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Figure S1 'H NMR spectrum of Q1 in DMSO-ds
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Figure S2 '"H NMR spectrum of Q2 in DMSO-ds
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Figure S3 'H NMR spectrum of Q3 in DMSO-ds



Monoisotopic Mass, Even Electron lons

58 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-35 H:0-60 N:0-1 0:0-6

210217 _5a_AGA 17 (0.197) Cm (12:17-5:10) TOF MS ES+
10 316.1186 | S Sy A0 saenae
N g
%
304.8204 3091393 3100041 312.4583 a15.8153 31?‘|12321?8n,1288 321.133’1?.2'12;2{}3.1335 3260362
Tk | a0m0 | sho | 3120 | a1a0 | 6o | swo | a0 | 5o | szeo | a0
Minimum: -1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa FFM DEE i=-FIT Norm Conf (%) Formula
316.1186 316.1185 0.1 0.3 9.5 193.7 n/a n/a Cl7 H18 N 05

Figure S4 HRMS spectrum of Q1

Monoisotopic Mass, Even Electron lons

121 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-35 H:0-60 N:0-1 0O:0-6 Na:0-1

210217_5b_AG 23 (0.248) Cm (23:29-3:9) 1: TOF MS ES+
2.01e+006
10 346.1294 N . (COOCHe),
MeO NH/\\{O
Yo
347.1327 362.1371
320.0857_330.0933332.1036 3345895 338 0497340.0802 3411544 344 3027 48.1362 | 3531400 357_1143353-7;32
e e R B o e o e e o e e e R A B s o e e e e e e S T B o B I L ARLME fn i B o
330.0 3325 335.0 3375 340.0 3425 345.0 3475 350.0 352.5 355.0 357.5
Minimum: -1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa FPM DEE i=-FIT Norm Conf (%) Formula
346.1294 346.1291 0.3 0.9 9.5 952.6 n/a n/a Cl8 H20 N 06

Figure S5 HRMS spectrum of Q2

Monoisotopic Mass, Even Electron lons

121 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-35 H:0-80 N:0-1 0:0-6 Na:0-1

210217_5¢_AG 17 (0.197) Cm (12:17-2:9) 1: TOF MS ES+
2.70e+006

346.1290

MeO oy, COOCoH);

e
N g

347.1325
352.1367

m/z
330.0 335.0 340.0 345.0 350.0 355.0 360.0
Minimum: -1.5
Maximum: 5.0 5.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

346.1290 346.1291 -0.1 -0.3 9.5 735.1 n/a n/a Cl8 H20 N 06



Figure S6 HRMS spectrum of Q3
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Figure S7 The fluorescence decay profiles of the compounds Q1-Q4 in acetonitrile with
excitation at 376.2 nm. Lamp response was determined using Ludox. The fitting of the

decay profiles to a three-exponential function. Residuals are shown versus time

Table S1 The fluorescence lifetimes, quantum yields, and rate constant for radiative

and non-radiative decay in acetonitrile

Denm (—) T (nS) k- (1095-1) Kar (1095-1) kr/ kar

Q1 0.0020 1.25 0.0016 0.7984 0.0020

Q2 0.0019 1.86 0.0010 0.5366 0.0019




Q3 0.0242 3.09 0.0078 0.3157 0.0248
Q4 0.0930 3.12 0.0298 0.2907 0.1025
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Figure S8 Changes in the absorption spectra of Q1 (10 uM), Q2 (6 uM), Q3 (10 uM)



over time toward L-Cys and L-GSH (100 uM) in 0.1 M phosphate buffer with CHsCN

(20%, v/v, pH=7 4)
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Figure S9 Fluorescence intensity of Q4 (20 uM) at different pH values in the

absence/presence of HSOs (1 mM)
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Figure 510 'H-NMR spectra of Q3 in the presence of excess ME (2-mercaptoethanol)
in dimethyl sulphoxide-ds
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Figure S11 ESI mass spectrum of Q3 (10 uM) with 2-mercaptoethanol (1000 uM)
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Figure S12 Fluorescence intensity of Q1 (10 puM), Q2 (6 uM), Q3 (10 pM) in 0.1 M
phosphate buffer with CHsCN (20%, v/v, pH=7.4) in the presence of biothiols (1 mM),

NEM (1 mM)



