 mM MnCl,).
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Figure S9. Fluorescence spectra of the complexes of PBI-CI-Man (Aex =495 nm, 2 x
107 M) and Con A (1 x 10" M) upon addition of &-MMP (from 4 x 10° M to 9.4 x
10 M) in PBS buffer (pH = 7.2, 10 mM, 0.1 mM CaCl,, 0.1 mM MnCl,).
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Figure S$10. CD spectra of the complexes of Con A (4 x 107 M) and compound
PBI-CI-Man (1 x 10° M) upon addition of &-MMP in PBS buffer (pH = 7.2, 10 mM,
0.1 mM CaCl,, 0.1 mM MnCl,).
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Figure S11. Inhibition curve of a-MMP for determination of the ICs.
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