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1. !H and '3C Nuclear Magnetic resonance (NMR) spectra
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'H NMR spectrum of AZB-PI.
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13C NMR spectrum of AZB-PI.
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IH NMR spectrum of AZB-Glc.
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13C NMR spectrum of AZB-Glc.
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2. Mass spectrometry results

T
-132.0

T
-132.5

=-9.6

[M+H]"
944,350
44
[M+Na]*
966.731
1045.750
150 800 850 900 950 1000 1050 1100

Mass spectrum of AZB-PI.



Intens. NS, 0.2min #9
6000
[M+Na]*
i 1124,3483
W IO O
" 125,353
2000 1126.3560
1123.349%6 A
11183033 1119.8031 it
800; Calculated exact mass for CsszoBleNilouNal
[M+Na]*
11243501
6000
40001 11253527
2000 11233528 11263553
J A 1127.3578
v J\ T T
1118 120 12 1124 112 1128 130 mz
Mass spectrum of AZB-Glc.
Intens. ]
x104 +MS, 0.9min #51
8 [M+Na]*
1376.1437
081 ¢ NN H B iy B cop
Ho. HN/o NQ\N%"“‘
06 A -
Q) it 8 1377.1459
04 MeO OMe
1375.1502
02 1378.1476
13741474
o0 AL
2 Calculated exact mass for Cs,H,gB;F,l,N;;014Na;y
10 [M+Na]*
13761434
08
06
1377.1460
04
02 1375.1461 ' 1378.1486
{ 1379.1511
00 . \ ; / o ey y
1372 1374 1376 1378 1380 1382 mz

Mass spectrum of AZB-Glc-I.



3. Singlet oxygen generation of AZB-Glc-I
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Figure S1. DPBF absorbance changes at 408 nm under being exposed to NIR light in the
presence of A) AZB-Glc-l B) Methylene blue in ethanol.
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Figure S2. The first order kinetic plot of DPBF absorbance at 408 nm vs irradiation times.

4. Time dependent internalization of AZB-P in cancer cells
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Figure S3. Time dependent internalization of AZB-P (5 uM) in HFL1, MDA-MB-231 and MCF-7
cells in various incubation times. Scale bars = 20 um.
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5. Competition assay between D-/L-Glucose and AZB-P

D-glucose L-glucose

Hoechst Hoechst
33342 AZB-P Merge 33342 AZB-P Merge

BL-Glucose BD-Glucose

120 -
100 -
80 A
60 -
40 -
20 4
’ 0 . 50 ' I

100 200
Concentration (mM)

-
I~
o

Control

50 mM

100 mM

Normalize Mean Fluorescent Intensity (%)

200 mM

o

Figure S4. Glucose competition assay of AZB-P (5 uM) in MDA-MB-231 cells in the presence
of various concentrations of D- Glucose and L-Glucose for 30 min. The fluorescence intensities
of the images were quantified using Image J and data are presented as means + SD (n =40) in
the bar graph. Scale bars = 20 um.

6. Stability of AZB-Glc-1, AZB-Glc, and AZB-P-I stock solutions

Solutions of AZB-Glc-l, AZB-Glc, and AZB-P-l were made as 1.5 mM stocks in DMSO
and stored at 20 °C. Before measuring absorbance spectra, all compounds were diluted in
DMEM (to mimic the cell assay condition) to a final concentration of 5 uM. The NIR absorption
of AZB-Glc-l, AZB-Glc, and AZB-P-l were measured by UV-VIS spectrometer (Thermo
Scientific/MultiskanGO) in three independent experiments, every day for 7 days. The
absorbance at 705 nm was normalized relative to the freshly prepared stock solutions.
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Figure S5. Normalized absorption at 705 nm of AZB-Glc-l, AZB-Glc, and AZB-P-I stock solutions
in DMSO measured every day for 7 days.



