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1. Absorption spectra of DPCO and probe 1
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Figure S1 Absorption spectra of DPCO and probe 1 ( 50 pM) in PBS buffer/DMSO (v/v=1/1, pH=7.4)

2. Emission spectra of DPCO and probe 1
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Figure S2 Emission spectra of DCPO and probe 1 (50 uM) in PBS buffer/DMSO (v/v=1/1, pH=7.4)
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3. HPLC of CTB assay
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Figure S3 HPLC of CTB assay: with CTB (left) and without CTB (right). Method: From 5% ACN/95%
water to 95% ACN/5% water in 20 min.
4. Stability of probe 1 in PBS

mAU

1600

1400

1200

1000

500

a00

400

200

o

T=0h | |

338
E= 14142

4,654
834
5832

maAU

1600

1400

1200

1000

800

600

T=72h |‘

%

|

&

15,724

T T T T T T
2 4 (] 8 10 12

14

T T
16 18

Figure S4 Stability of probe 1 in PBS(pH=7.4, 10 mM). Method: From 10% ACN/90% water to 95%
ACN/5% water in 20 min.

4.'NMR and 13C NMR spectra

Figure S5. 'H NMR Spectrum of compound 3 (400 MHz, DMSO—d)
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'H NMR (400 MHz, DMSO0) 3 874 (dd,.J=8.4, 1.0 Hz, 1H), 866(s, IH), 8.56(s, IH), 798 — 7.90 (m,
| 1H), 7.87 - 7.77 (my, 3H), 7.75 (s, 1H), 7.68 — 7.58 (m, 1H). 7.50 (d..J = 16.1 Hz, 1H), 7.35 - 7.26 (m,

2H), 704 (s, TH), 371 (t, /= 5.6 Hz, 1H), 3.59 (1, = 5.6 Hz, 1H), 3.27— 3.12 (m, 2H), 3.07 (s, 2H), 295 |[-4500
@:\/l (5. 1H), 2.68 — 2.59 (m, 3H).
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Figure S7. 'H NMR Spectrum of compound compound 5 ((400 MHz, DMSO-dj)
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[7:44 (m, 4H), 7.33 (dd, J= 13.7, 6.4 Hz TH), 7.13 (dd, ./ =
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Figure S8. 3C NMR Spectrum of compound compound 5 ((400 MHz, DMSO—d)

8 ¢ (101 MHz, DMSO) 171,21, 170.61, 158.82, 157.97, 156.13, 152,81, 151.94, 138,76, 137.70, 137.02,
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Figure S9. 'H NMR Spectrum of probe 1 ((400 MHz, DMSO—dj)
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Figure S10. HR-MS of compound 5
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 1000.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
3 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:56-56 H:53-62 N:9-9 0O:11-11 Na:0-1 I: 0-1
LYQ-00161-028-1C 14 (0.796)
1: TOF MS ES+
3.51e+003
100 1056.4169

1034.4397 4057 4222

1058.4274
1073.4008 B
8203417 11075200 11395272 11845575 1263 6835 13076059
800 850 900 950 1000 1050 1100 1150 1200 1250 1300

Minimum: -1.5

Maximum: 500.0 1000.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

1034.4397 1034.4412 =1:5 =1%5 315 35.4 0.0 C56 H60 N9 o0l1
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