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Figure S1. '"H NMR spectrum of 1 (600 MHz, DMSO-ds).
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Figure S2. *C NMR spectrum of 1 (150 MHz, DMSO-ds).
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Figure S3. DQF-COSY of 1 (600 MHz, DMSO-db).



Mar. Drugs 2017, 15, 109; d0i:10.3390/md 15040109 S3 of S15

_ 1) L Ju rb__nJ UL ppm

oann * - 20

LA

100

|

120

140

l

160

e

7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 ppm

Figure S4. HSQC spectrum of 1 (600 MHz, DMSO-db).
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Figure S5. HMBC spectrum of 1 (600 MHz, DMSO-ds).
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Figure S6. NOESY of 1 (600 MHz, DMSO-ds).
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Figure S7. UV spectrum of 1.
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Figure S8. IR spectrum of 1.
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Figure S9. ESI-TOF-MS (+) spectrum of 1.
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Figure S§10. Local minimum energy (orange line) and dihedral angle C2-C3-C4-C5 (blue dotted
line) against the input dihedral angle in 1. Only two energy minimized conformers A and B were
obtained.
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Figure S11. '"H NMR spectrum of 2 (400 MHz, CsDes).
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Figure S12. *C NMR spectrum of 2 (100 MHz, C¢Ds).
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Figure S13. DQF-COSY of 2 (400 MHz, CsDs).
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Figure S14. HSQC spectrum of 2 (400 MHz, CeDs).
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Figure S15. HMBC spectrum of 2 (400 MHz, CsDs).
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Figure S16. NOESY of 2 (400 MHz, CsDs).
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Figure S17. UV spectrum of 2.
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Figure S18. IR spectrum of 2.
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Figure S19. ESI-TOF-MS spectrum of 2.
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Figure S20. 'H NMR spectrum of 3 (400 MHz, CsDes).
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Figure S21. ®*C NMR spectrum of 3 (100 MHz, CeDs).
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Figure S22. DQF-COSY of 3 (400 MHz, CsDs).
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Figure S23. HSQC spectrum of 3 (400 MHz, CeDs).
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Figure S24. HMBC spectrum of 3 (400 MHz, CsDe).
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Figure S25. NOESY of 3 (400 MHz, CsDs).
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Figure S26. UV spectrum of 3.
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Figure S27. IR spectrum of 3.
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Figure S28. ESI-TOF-MS spectrum of 3.
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