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Figure S1. HR-ESI-MS spectrum of 1.
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Figure S2. '"H NMR spectrum of 1 (600 MHz, pyridine-ds).
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Figure S3. °C NMR spectrum of 1 (150 MHz, pyridine-ds).
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HGQ-225

HMBC
Pyridine-d5
881/YBY BRUKER
. U _LMMJM_L ,IH_LRN‘U\NdJ _____ ppm
v
- 0
E;j;g e e winFﬁ. L 20
. - . 048 '
i H w o h .“h‘ La T
= e DN Ea
] e . - 60 ¢
é ! ! ',I‘“n’.‘-\ LR --u g L a0
E veaw e, * [ 100
_ ' CH 120
— ] ] [ N ’ L 140
E— m || !
ri6o
. o 0 _150:;
F200 -
T T T T T T T T T T o
9 8 7 6 5 4 3 2 1 0 ppm= o=

Figure S7. HMBC spectrum of 1.

HGQR-225
NOESY
Pyridine-d5
883/YBY
LLLLLAMMM uum-mw
= w
= i F - :ﬂ;. : |
% ; .-':!u'-.. .rl
= D
%; - e
n
<|
|
e
!

Figure S8. NOESY spectrum of 1.
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Figure S9. IR spectrum of 1.
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Figure S10. HR-ESI-MS spectrum of 2.
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Figure S11. '"H NMR spectrum of 2 (600 MHz, pyridine-ds).
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Figure S12. >C NMR spectrum of 2 (150 MHz, pyridine-ds).
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Figure S13. DEPT 135 spectrum of 2.
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Figure S14. HSQC spectrum of 2.



Figure S15. 'H-'"H COSY spectrum of 2.
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Figure S16. HMBC spectrum of 2.
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Figure S17. NOESY spectrum of 2.
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Figure S18. IR spectrum of 2.
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Figure S19. °C NMR spectrum of 1 (100 MHz, methanol-d,).
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Figure S20. Linear correlations between the calculated of 8 isomers and experimental

C NMR chemical shifts for compound 1.
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Figure S21. HPLC-ELSD analysis of 1.
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Figure S22. HPLC-ELSD analysis of 2.
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Figure S23. The partial enlargement of the HSQC spectrum of 1 (a).
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Figure S24. The partial enlargement of the HSQC spectrum of 1 (b).
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Figure S30. The partial enlargement of the HMBC spectrum of 1 (a).
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Figure S32. The partial enlargement of the HMBC spectrum of 1 (c).
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Figure S35. The partial enlargement of the NOESY spectrum of 1 (b).
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Figure S36. The partial enlargement of the NOESY spectrum of 1 (¢).
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Figure S41. The partial enlargement of the HMBC spectrum of 2 (a).
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Figure S42. The partial enlargement of the HMBC spectrum of 2 (b).
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Figure S44. The partial enlargement of the NOESY spectrum of 2 (a).
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Figure S45. The partial enlargement of the NOESY spectrum of 2 (b).
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