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Figure S1. 'H NMR spectrum (600 MHz, CDCls) of compound 3a.
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Figure S2. *C NMR spectrum (150 MHz, CDCl,) of compound 3a.

S3



Spectrum from CKleberNTMS.wiff (sample 1) - CKleberNTMS, +TOF MS (100 - 1000) from 0.259 to 1.242 min
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Figure S3. HRMS spectrum of compound 3a.
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Figure S4. 'H NMR spectrum (600 MHz, CDCl5) of compound 3b.
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Figure S5. *C NMR spectrum (150 MHz, CDCls;) of compound 3b.
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Spectrum from Gisele@2016-09-28.wiff (sample 3) - N2, Experiment 1, +TOF MS (50 - 1000) from 0.280 to 0.436 min, subtracted by (Spect...in). subtracted by (Spectrum from Gisele@2016-08-28.wiff (sample 2) - N1, Experiment 1, +TOF MS (50 - 1000) from 0.388 to 0.445 min)
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Figure S6. HRMS spectrum of compound 3b.
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Figure S7. 'H NMR spectrum (600 MHz, CDCls) of compound 3c.
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Figure S8. *C NMR spectrum (150 MHz, CDCI3) of compound 3c.
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Spectrum from Gisele@2016-09-28 wiff (sample 4) - N3, Experiment 1, +TOF MS (50 - 1000) from 0.394 to 0.450 min, subtracted by (Spec...racted by (Spectrum from Gisele@2016-05-28. wiff (sample 1) - Branco MeCN, Experiment 1, +TOF MS (50 - 1000) from 0.400 to 0.482 min)
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Figure S9. HRMS spectrum of compound 3c.
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Figure $10. *H NMR spectrum (600 MHz, CDCl5) of compound 3d.
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Figure S11. *C NMR spectrum (150 MHz, CDCls) of compound 3d.
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Spectrum from Gisele@2016-09-28.wiff (sample 5) - N4, Experiment 1, +TOF MS (50 - 1000) from 0.424 to 0.454 min, subtracted by (Spec...racted by (Spectrum from Gisele@2016-09-28.wiff (sample 1) - Branco MeCN, Experiment 1, +TOF MS (50 - 1000) from 0.400 to 0.483 min)
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Figure S12. HRMS spectrum of compound 3d.

513




<

2.00 1.002.01 0.98 1.00 0.95 0.94 217 3.20
R Y TR e I
T T T T o e e e

Chemical Shift (ppm)

