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Figure S1. Key NOE correlations of 4.




Figure S2. 'H NMR (400 MHz, CDCIs) of compound SA
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Figure S3. *C NMR (100 MHz, CDCI3) of compound SA
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Figure S4. '"H NMR (300 MHz, CDCI;) of compound 1

1%

Froton 01

270
Ki

pad=10 run with findz0 before acgbisition

3]

F1000

-3a00

-3000

2500

-2000

F1500

-1040

500

"0 d. 0 7.5 7.0 6,5 f. 0 5.5 4.0 4.5 4.0
f1 (ppm)

W




Figure S5. 1*C NMR (75 MHz, CDCls) of compound 1
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Figure S6. 'H NMR (300 MHz, CDCl3) of compound 2
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Figure S7. *C NMR (75 MHz, CDCl;3) of compound 2
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Figure S8. 'H NMR (400 MHz, CDCl3) of compound 3
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Figure S9. 1*C NMR (100 MHz, CDCls) of compound 3
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Figure S10. 'H NMR (300 MHz, CDCl3) of compound 4
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Figure S11. °C NMR (75 MHz, CDCI3) of compound 4
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Figure S12. HSQC spectrum of compound 4
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Figure S13. NOESY spectrum of compound 4
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Figure S14. 'H NMR (400 MHz, CDCls) of compound 5
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Figure S15. *C NMR (100 MHz, CDCl3) of compound 5
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Figure S16. 'H NMR (300 MHz, CDCls) of compound 6
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Figure S17. *C NMR (75 MHz, CDCl3) of compound 6
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Figure S18."H NMR (300 MHz, CDCls) of compound 7
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Figure S19. *C NMR (75 MHz, CDCI3) of compound 7
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Figure S20. 'H NMR (300 MHz, CDCls) of compound 8
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Figure S21. *C NMR (75 MHz, CDCl3) of compound 8
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Figure S22. "H NMR (300 MHz, CDCls) of compound 9
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Figure S23. *C NMR (75 MHz, CDCl3) of compound 9
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Figure S24. '"H NMR (300 MHz, CDCls) of compound 10
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Figure S25. >*C NMR (75 MHz, CDCI;s) of compound 10
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Figure S26. 'H NMR (300 MHz, CDCls) of compound 11
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Figure S27. *C NMR (75 MHz, CDCIs) of compound 11
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Figure S28. 'H NMR (300 MHz, CDCls) of compound 12
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Figure S29. >*C NMR (75 MHz, CDCI;3) of compound 12
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Figure S30. '"H NMR (300 MHz, CDCls) of compound 13
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Figure S31. >*C NMR (75 MHz, CDCI;3) of compound 13
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Figure S32. '"H NMR (300 MHz, CDCls) of compound 14
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Figure S33. *C NMR (75 MHz, CDCI;s) of compound 14

Carhon_ (]

16, %
e | 2. (D

— 136

1.9
—~= 5l

4.2
L G2. 80

_~hib. 58
4
Te—hlHE

—al.

T
[ Lowru

F17000

12000

14000

F13000

F12000

F11000

F10000

Fa000

FRO0D

7000

6000

FR000

1000

Fa3000

2000

F1000

0

= 1000

F=2000

T T T T T T T T T
2200 210 200 150 180 170 160 150 1400 1300 120

1 {ppm)

1 o0 40 &80 70 60 50

\

F16000 ..

14

35




Figure S34.'H NMR (300 MHz, CDCl3) of compound 15
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Figure S35.'3C NMR (75 MHz, CDCIs) of compound 15
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Figure S36. 'H NMR (400 MHz, CDCl3) of compound 16
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Figure S37.'3C NMR (100 MHz, CDCIs) of compound 16
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Figure S38. '"H NMR (400 MHz, CDCls) of compound 17
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Figure S39. *C NMR (100 MHz, CDCI3) of compound 17
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Figure S40. '"H NMR (400 MHz, CDCls) of compound 18
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Figure S41.3C NMR (100 MHz, CDCls) of compound 18
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Figure S42. "H NMR (400 MHz, CDCls) of compound 19
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Figure S43. >*C NMR (100 MHz, CDCI;3) of compound 19
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Figure S44. "H NMR (400 MHz, CDCls) of compound 20
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Figure S45. *C NMR (100 MHz, CDCI;3) of compound 20 |
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Figure S47. 3*C NMR (75 MHz, CDCIs) of compound 21
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Figure S48. 'H NMR (300 MHz, CDCl3) of compound 22
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Figure S49. *C NMR (75 MHz, CDCI;3) of compound 22
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Figure S50. '"H NMR (300 MHz, CDCls) of compound 23
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Figure S51. >*C NMR (75 MHz, CDCI;z) of compound 23
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Figure S52. '"H NMR (300 MHz, CDCls) of compound 24
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Figure S53. *C NMR (75 MHz, CDCIs) of compound 24
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Figure S54. '"H NMR (300 MHz, CDCls) of compound 25
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Figure S55. °C NMR (75 MHz, CDCl3) of compound 25 |
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Figure S56. 'H NMR (300 MHz, CDCl3) of compound 26 |
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Figure S57. °C NMR (75 MHz, CDCl3) of compound 26 |
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Figure S58. HRMS of compound 4
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Figure S59. HRMS of compound 5
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Figure S60. HRMS of compound 8
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Figure S61. HRMS of compound 10
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Figure S62. HRMS of compound 11
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Figure S63. HRMS of compound 13
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Figure S64. HRMS of compound 14
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Figure S65. HRMS of compound 1

