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Figure S1. '"H NMR Spectrum (400 MHz, CDCI;) of Compound 3a.
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Figure S2. 3C NMR Spectrum (400 MHz, CDCI3) of Compound 3a.
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Figure S3. '"H NMR Spectrum (400 MHz, CDCI;) of Compound 3b.
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Figure S4. '3C NMR Spectrum (400 MHz, CDCI3) of Compound 3b.
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Figure S5. '"H NMR Spectrum (400 MHz, CDCI;) of Compound 5a.
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Figure S6. '3C NMR Spectrum (400 MHz, CDCI3) of Compound 5a.
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Figure S7. '"H NMR Spectrum (400 MHz, CDClI;) of Compound 5b.
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Figure S8. '3C NMR Spectrum (400 MHz, CDCI3) of Compound 5b.
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Figure S9. '"H NMR Spectrum (400 MHz, DMSO-ds) of Compound 8a.
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Figure $10. '3C NMR Spectrum (400 MHz, DMSO-ds) of Compound 8a.
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Figure $11. '"H NMR Spectrum (400 MHz, DMSO-dg) of Compound 8b.
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Figure $12. '3C NMR Spectrum (400 MHz, DMSO-ds) of Compound 8b.
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Figure $13. "H NMR Spectrum (400 MHz, DMSO-dg) of Compound 8c.
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Figure S14. 13C NMR Spectrum (400 MHz, DMSO-ds) of Compound 8c.
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Figure $16. '3C NMR Spectrum (400 MHz, DMSO-ds) of Compound 8d.
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Figure S17. "H NMR Spectrum (400 MHz, DMSO-dg) of Compound 8e.
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Figure S18. 3C NMR Spectrum (400 MHz, DMSO-ds) of Compound 8e.
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Figure $19. '"H NMR Spectrum (400 MHz, DMSO-dg) of Compound 8f.
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Figure $20. 3C NMR Spectrum (400 MHz, DMSO-ds) of Compound 8f.
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Figure S21. Normalized UV-Vis absorption spectra of compound 5b (a) in different organic

solvents [10-5M].
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Figure $22. Normalized UV-Vis absorption spectra of compound 8c (b) in different organic

solvents [10-3M].
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Figure S23. Normalized UV-Vis absorption spectra of compound 8d (c) in different organic
solvents [10-3M].
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Figure S24. Normalized UV-Vis absorption spectra of compound 8e (d) in DMSO [10-5M].
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Figure S25. Normalized UV-Vis absorption spectra of compound 8f (e) in different organic
solvents [10-°M].
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Figure $26. Normalized steady-state fluorescence emission spectra of 5b (a) in different organic
solvents [10-% M].
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Figure S27. Normalized steady-state fluorescence emission spectra of 8¢ (b) in different organic
solvents [10-° M].
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Figure S28. Normalized steady-state fluorescence emission spectra of 8d (c) in different organic
solvents [10-% M].
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Figure S29. Normalized steady-state fluorescence emission spectra of 8e (d) in DMSO [10-° M].

—Dichloromethane
——Ethanol
Acetonitrile

Normalized Emission (a.u.)

— T T T T T 1
300 350 400 450 500 550 600 650 700
Wavelength (nm)

Figure S30. Normalized steady-state fluorescence emission spectra of 8f (e) in different organic
solvents [10-5 M].
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Figure S31. High Resolution Mass Spectrum (QTOF-MS) of Compound 8a.
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Figure S32. High Resolution Mass Spectrum (QTOF-MS) of Compound 8b.




Compoud 8c

ntens.
x105]

+MS, 0.3min #19

8c - ESI +

274.2742

45741330
1.25+

1.009 149.0236

0.754
0.504

0.254 247.1332

L

200

318.3004
363.2530

l l 385.2361
‘lu' Mool ol

300 400

4193155
99.1168

594.3519  638.3780

Aol

600

550.3258 682.4043
| 721.5088
- e

o pulbugl

L ‘\LL “'Lhm

500

T T
100 700 800 mz
Intens.

x10%

+MS, 0.3min #19]

M + H*

45741330

1.254

1.004

0.754

0.50 4

0.254 458.1360

459.2726

T T T T T T T T T T
456.5 457.0 457.5 458.0 458.5 459.0 459.5 460.0 460.5 461.0 mz

Intens.
x10%

1+ CasHaiNsOsS, 457.1329
457.1329

1.254

Theoretical Isotopic Profile

1.004
0.754
0.50

1+
458.1359

0.254

1+
459.1338
0.00 —J

T
456.5

T T T T T T T T T
457.0 457.5 458.0 458.5 459.0 459.5 460.0 460.5 461.0 miz

Meas.
m/z

lon Formula

m/z

err [ppm]

mSigma

rdb

e Conf

N-Rule

457,1330

C25H21N4O3S

457,1329

-0.3

72.9

17.5

even

ok

Figure S33. High Resolution Mass Spectrum (QTOF-MS) of Compound 8c.
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Figure S34. High Resolution Mass Spectrum (QTOF-MS) of Compound 8d.
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Figure S35. High Resolution Mass Spectrum (QTOF-MS) of Compound 8e.
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Figure S35. High Resolution Mass Spectrum (QTOF-MS) of Compound 8e
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