Figure S13. *H NMR spectrum (600 MHz, CDCl;) of compound 3e.
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Figure S14. *C NMR spectrum (150 MHz, CDCls) of compound 3e.
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Spectrum from Gisele@2016-03-28.wiff (sample 6) - N5, Experiment 1, +TOF MS (50 - 1000) from 0.559 min, subtracted by (Spectrum fro...acted by (Spectrum from Gisele@2016-09-28.wiff (sample 1) - Branco MeCN, Experiment 1, +TOF MS (50 - 1000) from 0.400 to 0.483 min)
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Figure S15. HRMS spectrum of compound 3e.
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Figure S16. *H NMR spectrum (600 MHz, CDCl5) of compound 3f.
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Figure S17. *C NMR spectrum (150 MHz, CDCl5) of compound 3f.
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Figure S18. HRMS spectrum of compound 3f.
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Figure $19. *H NMR spectrum (600 MHz, CDCl3) of compound 3g.
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Figure S$20. *C NMR spectrum (150 MHz, CDCls) of compound 3g.
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Figure S21. HRMS spectrum of compound 3g.
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Figure $22. *H NMR spectrum (600 MHz, CDCl5) of compound 3h.
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Figure $23. *C NMR spectrum (150 MHz, CDCls) of compound 3h.
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Spectrum from Gisele@2016-08-28.wiff (sample ) - N8, Experiment 1, +TOF MS (50 - 1000) from 0.390 to 0.445 min, subtracted by (Spect...in). subtracted by (Spectrum from Gisele@2016-038-28.waff (sample 8) - N7, Experiment 1, +TOF MS (50 - 1000) from 0.395 to 0.451 min)
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Figure S24. HRMS spectrum of compound 3h.
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Figure $25. *H NMR spectrum (600 MHz, CDCl5) of compound 3i.
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Figure $26. *C NMR spectrum (150 MHz, CDCl5) of compound 3i.
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Spectrum from Gisele@2016-03-28 wiff (sample 11) - N10. Experiment 1. +TOF MS (50 - 1000) from 0.411 to 0.467 min, subtracted by (Sp...racted by (Spectrum from Gisele@2016-03-28.wiff (sample 1) - Branco MeCN, Experiment 1. +TOF MS (50 - 1000) from 0.400 to 0.482 min)
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Figure S27. HRMS spectrum of compound 3i.
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Figure $28. *H NMR spectrum (600 MHz, CDCl5) of compound 3j.
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Figure $29. *C NMR spectrum (150 MHz, CDCl5) of compound 3j.
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Spectrum from Gisele@2016-09-28.wiff (sample 12) - N11, Experiment 1, +TOF MS (50 - 1000) from 0.375 to 0.407 min, subtracted by (Spe...in), subtracted by (Spectrum from Gisele@2016-03-28. vaff (sample 5) - N4, Experiment 1, +TOF MS (50 - 1000) from 0.352 to 0.480 min)
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Figure S30. HRMS spectrum of compound 3j.
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Figure S31. 'H NMR spectrum (250 MHz, DMSO-ds) of compound 4a.
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Figure S32. *C NMR spectrum (62.5 MHz, DMSO-dg) of compound 4a.
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Figure S33. HRMS spectrum of compound 4a.
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Figure S34. *H NMR spectrum (600 MHz, CDCl5) of compound 4b.
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Figure $35. *C NMR spectrum (150 MHz, CDCls) of compound 4b.
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Spectrum from Gisele@2016-10-03.wiff (sample 5) - NC4, Experiment 1, +TOF MS (50 - 1000) from 0.403 to 0.459 min, subtracted by (Sp...acted by (Spectrum from Gisele@2016-10-03.wiff (sample 1) - Branco MeCN, Experiment 1, +TOF MS (50 - 1000) from 0.378 to 0.566 min)
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Figure S36. HRMS spectrum of compound 4b.
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Figure S37. *H NMR spectrum (400 MHz, DMSO-ds) of compound 4c.
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Figure $38. *C NMR spectrum (100 MHz, DMSO-ds) of compound 4c.
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Figure S39. HRMS spectrum of compound 4c.
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Figure S40. *H NMR spectrum (600 MHz, CDCl3) of compound 5a.
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Figure S41. *C NMR spectrum (150 MHz, CDCl;) of compound 5a.
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Spectrum from Gisele@2016-10-03.vaff (sample 3) - NC2, Experiment 1, +TOF MS (50 - 1000) from 0.403 to 0.460 min, subtracted by (Spec...in), subtracted by (Spectrum from Gisele@2016-08-28 wiff (sample 2) - N1, Experiment 1, +TOF MS (50 - 1000) from 0.383 to 0.498 min)
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Figure S42. HRMS spectrum of compound 5a.
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Figure S43. 'H NMR spectrum (600 MHz, CDCI,) of compound 5b.
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Figure S44. *C NMR spectrum (150 MHz, CDCls) of compound 5b.
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Spectrum from Gisele@2016-10-03.vaff (sample 4) - NC3, Experiment 1, +TOF MS (50 - 1000) from 0.401 to 0.430 min, subtracted by (Sp...acted by (Spectrum from Gisele@2016-10-03.waff (sample 1) - Branco MeCN, Experiment 1, +TOF MS (50 - 1000) from 0.378 to 0.566 min)
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Figure S45. HRMS spectrum of compound 5b.
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Figure S46. 'H NMR spectrum (600 MHz, CDCl;) of compound 6a.
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Figure S47. *C NMR spectrum (150 MHz, CDCl5) of compound 6a.
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Spectrum from Gisele@2016-10-03.wiff (sample 6) - NC6, Experiment 1, +TOF MS (50 - 1000) from 0.408 to 0.438 min, subtracted by (Spe...n). subtracted by (Spectrum from Gisele@2016-10-03.wiff (sample 2) - NC1, Experiment 1, +TOF MS (50 - 1000) from 0.282 to 0.480 min)
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Figure S48. HRMS spectrum of compound 6a.
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Figure S49. 'H NMR spectrum (600 MHz, CDCI,) of compound 6b.
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Figure S50. *C NMR spectrum (150 MHz, CDCl5) of compound 6b.
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Figure S51. HRMS spectrum of compound 6b.
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Figure S53. *C NMR spectrum (150 MHz, CDCl5) of compound 6c.
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Spectrum from Gisele@2016-10-03.wiff (sample 7) - NC7, Experiment 1, +TOF MS (50 - 1000) from 0.419 to 0.448 min, subtracted by (Sp...acted by (Spectrum from Gisele@2016-10-03.wiff (sample 1) - Branco MeCN, Experiment 1, +TOF MS (50 - 1000) from 0.378 to 0.566 min)
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Figure S54. HRMS spectrum of compound 6c.
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Figure S55. 'H NMR spectrum (400 MHz, CDCl,) of compound 6d.
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Figure S$56. *C NMR spectrum (100 MHz, CDCls) of compound 6d.
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Figure S57. HRMS spectrum of compound 6d.
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Figure $58. *H NMR spectrum (250 MHz, CDCl;) of compound 6e.
S59



