SUPPLEMENTARY MATERIAL

Nor-24-homoscalaranes, Neutrophilic Inflammatory Mediators from the Marine Sponge

Lendenfeldia sp.
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S2. ESIMS spectrum of compound 1.
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S1. IR spectrum of compound 1.
FT-MS
Analysis Info
Analysis Name ~ D:\Data\a2\R96M_000012.d 2/20/2020 4:28:46 PM
Method broadband first signal
Sample Name R-9-6-M Instrument: FT-MS  solariX
Comment ESI Positive
Intens.
x107 469
3
2
464
1




Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  D:\Data\a2\R96M_000011.d

Method
Sample

_ . 2/20/2020 4:28:02 PM
broadband first signal Operator: YU HSIAO-CHING
Name R-9-6-M

Instrument: BRUKER FT-MS solariX
Comment ESI Positive

Intens.

x107

469,

469.29256

10 469.15 469.20 469.25 469.30
[——R96M_000011.d: +MS

469.35 469.40 469.45 469.50m/z

Meas. m/z
469.29256

7.518

# Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
1 C27H42NaO5 100.00 469.29245 -0.12 -0.25 32.1 6.5 even ok

S3. HRESIMS spectrum of compound 1.
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S4. 'TH NMR spectrum (400 MHz) of compound 1 in CDCl;.
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S5. 3C NMR spectrum (100 MHz) of compound 1 in CDCl;.
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S6. HSQC spectrum of compound 1 in CDCls.
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S7. HMBC spectrum of compound 1 in CDCls.
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S8. 'H-"H COSY spectrum of compound 1 in CDCls.
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S9. NOESY spectrum of compound 1 in CDCls.
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S10. IR spectrum of compound 2.
Analysis Info
Analysis Name D:\Data\a2\1851_000006.d 10/29/2020 4:00:51 PM
Method broadband first signal
Sample Name 18-5-1 Instrument: FT-MS solariX
Comment ESI Positive
Intens.
X109 425
1.0
353
0.81
381
0.6
0.41
0.2
403 413
429
369
432
331 » 365 391 397
293297 313 359
R N 4 MO s 1
oo .l_nl. N | N RTI N e o dy il L Lo b N L. nin
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[—+ms

S11. ESIMS spectrum of compound 2.
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  D:\Data\a2\1851_000007.d 11/12/2020 11:48:17 AM
Method broadband first signal Operator: YU HSIAO-CHING

Sample Name 18-5-1 Instrument: BRUKER FT-MS solariX
Comment ESI Positive

Intens9 425.26645
x10
1.2

0.8

0.6

0.4

0.2

0.0

425175 425200 425225 425250 425275 425300 425325 425350 425375  miz
[— 1851_000007.d: +MS |

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
425.26645 1 C25H38NaO4 100.00 425.26623 -0.22 -0.52 401 6.5 even ok

S12. HRESIMS spectrum of compound 2.
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S13. 'H NMR spectrum (600 MHz) of compound 2 in CDCls.
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S14. 3C NMR spectrum (100 MHz) of compound 2 in CDCls.
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S15. HSQC spectrum of compound 2 in CDCls.
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S16. HMBC spectrum of compound 2 in CDCl;.
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S17. 'H-'H COSY spectrum of compound 2 in CDCls.
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S18. NOESY spectrum of compound 2 in CDCl;.
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S20. ESIMS spectrum of compound 3.
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S19. IR spectrum of compound 3.
Analysis Info
Analysis Name D \Data\a2\195313_000002.d 3/3/2020 4:41:21 PM
Method broadband first signal
Sample Name 19-5-3-1-3 Instrument: FT-MS  solarix
Comment ESI Positive
Intens_
%108 485
3.0
25
2.0
480
1.5
1.0
463
08 429
445
449
351 geg 369 391 413 l L
324 o | ,L 20, L I | e 1 N Ly L | 492
320 340 360 380 400 420 440 460 480 miz
[ +MS ]



Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\195313_000003.d 3/12/2020 1:51:35 PM

Method broadband first signal Operator: YU HSIAO-CHING

Sample Name 19-5-3-1-3 Instrument: BRUKER FT-MS solariX
Comment ESI Positive

Intensé' 485.28737
x10

2.54

2.04

0.5

0.0 T T T T r T T
485.10 485.15 485.20 485.25 485.30 485.35 485.40 485.45 m/z

l— 195313_000003.d: +MS

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
485.28737 1 C27H42NaO®6 100.00 485.28736 -0.01 -0.03 11.7 6.5 even ok

S21. HRESIMS spectrum of compound 3.
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S22. 'H NMR spectrum (400 MHz) of compound 3 in CDCls.
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S23. 3C NMR spectrum (100 MHz) of compound 3 in CDCl;.
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S24. DEPT spectrum of compound 3 in CDCls.
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S25. HSQC spectrum of compound 3 in CDCls.
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S26. HMBC spectrum of compound 3 in CDCl;.
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S27. 1H-1H COSY spectrum of compound 3 in CDCls.
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S28. NOESY spectrum of compound 3 in CDCl;.
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S29. IR spectrum of compound 4.
Analysis Info
Analysis Name D:\Data\a2\19541_000003.d 10/29/2020 4:09:39 PM
Method broadband first signal
Sample Name 19-5-4-1 Instrument: FT-MS  solarixX
Comment ESI Positive
Intens.
x108 489
2.0
1.54
1.09 413
353 429
0.59
381
391 449
437
453
\‘ 368 397
343 360 365] 425 | I
AT L .LJLL |.|4’(.:"4?‘7 il Lol Lo nnime . |
340 360 380 400 420 440 460 miz
‘—»MS

19



S30. ESIMS spectrum of compound 4.

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\19541_000005.d 10/29/2020 4:12:48 PM

Method broadband first signal Operator: YU HSIAO-CHING
Sample Name 19-5-4-1 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 469.20221
x108
41
3_
2
1
469.15 469.20 469.25 469.30 469.35 469.40 469.45 miz
‘— 19541_000005.d: +MS
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
469.29221 1 C27H42NaO5 100.00 469.29245 0.24 0.50 10.3 6.5 even ok
S31. HRESIMS spectrum of compound 4.
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S32. 'H NMR spectrum (600 MHz) of compound 4 in CDCls.
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S33. 3C NMR spectrum (150 MHz) of compound 4 in CDCls.
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S34. HSQC spectrum of compound 4 in CDCls.
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S35. HMBC spectrum of compound 4 in CDCl;.
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S36. 'H-'H COSY spectrum of compound 4 in CDCls.
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S37. NOESY spectrum of compound 4 in CDCl;.
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