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Figure S1. (A) UV-Vis absorption and (B) emission spectra of the NBD-O-CmCH,OH probe,
CmCH;0OH, and NBD-CI recorded in phosphate buffer (0.1 M, pH 7.4) containing MeCN (10%).
ex=320 nm, slites 1.0/1.0 nm.
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Figure S2. Time-dependent fluorescence intensity changes of NBD-O-CmCH,OH (5 M) at 473 nm
when treated with various thiol species (50 M) in PB buffer.
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Figure S3. Changes in the characteristic absorption bands during the reaction between the NBD-O-Cm

CH,OH probe (30 pM) and (A,B) NazS, (C,D) L-Cys, (E,F) GSH (G,H) NAC.
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Figure S4. The fluorescence intensity changes of (A,C) NBD-CI and (B,D) probe NBD-O-CmCH,OH
(7.5 M) upon the addition of sulfur species (37.5 M for each) in MeCN-PB (1:9. v/v, pH 7.4).
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Figure S5. HPLC chromatogram of the reaction mixtures of NBD-O-CmCH,OH (60 M) with (A) L-
Cys (30 — 300 M), (B) GSH 30— 300 iV, (C) NAC 30 — 300 jaM after 15 min incubation. The traces

were collected using an absorption detector set at 420 nm.

Table 1. Comparison of NBD-O-CmCH>OH with the fluorescent probes previously reported.

) Detection hem Aex Response
Structures Medium ) ) LOD (M) Ref.
targets (nm) (nm) time (min)
OH
05N CyS 0.14
h MeCN:PB GSH 0.06 Oour
y 320 473 15
N\ p o) o) CH3 (2:9, viv) H2S 0.03 work
O—N NAC 0.03
NBD-O-CmCH,OH
_O
OuN Cys 20 0.11
o MeCN:PBS GSH 120 0.79
~ 340 486 . [S1]
N\ p o] o) CHa (6:4, viv) H.S ND 0.42
o—N NAC ND* ND"

FHC-O-NBD




Cys 545,621 60 2.1

MeCN:PBS GSH 621 120 6.4
488 . . . [S2]

(3:7, vIv) H,S ND ND ND

NAC ND" ND" ND"

Cys 543 10 0.05

MeCN:PBS GSH 543 15 0.06
435 ) [S3]

(3:7, VIv) H,S 624 ND 0.06

NAC ND* ND" ND"

Cys 18

¢}

O2N MeCN:HEPES GSH . 1.6
) 330 405 ND ) [S4]

N_ _N . (1:1, viv) H.S ND

O

NAC ND*

Cys 560, 630 10 0.02

MeCN:PB GSH 630 10 0.03
450 . ] [S5]

(3:7, VIV) H.S ND ND* ND

NAC ND* ND* ND*

RED-NBD

i . A Cys 2 0.43

TN @NH/ DMF:PBS GSH ND"* 0.36
NN o 420 520 ) ] [S6]

0 J (1:9, vIv) H.S ND ND

NAC ND* ND*

NC-NBD




NJB

Cys 15 0.16

DMF:PBS GSH 8 0.56
588 756 [S7]

(4:6, vIv) H.S ND* ND*

NAC ND* ND*

Cys 478 553 30 0.06

MeCN:PBS GSH ND* ND* ND* ND*
(1:1, viv) H.S 546 604 180 0.08 [58]

NAC ND* ND* ND* ND*

*ND-no determined
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Figure S6. *H NMR spectrum of CmCH_CI
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Figure S7. **C NMR spectrum of CmCH,CI
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Figure S8. HRMS spectrum of CmCH-CI
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Figure S9. *H NMR spectrum of CmCH,OH
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Figure S10. **C NMR spectrum of CmCH,OH
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Figure S11. HRMS spectrum of CmCH,OH
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Figure S12. *H NMR spectrum of NBD-O-CmCH,OH
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Figure S13. 3C NMR spectrum of NBD-O-CmCH,OH
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Figure S14. HRMS spectrum of NBD-O-CmCH,OH
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Figure S15. *H NMR spectrum of NBD-SH
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Figure S16. *3C NMR spectrum of NBD-SH
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Figure S17. HRMS spectrum of NBD-SH
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Figure S18. *H NMR spectrum of NBD-Cys
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Figure S19. HRMS spectrum of NBD-Cys
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Figure S20. *H NMR spectrum of NBD-GSH
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Figure S21. *C NMR spectrum of NBD-GSH
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Figure S22. HRMS spectra of NBD-GSH
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Figure S23. *HNMR spectrum of NBD-NAC
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Figure S24. 3C NMR spectrum of NBD-NAC
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Figure S25. HRMS spectrum of NBD-NAC
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