o
o_
~ 3
) K-
O
™
6e L0
N
N
0
0
N
—
o
<
N~
~
—
)
] )
o X o g
B9 S0 S
) o™ ©
3 ~ S T 6
— 3 -8
] &
™ [{=} [e'e)
[aN (=] < o
2 A e d| o
© | < | N
o ™| o
3 131
5 N

200 192 184 176 168 160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16 8
Chemical Shift (ppm)

Figure S59. *C NMR spectrum (62.5 MHz, CDCls) of compound 6e.
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Figure S60. HRMS spectrum of compound 6e.
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Figure S61. "H NMR spectrum (400 MHz, CDCI,) of compound 6f.
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Figure S62. *C NMR spectrum (100 MHz, CDCl5) of compound 6f.
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Figure S63. HRMS spectrum of compound 6f.
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Figure S64. 'H NMR spectrum (500 MHz, CDCl;) of compound 7a.
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Figure S65. *C NMR spectrum (125 MHz, CDCl5) of compound 7a.
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Figure S66. HRMS spectrum of compound 7a.
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Figure S67. *H NMR spectrum (600 MHz, CDCl5) of compound 7b.
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Figure S68. *C NMR spectrum (150 MHz, CDCl5) of compound 7b.
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Spectrum from Gisele@2016-10-03.wiff (sample 9) - NC94, Experiment 1, +TOF MS (50 - 1000) from 0.403 to 0.459 min, subtracted by (S...acted by (Spectrum from Gisele@2016-10-03.wiff (sample 1) - Branco MeCN, Experiment 1, +TOF MS (50 - 1000) from 0.378 to 0.566 min)
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Figure S69. HRMS spectrum of compound 7b.
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Figure S70. *H NMR spectrum (600 MHz, CDCl3) of compound 8.
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Figure S71. *C NMR spectrum (150 MHz, CDCls) of compound 8.
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Spectrum from Gisele@2016-10-03.wiff (sample 8) - NC81, Experiment 1, +TOF MS (50 - 1000) from 0.378 to 0.433 min, subtracted by (Sp...), subtracted by (Spectrum from Gisele@2016-10-03.wiff (sample 9) - NCS4, Experiment 1, +TOF MS (50 - 1000) from 0.377 to 0.453 min)
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Figure S72. HRMS spectrum of compound 8.
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Figure S73. 'H NMR spectrum (500 MHz, CDCI,) of compound 9.
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Figure S74. *C NMR spectrum (100 MHz, DMSO-ds) of compound 9.
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Figure S75. HRMS spectrum of compound 9.
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