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Figure S1. HRESIMS spectrum of 1.
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Figure S2. "H NMR spectrum of 1in CDClsat 400 MHz



JH9-19-2-3-1-2-1-54

sample Name:
JHI-19-2-3-1-2-1-54

Dala Collected on:
Var fan-NMR-vnmrs 400

Archive directory:
/home ssheusvnmrsys /data

Sample directory:
JMY-19-2-3-1-2-1-54_20151114_01

FidFile: CARBON_01

Pulse Sequence: CARBON (szpul)

Solvent: cdc13
Data collectes on: Nov 15 2015

g z
zs = S .. n i
S s 9 N & 5 %
58 s g =

—,
—-0.016

— B3.853

1 o RN

T T T T T T T T T ™ T T
150 140 130 1zo0 110 100 a0 an 70 60 50 40 : 30 20 10 ppm

Figure S3. °C NMR spectrum of 1 in CDClsat 100 MHz.
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Figure S4. 'H-"H COSY spectrum of 1 in CDCls.
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Figure S5. HSQC spectrum of 1 in CDCls.
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Figure S6. HMBC spectrum of 1 in CDCls.
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Figure S7. NOESY spectrum of 1 in CDCl.
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Figure S8. "H NMR spectrum of (S)-MTPA ester of 1 (1a) in CDCls at 400 MHz.
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Figure S9. "H NMR spectrum of (R)-MTPA ester of 1 (1b) in CDCls at 400 MHz.
Figure S10. HRESIMS spectrum of 2.
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Figure S11. 'H NMR spectrum of 2 in CDCls at 400 MHz.
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Figure S12. °C NMR spectrum of 2 in CDClsat 100 MHz.
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Figure S13. 'H-'H COSY spectrum of 2 in CDCls..
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Figure S14. HSQC spectrum of 2 in CDCls.
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Figure S17. HRESIMS spectrum of 3.
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Figure S19. °C NMR spectrum of 3 in CDClsat 125 MHz.
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Figure S24. HRESIMS spectrum of 4.
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Figure §25. H NMR spectrum of 4 in CDCls at 400 MHz.
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Figure $26. °C NMR spectrum of 4 in CDClsat 100 MHz.
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Figure S31. HRESIMS spectrum of 5a and 5b.
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Figure S33. °C NMR spectrum of 5a and 5b in acetone-ds at 125 MHz.
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Figure S45. HRESIMS spectrum of 7.
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Figure S46. 'H NMR spectrum of 7 in CDCls at 400 MHz.
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Figure S47. °C NMR spectrum of 7 in CDClsat 100 MHz.
Figure S48. 'H-'H COSY spectrum of 7 in CDCls.
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Figure S50. HMBC spectrum of 7 in CDCls.
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Figure S51. NOESY spectrum of 7 in CDCls.

Intens. 345.24005
x107
54
4
5.
Q LU A s L A G e A e e S T T T T
345.10 345.15 345.20 345.25 345.30 345.35 345.40 miz
[— JH91931361_000003.d: +MS ]
Meas. m/iz # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
34524005 1 C20H34Na03 100.00 345.24002 -0.04 -0.11 133 35 even ok

Figure S52. HRESIMS spectrum of 8.
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Figure S53. 'H NMR spectrum of 8 in CDCls at 400 MHz.
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Figure S54. °C NMR spectrum of 8 in CDClsat 100 MHz.
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Figure S55. 'H-'H COSY spectrum of 8 in CDCl.
Figure S56. HSQC spectrum of 8 in CDCl.
Figure S57. HMBC spectrum of 8 in CDCls.
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Figure S58. NOESY spectrum of 8 in CDCls.
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Figure §59. HRESIMS spectrum of 9.
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Figure S61. °C NMR spectrum of 9 in CDClsat 100 MHz.
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Figure $62. 'H-'H COSY spectrum of 9 in CDCl.

=
-
— 4;
-
o]

ni

|I | ||d_

e

T T T R T EEE R
130 120 110 100 g0 80 70 60 50

a0
F1 (ppm)

Figure S63. HSQC spectrum of 9 in CDCls.
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Figure S64. HMBC spectrum of 9 in CDCls.
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Figure S65. NOESY spectrum of 9 in CDCls.
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Figure S66. HRESIMS spectrum of 10.
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Figure $67. 'H NMR spectrum of 10 in CDCls at 500 MHz.
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Figure $68. °C NMR spectrum of 10 in CDClsat 125 MHz.
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Figure S69. 'H-'H COSY spectrum of 10 in CDCls.
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Figure S71. HMBC spectrum of 10 in CDCls.
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Figure S73. HRESIMS spectrum of 11.
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Figure S75. °C NMR spectrum of 11 in CDCls at 125 MHz.
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Figure S76. 'H-'H COSY spectrum of 11 in CDCls.
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Figure S77. HSQC spectrum of 11 in CDCls.
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Figure S79. NOESY spectrum of 11 in CDCls.
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