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Figure S1. The *H NMR (700 MHz, CDs;0D) spectrum of compound 1
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Figure S2. The **C NMR(125 MHz, CDs;0D) spectrum of compound 1
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Figure S3. The COSY (700 MHz, CD30D) spectrum of compound 1
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Figure S4. The HSQC (500/125 MHz, CD30D) spectrum of compound 1
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Figure S5. The HMBC (500/125 MHz, DMSO-ds) spectrum of compound 1
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Figure S6. The NOESY (700 MHz, CDs0D) spectrum of compound 1
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Figure S7. The HRESIMS and MS/MS spectra of compound 1

Intens. | 40-14(-).d:-MS, 2.1-2.2min #119-128

6] 1-
X100 527.3045

15
1.0

0.5
1-
325.1841

0.0 Ll L L L NV NN N \ N VN N AJ L \
. L N B B S B S B S B B e B S S B S B N B B S —-r-t-rrTr T T T T
300 350 400 450 500 550 600 650 700 750 m'z

Intens. 40-14(-).d:-MS2(527.3043), 80.0eV, 2.5-3.0min #142-171

a- 1
x10%] 96.9606

IN

w

1,
1- 527.3043
343.1218 1 *

N

[any

369.1375

1- 1- 1-
235.0280 387.2901 467.2466
LI HI Il I\LI hl |L N

T T
300 350 400 450

o
—

A
T r T T T T

—r—r T
250 500 m/z

510



Figure S8. The 'H NMR (700 MHz, CDsOD) chemical shift differences between 1S (red) and 1R (blue)
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Figure S9. The HRESIMS spectrum of compound 1S (1R)
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Figure S10. The *H NMR (700 MHz, DMSO-ds) spectrum of compound 1
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Figure S11. The COSY (700 MHz, DMSO-ds) spectrum of compound 1
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Figure S12. The *H NMR (500 MHz, CDs;0D) spectrum of compound 2
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Figure S13. The 3C NMR (125 MHz, CD30D) spectrum of compound 2
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Figure S14. The COSY (500 MHz, CDsOD) spectrum of compound 2
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Figure S15. The HSQC (500/125 MHz, CD3;0D) spectrum of compound 2
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Figure S16. The HMBC (500/125 MHz, CD3;0OD) spectrum of compound 2
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Figure S17. The NOESY (700 MHz, CD3;0D) spectrum of compound 2
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Figure S18. The HRESIMS spectrum of compound 2
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Figure S19. The *H (700 MHz, CDs0D) spectrum of compound 3
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Figure S20. The 3C (175 MHz, CDs0D) spectrum of compound 3

BRI VA72

IR |

= w @ . w

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 ppm

523



Figure S21. The COSY (700 MHz, CDs0OD) spectrum of compound 3
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Figure S22. The HSQC (700/175 MHz, CD3;0D) spectrum of compound 3
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Figure S23. The HMBC (700/175 MHz, CD3;0OD) spectrum of compound 3
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Figure S24. The NOESY (700 MHz, CDs0OD) spectrum of compound 3
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Figure S25. The HRESIMS spectrum of compound 3
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Figure S26. *H NMR chemical shift differences between 3S (red) and 3R (blue)

Y

S29



Figure S27. The HRESIMS spectrum of compound 3R (3S)
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Figure S28. The *H (700 MHz, CDs;0D) spectrum of compound 4
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Figure S29. The 3C (175 MHz, CDs0D) spectrum of compound 4
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Figure S30. The COSY (700 MHz, CDs0D) spectrum of compound 4
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Figure S31. The HSQC (700/175 MHz, CD3;0OD) spectrum of compound 4
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Figure S32. The HMBC (700/175 MHz, CDs0D) spectrum of compound 4
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Figure S33. The NOESY (700 MHz, CDsOD) spectrum of compound 4
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Figure S34. The HRESIMS spectrum of compound 4

Intens.
x106

[y = N N
=} o =} 3

o
3

384.9354
1

1-
525.2890

621.2712
L 661.2634

78-40-10(-).d: -MS, 0.8-1.3min #46-73

o
=}

T
400

b Mi+~lh .

450

500

550

S37

NN
T

600 650

N Al A
LI




Figure S35. 'H NMR chemical shift differences between 4S (red) and 4R (blue)
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Figure S36. The HRESIMS spectrum of compound 4R (4S)
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Figure S37. The *H NMR (500 MHz, CDs;0D) spectrum of compound 5
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Figure S38. The 3C NMR (125 MHz, CDs0D) spectrum of compound 5
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Figure S39. The COSY (500 MHz, CD3s0OD) spectrum of compound 5
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Figure S40. The HSQC (500/125 MHz, CD30D) spectrum of compound 5
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Figure S41. The HMBC (500/125 MHz, CD3;0OD) spectrum of compound 5
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Figure S42. The NOESY (500 MHz, CDsOD) spectrum of compound 5
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Figure S43. The HRESIMS spectrum of compound 5
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Figure S44. The *H NMR (700 MHz, CDs;0D) spectrum of compound 6
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Figure S45. The **C NMR (175 MHz, CD;0D) spectrum of compound 6
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Figure S46. The COSY (700 MHz, CDs0OD) spectrum of compound 6
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Figure S47. The HSQC (700/175 MHz, CD30OD) spectrum of compound 6
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Figure S48. The HMBC (700/175 MHz, CD30D) spectrum of compound 6
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Figure S49. The NOESY (700 MHz, CDsOD) spectrum of compound 6
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Figure S50. The HRESIMS spectrum of compound 6
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Figure S51. The *H NMR (700 MHz, CDs;0D) spectrum of compound 7
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Figure S52. The 3C NMR (175 MHz, CDs0D) spectrum of compound 7
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Figure S53. The COSY (700 MHz, CD3;0OD) spectrum of compound 7
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Figure S54. The HSQC (700/175 MHz, CD30D) spectrum of compound 7
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Figure S55. The HMBC (700/175 MHz, CD3;0OD) spectrum of compound 7
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Figure S56. The NOESY (700 MHz, CDs0D) spectrum of compound 7
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Figure S57. The HRESIMS spectrum of compound 7
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Figure S58. Photo of the sponge Haliclona gracilis.
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