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Synthesis of Compound C1

MeOOC COOMe

Compound 1 (36 mg, 0.07 mmol) was dissolved in 20 mL acetonitrile and one drop of
triethylamine and mercaptopropionic acid (25 pL, 0.28 mmol) was added. The
mixture was stirred at r.t for 10 min and then evaporated. The residue was purified by
column chromatography on silica gel (dichloromethane / petroleum ether = 1/1 as
eluent) to give C1 (28 mg, 83%) as a purple solid. 'H NMR (400 MHz, CDCly): &
7.38 (d, 2H, J = 8.0 Hz), 7.30 (d, 2H, J = 8.0 Hz), 6.80 (d, 1H, J = 4.0 Hz), 6.51 (d,
1H, J=4.4 Hz), 3.81 (s, 4H), 3.77 (s, 6H), 2.45 (s, 3H).

0.4+ Time (min)

—0
1
—5
—10
——15
—20

0.3+

0.2 4

Absorption

0.1+

0.0

350 400 450 500 550 600 650
Wavelength (nm)

Fig. S1 Time-dependent absorption spectra of 1 (10 uM) in addition of GSH (1 mM)
in acetonitrile/ HEPES buffer (1:99, v/v, 20 mM, pH 7.4).
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Fig. S2 Normalized absorption spectra of C1 and 1-GSH.
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Fig. S3 Time-dependent emission intensity changes in addition of Cys, Hcy and GSH
at (a) 533 nm (A =443 nm), (b) 588 nm (A.x = 568 nm) in acetonitrile/ HEPES buffer
(1:99, v/v, 20 mM, pH 7.4).
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Fig. S4 Time-dependent fluorescence spectra of 1 (10 uM) with addition of (a) GSH
(1 mM) and (b) Hcy (1 mM) in acetonitrile/ HEPES buffer (1:99, v/v, 20 mM, pH 7.4).
Aex = 528 nm.
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Fig. S5 Plot of the fluorescence intensity as a function of Cys concentrations. Each
data was acquired 1 min after Cys addition in acetonitrile/ HEPES buffer (1:99, v/v,
20 mM, pH 7.4). hex = 443 nm.
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Fig. S6 Plot of the fluorescence intensity as a function of Hcy concentrations. Each

data was acquired 5 min after Cys addition in acetonitrile/ HEPES buffer (1:99, v/v,

20 mM, pH 7.4). hex = 443 nm.
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Fig. S7 Plot of the fluorescence intensity as a function of GSH concentrations. Each

data was acquired 5 min after Cys addition in acetonitrile/ HEPES buffer (1:99, v/v,

20 mM, pH 7.4). hex = 568 nm.



'H NMR, 3C NMR and HRMS of 1
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 14070254_20140723_000001.d Acguisition Date 7/2312014 3:08:08 PM
Sample NLY Instrument Bruker Apex IV FTMS
Comment ESl Positive Operator Peking University
Intens.. 14070254_20140723_000001.d: +MS|
x108 516.14709
1.0
0.8
0.6
0.4
02
387.37577 675, 517615
o L
350 400 450 500 550 600 650 700 miz
Meas. m/z | _Formula m/z_err[mDa] err [ppm] mSigma rdb e Conf N-Rule
51614709 101378800 C26H21BF2N502S 516.14762 0.07 014 562 185 even ok
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