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Figure S1. Proposed fragmentation mechanisms.
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Figure S2. Experimental MS/MS spectrum of compound 6.
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Figure S3. Comparison between simulated and experimental MS/MS spectra of compound 6.
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Figure S4. Experimental MS/MS spectrum of compound 7.

+ES| Product lon (6,530 min) Frag=150,0v CID@20,0 (396.0611[z=1] -> =) W000247.d
6
5

34

b Hof\/\/ﬁ%m
94
84
74

5 2150893

3 141,0605

1720887  187.0475 2220770

200,
l1 " luu 1 iw .L_lll;[L.L

4 125,0704
04 ﬂ, ()

| L

LIl

Br

o 2
HO- /== ‘
\O\/WN)\NH

4

@0,

Br
ﬂ

WO yo A J(i

AN

0

252,990 965 00

T

284,007

o

310,0336

\

NH

362,9460
Lol

379,0361

398,0583

N @

\=NH,

Br
HO
2
Z
NN
o

4

N,

\
HN?"&*&

120 130 140 150 160 170 180 150 200 210 20 230

20

20 260

270

280 20 300

Im Ll
% P

310

Counts vs. Mass-to-Charge (m'z)

[LM :

20 3B 0 3B/ R0

370

d B 40 400

420 430 440

Figure S5. Comparison between simulated and experimental MS/MS spectra of compound 7.
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Figure S6. Experimental MS/MS spectrum of compound 8.
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Figure S7. Comparison between simulated and experimental MS/MS spectra of compound 8.
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Figure S8. Experimental MS/MS spectrum of compound 9.
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Figure S9. Comparison between simulated and experimental MS/MS spectra of compound 9.
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Figure S10. Experimental MS/MS spectrum of compound 10.
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Figure S11. Comparison between simulated and experimental MS/MS spectra of compound 10.
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S8

Figure S12. Putative biogenetic links of parazoanthine compounds.
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Table S1. List of generated compounds not found in the extract.

.. m/z
Empirical Formula = ™ M INH#HT  [M-CHeNa+H]" [M-CoHeN:O+H]" [M-CoHuNaO+H]"  [M-CrHioNaOz+H]"
Cl6H20FN503  349.15502  332.12847 290.10667 247.10086 195.06956 167.07464
CL7H22FN503  363.17067  346.14412 304.12232 261.11651 209.08521 181.09029
Cl8H24FN503 37718632  360.15977 318.13797 275.13216 223.10086 195.10594
CI5H17F2N503 35312095  336.10340 29408160 251.07579 180.04608 152.05117
Cl6H19F2N503  367.14560  350.11905 308.09725 265.00144 194.06173 166.06682
Cl7H21F2N503 38116125  364.13470 322.11290 279.10709 208.07738 180.08247
C18H23F2N503 39517690  378.15035 336.12855 203.12274 222,09303 194.09812
Cl6H20IN503  457.06108  440.03453 398.01274 355.00692 302.97562 274.98071
Cl7H22IN503 47107673  454.05018 412.02839 369.02257 316.99127 288.99636
C18H24IN503  485.00238  468.06583 426.04404 383.03822 331.00692 303.01201
CI5H17I2N503  568.94208 55191553 509.89373 466.88791 287.95215 250.95723
Cl6HI9I2N503 58295773  565.93118 523.90938 480.90356 301.96780 273.97288
Cl7H21I2N503  596.97338  579.94683 537.92503 494.91921 315.98345 287.98853
C18H23I2N503  610.98903  593.96248 551.94068 508.93486 329.99910 302.00418
CI6H20CINSO3  341.10300  324.07645 324.06388 205.06114 243.02984 215.03492
C17H22CIN503  355.11865  338.09210 338.07953 309.07679 257.04549 229.05057
C18H24CINSO3  360.13430  352.10775 352.09518 323.09244 271.06114 243.06622
CI5H17CI2N503  361.04838  344.02183 344.00925 315.00651 228.00636 200.01145
C16H19CI2N503  375.06403  358.03748 358.02490 329.02216 242.02201 214.02710
C17H21CI2N503  389.07968  372.05313 372.04055 343.03781 256.03766 228.04275
C18H23CI2N503  403.09533  386.06878 386.05620 357.05346 270.05331 24205840
Cl6H18FN503 34713937  330.11282 288.09102 245.08521 193.05391 165.05899
C17H20FN503 36115502  344.12847 302.10667 259.10086 207.06956 179.07464
C18H22FN503 37517067  358.14412 316.12232 273.11651 221.08521 193.09029
CI5HISF2N503 35111430  334.08775 29206595 249.06013 178.03043 150.03552

C16H17F2N503 365.12995 348.10340 306.08160 263.07579 192.04608 164.05117
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Table S1. Cont.

m/z
[M+H]"  [M-NH3z+H]" [M-CHsN3+H]" [M-CoHgN,O+H]" [M-CeH1oN,O+H]" [M-C7H;oN,O,+H]*

Empirical Formula

C17H19F2N503  379.14560 362.11905 320.09725 277.09144 206.06173 178.06682
C18H21F2N503  393.16125 376.13470 334.11290 291.10709 220.07738 192.08247
C16H18IN5S03 455.04543 438.01888 395.99709 352.99127 300.95997 272.96506
C17H20IN503 469.06108 452.03453 410.01274 367.00692 314.97562 286.98071
C18H22IN503 483.07673 466.05018 424.02839 381.02257 328.99127 300.99636
C15H1512N503 566.92643 549.89988 507.87808 464.87226 285.93650 257.94158
C16H1712N503 580.94208 563.91553 521.89373 478.88791 299.95215 271.95723
C17H1912N503 594.95773 577.93118 535.90938 492.90356 313.96780 285.97288
C18H2112N503 608.97338 591.94683 549.92503 506.91921 327.98345 299.98853
C16H18CIN503 339.08735 322.06080 322.04823 293.04549 241.01419 213.01927
C17H20CIN503 353.10300 336.07645 336.06388 307.06114 255.02984 227.03492
C18H22CIN503 367.11865 350.09210 350.07953 321.07679 269.04549 241.05057
C15H15CI2N503  359.03273 342.00618 341.99360 312.99086 225.99071 197.99580
C16H17CI2N503  373.04838 356.02183 356.00925 327.00651 240.00636 212.01145
C17H19CI2N503  387.06403 370.03748 370.02490 341.02216 254.02201 226.02710
C18H21CI2N503  401.07968 384.05313 384.04055 355.03781 268.03766 240.04275




