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Figure S.1: '"H NMR Spectrum of 4a
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Figure S.2: 3*C NMR Spectrum of 4a
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Figure S.3: 'H NMR Spectrum of 4b
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Figure S.4: 3C NMR Spectrum of 4b



0T —

S9T—

611 —

-

L00'e

=¥0'E

By
oo

8 2)
-00°T

0.

135 13.0 125 120 115 110

0.5

40 35 30 25 20 15 1.0

4.5

60 55 5.0

6.5

7.0

7.5

100 95 90 85 80

10.5

Figure S.5: '"H NMR Spectrum of 4¢
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13C NMR Spectrum of 4¢

Figure S.6
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Figure S.7: 'H NMR Spectrum of 4d
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Figure S.8: 3C NMR Spectrum of 4d
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Figure S.9: '"H NMR Spectrum of 4e
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Figure S.10: 3C NMR Spectrum of 4e
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Figure S.11: HRMS-Spectrum of 4a



BBC-46

11ISc Organic Chemistry 23-Feb-2023
23022023_31 56 (0.537) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (56-408:420) 1: TOF MS ES+
; 266.0307 2.24e4
100 ‘
299.1164
‘ ‘ Mol. For = C21H17N30SN \
Calcd. Mass = 382.0990 (M+Na)
[ \ ‘
|
‘ i
| |
| | |
‘ i
| |
c\a i
* |
| ‘ ‘
293.8925
' | | | 3011485
| |
' I
‘ | 282.0043 | \
oy i 317.1204
g | ‘ ‘ 382.0938
' 267.0327 | \
i i | ‘
258.9435 | | ‘
| = ‘ 309.9337  326.0256 33708160 o070, |
| . ‘ 368.0853 402.8704 411.1013
ST R T ‘ | tofl s I ., 418.1020429.8251  445.0537
(o JEUA U VR INEEW PRRINR RRANITE FRNRH IV SRAD VO ERTIOA I .I.;Ha.lﬁ. btk T N AT b ik SENPN R “_.._.‘.l..a.-.‘._‘dlﬂlli.lﬁ.{ld‘.ugll1.:,JAIMMQLL-._‘....,;JJI Ll ot o d b gl bdians mfz
250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

Figure S.12: HRMS-Spectrum of 4b
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Figure S.13: HRMS-Spectrum of 4¢
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Figure S.14: HRMS-Spectrum of 4d
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Figure S.15: HRMS-Sprctrum of 4e
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Figure S.16: FTIR-Spectrum of 4a
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Figure S.17: FTIR-Spectrum of 4b
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Figure S.18: FTIR-Spectrum of 4¢
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Figure S.19: FTIR-Spectrum of 4d
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Figure S.20: FTIR-Spectrum of 4e
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Figure S.21. Uv-Vis spectra of 4e (5x10-3 M) in Various solvents
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Figure S.22. UV- Vis spectra of 4¢ (5x10-° M) in DMSO: water solvent mixtures
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Figure S.23. UV- Vis spectra of 4e (5x10-° M) in different metal cations (300ul)
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Figure S.24: Job’s plot between the Fluorescence intensity of 4 and the mole fraction of Fe*" and Hg?"
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Figures S.25. Interference study of A-4e (5x10° M) in DMSO solvent presence of various metal ions. Blue bars represent the

Fluorescence intensity of A-4e + metal cation systems; Pink bars represent the Fluorescence intensity of Hg>* + metal cation systems.
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Figures S.26. Interference study of A-4e (5x10° M) in DMSO solvent presence of various metal ions. Blue bars represent the

Fluorescence intensity of A-4e + metal cation systems; Pink bars represent the Fluorescence intensity of Fe3* + metal cation systems.
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Figures S.27: (a) Cyclic voltammetry titration of A-4e with Fe3* ions (0-50 pl) (b) Cyclic voltammetry titration of A-4e with Hg?* ions (0-50 pl).
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Figure S.28: Calculated HOMOs and LUMOs of 4e and 4e+Fe** and 4e+Hg?"



}\'em T (rel%) T, (rel%) T3 (rel%) Taverage(ns) X
4e (Probe) 350nm 450nm 0.255636 4.77261 - 0.96 1.357502
A-de 350nm 470nm 0.304501 1.68946 _ 1.54 1.009198
A-4e+Fe3 350nm 470nm 0.21956 1.63526 - 1.47 1.044633
A-4e+Hg?>* 350nm 470nm 0.215328 1.01693 4.76184 0.89 1.137985

TCSPC — (Time correlated single photon counting) spectrometer for probe

4e, A-4¢, A-de+Fe’ and A-4e+Hg?*
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Figure S.29: FTIR spectra of 4e in the presence of Fe3*and Hg?*



