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Figure S1a: '"H NMR spectrum of DNP.
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Figure S1b: 3C NMR spectrum of DNP.

S86'GLY

Q0c L6V

62659

28455%%0

€€e9°'82L

0cg'608

G2G /98

ce0o’'8ce

88l°'666

€/1°0401L
2.9°G0L L

66.°00cCL
696°05CL
oLe’€Lel

8veLGEL
9.9 LLYL
89965V L

€eTEVSL
€eL’'sest

gzL 199l
zZLZ'LoLL
L09 ¥88L
Lee9zLE
8se 09e2
oeg's.82
Y5 65852
g8t 282¢
=
[am]
o
& <& & = &
m oo © < N

souepiwsuel | %,

1600 1400 1200 1000 800 600 4

1800

2200 2000

3000 2800 2600 2400

3600 3400 3200

3800

Wavenumber

Figure Slc: IR spectrum of DNP.
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Figure S1d: '"H-'H COSY data of DNP.
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Figure Sle: HMBC data of DNP.
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HSQC data of DNP.
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Figure S2b: 3C NMR spectrum of DNB.
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Figure S2c: IR spectrum of DNB.
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Figure S3. The absorbance spectrum of DNP (10 uM, 3 mL, CH;CN-HEPES, 1:1, v/v, pH 7.2) in the
presence of various anions and absorbance bar graph to investigate the competitive changes in DNP (10

uM at 560 nm and 688 nm in presence of various metal ions.
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Figure S4: Photographs of naked eye color change in DNP upon addition of Fe?" ions and reversal of

green color back to violet with continuous increasing interval of time.
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Figure SS. (a) The absorbance spectrum of DNB (10 uM, CH;CN-HEPES, 1:1, v/v, pH 7.2) in the presence

of various anions; (b) Ratiometric (Aggonm/Assenm) @and (c) absorbance plot to investigate the competitive

changes in DNB (10 pM) with other anions.
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Figure S6: Plot of absorbance intensity of DNP (10 uM) (a) at 688 nm and (b) 688 nm and 561 nm upon
addition of Fe?" (0—-150 uM) recorded in 50% HEPES buffer—CH;CN (pH 7.2) solution.
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Figure S7: (a) Absorbance spectra and (b) Plot of absorbance intensity of DNP (10 uM) + Fe?* (100 uM)
assay recorded after regular interval of time; (c-d) effect of O, on DNP (10 uM) + Fe?* (100 uM) assay
when the vials kept open and closed. All readings have been recorded in 50% HEPES buffer-CH;CN
(pH 7.2) solution.
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Figure S8. The proton NMR spectrum of green product (reduction of one -NO, group to -NH,) isolated
from model reaction.

abs.

03 1 (ii)
0.25 4

02 | y=9336.7x+0.8111

R?*=0.998

0.15 4

0.1 y=38750x+ 0.0198

R?*=0.9973
0.05
0 L] L] L] L T L L]
250 350 450 550 650 750 850 0 0.00002 0.00004 0.00006 0.00008
Wavelength (nm) Conc. of Cys (M)

Figure S9: (i) Absorbance spectra of DNP (10 uM) recorded in 50% HEPES buffer—-CH;CN (pH 7.2)
solution on addition of Cysteine (Cys) in concentration range of 0-420 uM; (ii) Ratiometric plot of

absorbance intensity at A7psum/Assonm against different concentrations of Cys.
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Figure S10. (a) Emission spectra of DNP (10 uM) recorded in HEPES buffer—CH;CN (1:1, v/v, pH 7.2)

upon addition of different concentrations of Fe?" ions; (b) Plots of fluorescence intensity for DNP in the

presence of various concentrations of Fe?* ions; (Inset) Photographs of DNP (20 uM) under 365 nm UV
illumination in the presence of (i) 0 uM (ii) 80 uM (iii) 140 pM, (iv) 200 pM, (v) 400 pM, (vi) 1 mM,

concentrations of Fe?" ions.
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Figure S11. (a) Emission spectra of DNP (10 pM) recorded in HEPES buffer—CH;CN (1:1, v/v, pH 7.2)
upon gradual addition of H,S; (b) Plot of fluorescence intensity of DNP (10 uM) upon addition of different

concentrations of H,S; (c) The color change photographs of DNP under 365 nm UV illumination in the
presence of different concentrations of H,S; labels in figure 2d (i) 0 uM (i) 10 uM, (ii) 20 uM, (iii) 40 uM,



(iv) 70 uM, (v) 100 pM, (vi) 150 pM, (vii) 200 pM, (viii) 500 puM, (ix) 750 uM, (x) 2.45 mM, (xi) 4.45
mM, (xii) 8.75 mM concentrations of H,S.
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Figure S12. The bar graph for current values of DNP in air at different concentrations of H,S from 37 uM
to 6.45 mM; (inset) plot to show the increment in current values at high concentration of H,S in air at
working temperature of 25 °C in comparison to H,S itself; (inset) the magnified view for current values of

DNP, DNP+645eq. H,S and H,S alone.

Abs. 4
07Q © (a) ¢ (b)
) ° 3.5
0.6 ] o 34 @
05 © £ )
1 o o e © g ]
0.4 (o] <
] ® ° o fe) "-E 2 e o
03 4 ) 1.5
e © < e
0.2 4 @562 1 ®
() e ® o
0.1 ©683 0.5
o +—r—"—7"—T"rrTrrT"rTTTTTT (1 e T e e e . i o
0 10 20 30 40 50 60 70 80 90 100 0 10 20 30 40 50 60 70 80 90 100 110
[Dopamine] uM [Dopamine] uM

Figure S13: Plot of absorbance intensity of DNP (10 uM) (a) at 562 and 689 nm and (b) Ratiometric
plot (Agsonm/Assinm) Versus concentration of DA (0-100 uM) recorded in 50% HEPES buffer—CH;CN
(pH 7.2) solution.
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Figure S14: Plot of absorbance intensity of DNB (10 uM) (a) at 689 nm and 566 nm and (b) 689 nm
upon addition of Fe?* (0-150 uM) recorded in 50% HEPES buffer-CH;CN (pH 7.2) solution.
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Figure S15: (a) Fluorescence spectra of DNB (10 uM) recorded in HEPES buffer—CH;CN (1:1, v/v, pH
7.2) upon adding different concentrations of Fe?" ions; (b) Plot of emission intensity of DNB (10 uM) at

532 nm upon addition of (0—600 equivalents) concentration of Fe?* solution.
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Figure S16: (a) Fluorescence spectra of DNB (10 uM) recorded in HEPES buffer—CH;CN (1:1, v/v, pH
7.2) upon adding different concentrations of Hg?* ions; (b) Plot of emission intensity of DNB (10 uM) at

532 nm upon addition of (0—100 equivalents) concentration of Hg?* solution.



Figure S17: The Fluorescence imaging of Fe?* ions in A549 cells; (a) bright field images of A549 cells (b)
DNP (20 uM) + Fe?* ions (700 uM); (¢) Magnified view of cells shown in (b).



