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Theoretical Quantum Studies

Table S1. HOMO and LUMO depicted for the compounds 5a-b, 6a-b, 7a-b and 8a-b.
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Spectral data for the compounds 5b, 6a-b, 7a-b and 8a-b
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Figure S1. FTIR spectrum of compound 5b.
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Figure S2. MS spectrum of compound 5b.
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Figure S3. '"H-NMR spectrum of compound 5b.
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Figure S4. 3*C-NMR spectrum of compound 5b.
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Figure S7. '"H-NMR spectrum of compound 6a.
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Figure S5. FTIR spectrum of compound 6a.
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Figure S6. MS spectrum of compound 6a.
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Figure S8. 3*C-NMR spectrum of compound 6a.
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Figure S9. FTIR spectrum of compound 6b.
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Figure S10. MS spectrum of compound 6b.
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Figure S11. '"H-NMR spectrum of compound 6b.

A
162~ Ill)‘s
HO s L\ A
= N -~z
16 VAN /3 a7 20
10_9\ 27|
/4 6 AN
11 \14 S >
N / ! -
12=13 &
HO
17
]
g

T T AL M A M i | T T T T T LA Lt B o L et Ml Lt At Bt M M) L
175 170 165 160 155 150 145 140 135 130 125 120 115 110 105 100 95 S0 85 8 75 70 65 60 S5 50 45 5 5
Chemical Shift (ppm)

Figure S12. 3C-NMR spectrum of compound 6b.
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Figure S13. FTIR spectrum of compound 7a.
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Figure S14. MS spectrum of compound 7a.
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'H-NMR spectrum of compound 7a.
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Figure S16. *C-NMR spectrum of compound 7a.
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Figure S17. FTIR spectrum of compound 7b.
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Figure S18. MS spectrum of compound 7b.
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Figure S19. 'H-NMR spectrum of compound 7b.
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Figure $20. *C-NMR spectrum of compound 7b.
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Figure S21. FTIR spectrum of compound 8a.
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Figure 523. '"H-NMR spectrum of compound 8a.
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Figure S24. *C-NMR spectrum of compound 8a.
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Figure S25. FTIR spectrum of compound 8b.
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Figure 526. MS spectrum of compound 8b.
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Figure S27. 'H-NMR spectrum of compound 8b.
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Figure 528. 3C-NMR spectrum of compound 8b.



