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Table S1. UV-Vis Spectra of All of the Newly Synthesized Ligands
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Figure S1: UV vis. & Fluorescence Spectra of all the Synthesized Terpyridine
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Figure 1. (a) The UV-vis. absorption and (b) A.x.=300 nm fluorescence spectra and (¢) Aex.=350

nm fluorescence spectra of compound C; (10 uM) in different solvents
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Figure 2. (a) The UV-vis. absorption and (b) A.x.=300 nm fluorescence spectra and (¢) Aexc=350

nm fluorescence spectra of compound C, (10 uM) in different solvents
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Figure 3. (a) The UV-vis. absorption and (b) A.x.=300 nm fluorescence spectra and (¢) Aexc=350

nm fluorescence spectra of compound C; (10 uM) in different solvents
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Figure 4. (a) The UV-vis. absorption and (b) A.x.=300 nm fluorescence spectra and (¢) Aexc.=350

nm fluorescence spectra of compound C4 (10 uM) in different solvents.
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Figure 5. (a) The UV-vis. absorption and (b) A.x.=300 nm fluorescence spectra and (¢) Aexc=350

nm fluorescence spectra of compound Cs (10 uM) in different solvents
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Figure 6. (a) The UV-vis. absorption and (b) A.x.=300 nm fluorescence spectra and (¢) Aex.=350

nm fluorescence spectra of compound Cg (10 uM) in different solvents
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Figure 7. (a) The UV-vis. absorption and (b) A.x.=300 nm fluorescence spectra and (¢) Aexc=350

nm fluorescence spectra of compound C; (10 uM) in different solvents
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Figure 8. (a) The UV-vis. absorption and (b) A.x.=300 nm fluorescence spectra and (¢) Aex.=350

nm fluorescence spectra of compound Cg (10 uM) in different solvents
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Figure 9. (a) The UV-vis. absorption and (b) A.x.=300 nm fluorescence spectra and (¢) Aexc=350

nm fluorescence spectra of compound Co (10 uM) in different solvents
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Figure 10. (a) The UV-vis. absorption and (b) A.=300 nm fluorescence spectra and (c)

hexc=350 nm fluorescence spectra of compound Cyo (10 uM) in different solvents
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Figure 11. (a) The UV-vis. absorption and (b) A=300 nm fluorescence spectra and (c)

Aexc=350 nm fluorescence spectra of compound Cy; (10 uM) in different solvents
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Figure 12. (a) The UV-vis. absorption and (b) A.=300 nm fluorescence spectra and (c)

hexc=350 nm fluorescence spectra of compound Cy; (10 uM) in different solvents
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Figure 13. (a) The UV-vis. absorption and (b) A=300 nm fluorescence spectra and (c)

Aexc=350 nm fluorescence spectra of compound Cy3 (10 M) in different solvents
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Figure 14. (a) The UV-vis. absorption and (b) A.=300 nm fluorescence spectra and (c)

hexc=350 nm fluorescence spectra of compound Cy4 (10 uM) in different solvents
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Figure 15. (a) The UV-vis. absorption and (b) A=300 nm fluorescence spectra and (c)

hexc=350 nm fluorescence spectra of compound Cy5(10 uM) in different solvents
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Figure 16. (a) The UV-vis. absorption and (b) A.=300 nm fluorescence spectra and (c)

hexc=350 nm fluorescence spectra of compound Cy6 (10 uM) in different solvents
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Figure 17. (a) The UV-vis. absorption and (b) A=300 nm fluorescence spectra and (c)

hexc=350 nm fluorescence spectra of compound Cy7 (10 uM) in different solvents
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Figure 18. (a) The UV-vis. absorption and (b) A.=300 nm fluorescence spectra and (c)

hexc=350 nm fluorescence spectra of compound Cyg (10 uM) in different solvents
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Figure 19. (a) The UV-vis. absorption and (b) A=300 nm fluorescence spectra and (c)

Aexc=350 nm fluorescence spectra of compound Cy9 (10 pM) in different solvents
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Figure 20. (a) The UV-vis. absorption and (b) A.=300 nm fluorescence spectra and (c)

hexc=350 nm fluorescence spectra of compound C;o (10 uM) in different solvents
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Table S3. CV Graphs of All the Synthesized Complexes (C;-Cy) at
(200, 100 & 40 mVs)
In these graphs, the black voltammogram corresponds to a scan rate of 200 mVs!, the red

voltammogram represents 100 mVs-!, and the blue voltammogram indicates 40 mVs-!.
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Table S4. Quantum chemical descriptors for the TPY-based complexes

Molecules Global Global Chemical Electro- Electro- Total charge

Hardness Softness Potential negativity philicity transfer

m) (o) (W) (x) (@) AN ax
C 0.61 1.646 -2.26 2.26 1.56 3.70
Cy 0.315 3.17 -2.22 2.22 0.77 7.03
Cs 0.305 3.28 -2.27 2.27 0.78 7.43
Ce 0.64 1.56 -2.36 2.36 1.78 3.69
Cs 0.32 3.13 -2.77 2.77 1.23 8.66
Cy 0.57 1.75 -2.54 2.54 1.84 4.46
Cn 0.5 2.00 -3.04 3.04 2.31 6.08
Cis 0.53 1.89 -2.65 2.65 1.86 5.00
Cis 0.425 2.35 -3.015 3.015 1.93 7.09
Cy 0.325 3.08 -2.38 2.38 0.92 7.31
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Figure S2: NMR Spectra of the Newly Synthesized Ligands and Complexes

TH-NMR Spectrum (600 MHz, DMSO-d;) of Compound L,
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TH-NMR Spectrum (500 MHz, DMSO-d;) of Compound L,
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TH-NMR Spectrum (500 MHz, DMSO-d;) of Compound L,
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TH-NMR Spectrum (600 MHz, DMSO-d;) of Compound C,

(6500

/// 6000

/ // -5500
v // / ’ / / // 5000
P4 @ o P

4500

962

— I35 ADT
—Z5IDFE0

—413
—402
T~394
187
~-180
109
~103

4000

3500

3000

(2500
2000

1500
1000

U

0

2.20—
269—
.09
6.35—

g
" F-500

: T T : :
90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
f1 (ppm)

I3C-NMR Spectrum (151 MHz, DMSO-d;) of Compound C,

2500
12400

40,24 DMSO
39.96 DMSO
39,81 DMSO
39,68 DMSO

40,52 DMSO
40,38 DMSO

—139.14
f

—11362
—112.02

—7038
—56.88

2262
—11.00

2300

}

2200
r2100
12000
r1s00
1800
1700
1600
1500
1400
1300
1200
r1100
rioo0
r900

800

r700

ré600

500
400
r300
r200

oL Ty F100
| iz

r-100

-200

T T T T T r - ; :
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)

59



TH-NMR Spectrum (600 MHz, DMSO-d;) of Compound Cs
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TH-NMR Spectrum (600 MHz, DMSO-d;) of Compound C,
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TH-NMR Spectrum (600 MHz, DMSO-d;) of Compound Cg
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TH-NMR Spectrum (600 MHz, DMSO-d;) of Compound C,
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TH-NMR Spectrum (500 MHz, DMSO-d;) of Compound C;
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I3C-NMR Spectrum (126 MHz, DMSO-d;) of Compound C;
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TH-NMR Spectrum (500 MHz, DMSO-d;) of Compound C g
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TH-NMR Spectrum (500 MHz, DMSO-d;) of Compound C
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Relative Abundance

Figure S3: Representative ESI Mass Spectrum of the Synthesized Compound
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