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Figure S1. Probe 1 solubility test shows linearity from abs at 620 nm vs concentration (1-20 puM).
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Figure S2. HRMS spectrum of probe 1 (1 mM) in the presence of H:S (5 mM).
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Figure S3. Time-dependent fluorescence intensities change of probe 1 (2 uM) at 660 nm, when
treated with different concentrations of Na2S (100 uM; 150 uM; 200 uM; 250 uM; 300 uM) in PBS
buffer.
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Figure S4. Time-dependent HPLC traces of the reaction of 1 (200 uM) with Na:S (2 mM) to give

4. Conditions: Venusil MP C18 column with 4.6 mm x 250 mm; wavelength: 274 nm; flow 1 mL /

min; buffer A: 0.1% (v / v) trifluoroacetic acid in water; buffer B: Methanol; elution condition: 0-3



min, B: 5-50%; 3-20 min, B: 50-95%; 20-25 min, B: 95-5%; 25-27 min, B: 5%.
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Figure S5. The emission intensity at 660 nm of 1 (2 uM) at the indicated pH values in the
absence or presence of H2S (200 pM).
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Figure S6. Concentration-dependent normalized cell viability in the presence of probe 1 (5-25
uM) for 24 h.
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Figure S7. Real time 'THNMR spectra, showing thiolysis reaction by the formation of NBD-SH.



Table S1 comparison of properties of our probe with other probes operating

Aex/Aem Fluorescence LOD/p
Probe Rate/K; Ref
(nm) enhancement M
This
620/660 ~10 0.29 0.27 29.8 Mgt
work
730/796 ~87 ND 0.04 149 Mgt 1
565/585 ~19 0.77 0.36 27.8 Mis? 2
567/589 ~4.5 0.36 0.58 113 Mgt 3
502/530 ~65 0.64 0.057 28 Mgt 3
449/496 ~200 0.81 0.9 76 Mgt 4
394/532 ~68 ND 2.46 204 Mgt 5
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Figure S8. *H NMR, *C NMR and MS spectra of compounds
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Varian QFT-ESI
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Mode: Positive
Scans: 1
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Time: 03:42.08
Scale: 16.8413
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Varian QFT-ESI Mode: Positive Date: 17-OCT-2019

File: Ismad-414_ES| trans Scans: 1 ﬂs«-’:;; %229573
100 467.2331
90
80

70

60

50

40

Chemical Formula: C3gH31N,O3*
Exact Mass: 467.2329

30
468.2423

20

4652912 4602499

462 464 468 470 472 474 476

468
Mass/Charge

11



¥00°0-—

=19

=p1'Z
=407
~€0'9
86'L,
¥SL
k11g

115 10.0 85 7.0 55 4.0 25 1.0 0.5
1 (ppm)

13.0

2oeClL—

L6662~
Psg-6€,

€0lL'6e

Tre oT
0zs'6¢e
62.'6€
/€66
orlL o
L08'vY

080°'96
99€°€0}
¥89°0LL
LZLZLL
S00°€LL
LEE P LI
PEBYLL
8YS 6Ll
vy’ EPV
Ge9 /21
202'6Z 1
GSZ'6Z 1
Lee'6Z 1L
GeS'6Z L
Z6105 L
98" SL
Z8LvelL] ﬁ
ZvzoeL]
82L vy L]
Zsz'Sy L
8851
SL0'€SH
Nom.mm;
S00°95 )
ma@i
986'99}

T T

S

50 45 40 35
1 (ppm)

5

0

10

90 80 70 60 50 40 30 20

1 (ppm)

190 170 150 130 110

210

12



Varian QFT-ESI Mode: Positive
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