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Fig. S1a The experimental 1H NMR spectrum of (3a) in DMSO-d6 solvent
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Fig. S1b The experimental 1H NMR spectrum of (3b) in DMSO-d6 solvent
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 Fig. S1c The experimental 1H NMR spectrum of (3c) in DMSO-d6 solvent












Fig. S2 Correlation graph between experimental and calculated 1H NMR chemical shifts for 
   (3a-c).
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Fig. S3a The experimental 13C NMR spectrum of (3a) in DMSO-d6 solvent.
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Fig. S3b The experimental 13C NMR spectrum of (3b) in DMSO-d6 solvent.
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Fig. S3c The experimental 13C NMR spectrum of (3c) in DMSO-d6 solvent.









Fig. S4 Correlation graph between experimental and calculated 13C NMR chemical shifts   for (3a-c).
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Fig. S5a The experimental Dart Mass spectrum of (3a).
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Fig. S5b The experimental Dart Mass spectrum of (3b).
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Fig. S5c The experimental Dart Mass spectrum of (3c).
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Fig. S6 Molecular orbital plots for high oscillator strength electronic excitations in (3a, 3b and 3c).






Fig. S7a Comparison between experimental and theoretical IR spectra for (3a).









Fig. S7b Comparison between experimental and theoretical IR spectra for (3b).














  Fig. S7c Comparison between experimental and theoretical IR spectra for (3c).
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Fig. S8 Molecular graphs of (3a-c): bond critical points (small red spheres), ring critical points (small yellow sphere), bond paths (pink lines) using AIM program.
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