Spectrum from Data20190113-Z-3-15.wiff (sample 1) - Sample020, +TOF MS (100 - 1000) from 0.100 to 0.150 min
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Figure S66. HRMS of compound 2

Spectrum from Data20190113-Z-3-25-2.wiff (sample 3) - Sample012, +TOF MS (100 - 1000) from 0.107 to 0.136 min, subtracted by (Spectrum from Data20190113-Z-3-25-2.wiff (
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Figure S67. HRMS of compound 3

Spectrum from Data20190113-Z-3-26.wiff (sample 2) - Sample002, -TOF MS {100 - 1000} from 0.114 to 0.150 min
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Figure S68. HRMS of compound 6

Spectrum from Data20190113-Z-3-2.wiff (sample 1) - Sample013, +TOF MS (100 - 1000) from 0.100 to 0.164 min

Intensity

2.1e6
2.0e6
1.9e6
1.8e6
1.7e6
1.6e6
1.5e6
1.4e6
1.3e6
1.2e6
1.1e6
1.0e6
9.0e5
8.0e5
7.0e5
6.0e5
5.0e5
4.0e5
3.0e5
2.0e5
1.0e5

0.0e

147.1161

395.2586
]

412.2848

413.2900

414.2924

110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330

340 350 360 370 380 390 400 410 420 430 440 450 460 470

Mass/Charge, Da

W

70




Figure S69. HRMS of compound 7

Spectrum from Data20190113-Z-3-3.wiff (sample 1) - Sample014, +TOF MS (100 - 1000) from 0.100 to 0,165 min, subtracted by (Spectrum from Data20190113-Z-3-3.wiff (sample 1) - Sample014, +TOF MS
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Figure S70. HRMS of compound 9

Spectrum from Data20190113-2-3-7.wiff (sample 1) - Sample016, +TOF MS (100 - 1000) from 0.100 to 0.157 min
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Figure S71. HRMS of compound 12
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Spectrum from Data20190113-2-3-13.wiff (sample 1) - Sample015, +TOF MS (100 - 1000) from 0.093 to 0.164 min
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Figure S72. HRMS of compound 15

Spectrum from Data20190113-2-3-17.wiff (sample 1) - Sample019, +TOF MS (100 - 1000) from 0.107 to 0.150 min
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Figure S73. HRMS of compound 16

Spectrum from Data20190113-Z-3-28-1.wiff (sample 1) - Sample006, +TOF MS (100 - 1000) from 0.107 to 0.157 min
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Figure S74. HRMS of compound 17

Spectrum from Data20190113-Z-3-28-2 wiff (sample 1) - Sample010, +TOF MS (100 - 1000) from 0.107 to 0.150 min
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Figure S75. HRMS of compound 18

Spectrum from Data20190113-Z-3-28-3.wiff (sample 1) - Sample003, +TOF MS (100 - 1000) from 0.114 to 0.164 min
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Figure S76. HRMS of compound 19

Spectrum from Data20190113-2Z-3-28-4.wiff (sample 1) - Samplal11, +TOF MS (100 - 1000) from 0.100 to 0.172 min
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Figure S77. HRMS of compound 20

Spectrum from Data20190113-Z-3-28-5.wiff (sample 1) - Sample018, +TOF MS (100 - 1000) from 0.114 to 0.164 min
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Figure S78. HRMS of compound 21

Spectrum from Data20190113-2-3-21-1.wiff (sample 1) - Sample017, +TOF MS (100 - 1000) from 0.114 to 0.164 min
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Figure S79. HRMS of compound 22

Spectrum from Data20190113-2-3-21-2.wiff (sample 1) - Sample004, +TOF MS (100 - 1000) from 0.107 to 0.150 min
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Figure S80. HRMS of compound 23

Spectrum from Data20190113-Z-3-21-3 wiff (sample 1) - Sample009, +TOF MS (100 - 1000) from 0.093 to 0.172 min
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Figure S81. HRMS of compound 24

Spectrum from Data20120113-Z-3-21-4,wiff {(sample 1) - SampleQ07, +TOF MS (100 - 1000) from 0.100 to 0.172 min
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Figure S82. HRMS of compound 25

Spectrum from Data20190113-2-3-21-5.wiff (sample 1) - Sample008, +TOF MS (100 - 1000) from 0.107 to 0.164 min
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Figure S83. HRMS of compound 26

Spectrum from Data20190113-Z-3-21-6.wiff (sample 1) - Sample005, +TOF MS (100 - 1000) from 0.107 to 0.157 min
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