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Figure S1. 'H NMR spectrum (200 MHz, CDCls) of compound 1.
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Figure S3. 'H NMR spectrum (200 MHz, CDCls) of compound 2a.
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Figure S4. °C NMR spectrum (50 MHz, CDCls) of compound 2a.
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Figure S5. 'H NMR spectrum (200 MHz, CDCls) of compound 2b.
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Figure S6. *C NMR spectrum (50 MHz, CDCI;) of compound 2b.
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Figure S7. *H NMR spectrum (200 MHz, CDCl5) of compound 2c.
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Figure S8. *C NMR spectrum (50 MHz, DMSO) of compound 2c.

H H ©
2 2
3 1 N\H/N\N/ 1 3 &
oi
6 S 5} 4
T4 Cl
5 )
< W ON TN o -
@© MDA =N = =]
el ©In Ny %A N
~ I\T r\r‘\r\r\ r‘\r\
| | | |
Al e \‘ i
[ ~
© ©
=} =]
[ [
e D ol
2.5 Ppm
I T T T T T T
7.8 7.6 7.4 7.2 ppm
TMS
A
10 ppm
© © olx/rlos =)
© Y ©|0 NS =}
@ = ] e B IS B <
o =} ol~l+lailai [}
T T T T T T T T T T T T
ik 10 9 8 7 6 5 4 3 2 1 0 ppm

Figure S9. *H NMR spectrum (200 MHz, CDCls) of compound 2d.
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Figure S11. *H NMR spectrum (200 MHz, CDCl;) of compound 2e.
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Figure S10. ~°C NMR spectrum (50 MHz, CDCl3) of compound 2d.
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Figure S12. **C NMR spectrum (50 MHz, CDCls) of compound 2e.
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Figure $13. 'H NMR spectrum (200 MHz, DMSO) of compound 2f.
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Figure S15. 'H NMR spectrum (200 MHz, CDCl5) of compound 2g.
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Figure S16. *C NMR spectrum (50 MHz, CDCls) of compound 2g.
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Figure S17. 'H NMR spectrum (200 MHz, CDCl;) of compound 2h.
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Figure S18. *C NMR spectrum (50 MHz, CDCls) of compound 2h.
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Figure $19. *H NMR spectrum (200 MHz, CDCl5) of compound 2i.
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Figure S20. **C NMR spectrum (50 MHz, CDCls) of compound 2i.
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Figure S21. *H NMR spectrum (200 MHz, CDCl;) of compound 2j.
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Figure S22. *C NMR spectrum (50 MHz, CDCls) of compound 2j.
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Figure $23. 'H NMR spectrum (200 MHz, CDCl;) of compound 2k.
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Figure S24. *C NMR spectrum (50 MHz, CDCls) of compound 2k.
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Figure $25. 'H NMR spectrum (200 MHz, CDCl5) of compound 2I.
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Figure S26. *C NMR spectrum (50 MHz, CDCls) of compound 2l.
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Figure S27. *H NMR spectrum (200 MHz, CDCl;) of compound 2m.
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Figure S28. *C NMR spectrum (50 MHz, CDCls) of compound 2m.
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Figure $29. 'H NMR spectrum (200 MHz, CDCl;) of compound 2n.
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Figure $30. *C NMR spectrum (50 MHz, CDCls) of compound 2n.
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Figure S31. *H NMR spectrum (200 MHz, CDCl5) of compound 2o0.
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Figure $32. *C NMR spectrum (50 MHz, CDCls) of compound 2o.
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Figure $33. 'H NMR spectrum (200 MHz, CDCl;) of compound 2p.
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Figure S34. *C NMR spectrum (50 MHz, CDCls) of compound 2p.
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Figure $35. 'H NMR spectrum (200 MHz, CDCl;) of compound 2q.
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Figure S36. *C NMR spectrum (50 MHz, CDCl,) of compound 2q.

Figure S37. Lowest unoccupied molecular orbital (LUMO) of compound 2a.

Figure S38. Highest occupied molecular orbital (HOMO) of compound 2a.



Figure S39. Lowest unoccupied molecular orbital (LUMO) of compound 2b.

Figure S40. Highest occupied molecular orbital (HOMO) of compound 2b.

Figure S41. Lowest unoccupied molecular orbital (LUMO) of compound 2c.

Figure S42. Highest occupied molecular orbital (HOMO) of compound 2c.



Figure S43. Lowest unoccupied molecular orbital (LUMO) of compound 2d.

Figure S45. Lowest unoccupied molecular orbital (LUMO) of compound 2e.

Figure S46. Highest occupied molecular orbital (HOMO) of compound 2e.



Figure S47. Lowest unoccupied molecular orbital (LUMO) of compound 2f.

Figure S49. Lowest unoccupied molecular orbital (LUMO) of compound 2g.

Figure S50. Highest occupied molecular orbital (HOMO) of compound 2g.



Figure S54. Highest occupied molecular orbital (HOMO) of compound 2i.



Figure S57. Lowest unoccupied molecular orbital (LUMO) of compound 2Kk.

Figure S58. Highest occupied molecular orbital (HOMO) of compound 2k.



Figure S59. Lowest unoccupied molecular orbital (LUMO) of compound 2I.

Figure S62. Highest occupied molecular orbital (HOMO) of compound 2m.



Figure S64. Highest occupied molecular orbital (HOMO) of compound 2n.

Figure S65. Lowest unoccupied molecular orbital (LUMO) of compound 20.



Figure S67. Lowest unoccupied molecular orbital (LUMO) of compound 2p.

Figure S68. Highest occupied molecular orbital (HOMO) of compound 2p.



Figure S70. Highest occupied molecular orbital (HOMO) of compound 2q.



