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SUPPORTING INFORMATION

Table of all described marine exometabolites (EMs)



Organisms/

Metabolites N° MF SMILES R
Ecosystems
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Metabolites N° MF SMILES R
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Calinecies trigonelline 30 C7;H;NO: C[N+]1=CC=CC(=C1)C(=0)[0-]
sapidus
Urine, Aquaria 13,
Gersemia antartica homarine 31 GHINO, CIN+]1=CC=CC=C1C(=0)[0-] 14
McMurdo Sound,
Antartica
C[C@]12CC[C@H]3[C@H]([C H]1CC[C H]20)CCC4=C3C=CC
. 17-B estradiol 39 CisH240: (el (CerslconliceeHncceeH]20)
Coral genus: (=C4)0
Acropora, coumaroyl-homoserine 40 Ci3H1sNO. 0=C(N[C@ @H]1C(0CC1)=0)/C=C/C2=CC=C(0)C=C2
Platygyra lactone 1 ) et } 15
Saadiyat Reef, bromofuranone 41 CsHsBrO, €1=COC(=0)C1Br
Abu Dhabi, UAE
malabaricone C 42 C21H2605 C1=CC(=C(C(=C1)0)C(=0)CCCCCCccc2=CC(=C(C=C2)0)0)0
Diploria strigosa &
Orbicella faveolata,
Coral-ti I CCCCCcceececceec(=0)N[C H](CO)[C H](/C=C/CCcccccc
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interface cccecc)o
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Benthic diatom i 0=C(N(C[C@@H]10)[C@@H](C1)C(N[C@H](C(0)=0)[C@H](C(0)=
) . Sex-Inducing Pheromone
Seminavis robusta SIP+ 43 C29Has5N7016S3 0)0S(=0)(0)=0)=0)[C@H](C[C@H]20)N(C2)C([C@ @H](NC3=0)C 21
(laboratory culture) SSC[C@H](N)C(N[C@H](C(N[C@H]3CC(C)C)=0)C)=0)=0
0C1=CC(0S(=0)(0)=0)=CC(OC(C2=CC=C(C(0C)=C2)0)=C3)=C1C3=
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Microorganisms o
from marine bvsi A 47 CuHiO
sediments aplysiopsene 12H1603 CC/C=C(/C)\C1=CC(=C(C(=0)01)C)OC
(sand slope) . . 22
s cabrillostatin 44 CigH33NO4 0=C(N[C@H]([C@H](C1)0)CC(C)C)CCCCCCCC(OC1=0)C
Mission Bay &
Cabrillo state, CC(C(Br)[C@]1([H])C[C@@H](O)[C@H](CI)[C@]2(CCC(C(C(CC3=C
Coast of California cabrillospiral A 45 C29H40BrClOg C=C(0)C=C3)C)0)02)01)C[C@@](0/4)([H])[C@@H](0)CC4=C(CO)

/C(H))=0

MF = molecular formula, N = attributed number in the manuscript, R = References as indicated below




References:

10

11

12

13

14

15

16

17

18

19

20

21

22

J. C. Coll, B. F. Bowden, D. M. Tapiolas and W. C. Dunlap, J. Exp. Mar. Bio. Ecol., 1982, 60, 293-299.

B. A. Schulte, R. De Nys, G. J. Bakus, P. Crews, C. Eid, S. Naylor and L. V. Manes, J. Chem. Ecol., 1991,
17, 1327-1332.

R. P. Walker, J. E. Thompson and D. J. Faulkner, Mar. Biol., 1985, 88, 27-32.

M. Mauduit, S. Greff, G. Herbette, J.-V. Naubron, S. Chentouf, T. Huy Ngo, J.-W. Nam, S. Molinari, F.
Mabrouki, E. Garayev, B. Baghdikian, T. Pérez and C. Simmler, ACS Omega, 2022, 7, 43068-43083.

M. Mauduit, M. Derrien, M. Grenier, S. Greff, S. Molinari, P. Chevaldonné, C. Simmler and T. Pérez,
ACS Cent. Sci., 2023, 9, 2084-2095.

C. Duque, A. Bonilla, E. Bautista and S. Zea, Biochem. Syst. Ecol., 2001, 29, 459-467.

M. Sjogren, P. R. Jonsson, M. Dahlstrém, T. Lundalv, R. Burman, U. Géransson and L. Bohlin, J. Nat.
Prod., 2011, 74, 449-454.

J. J. La Clair, S. T. Loveridge, K. Tenney, M. O’Neil-Johnson, E. Chapman and P. Crews, PLoS ONE, 2014,
9, e100474.

E. Ternon, L. Zarate, S. Chenesseau, J. Croue, R. Dumollard, M. T. Suzuki and O. P. Thomas, Sci. Rep.,
2016, 6, 29474.

P. Vlachou, L. Goff, C. Alonso, A. A. Pedro, J. Gallard, N. Fokialakis and J. Ouazzani, Mar. Drugs, 2018,
16, 0152-0152.

C. L. Fiore, C. J. Freeman and E. B. Kujawinski, PeerJ, 2017, 5, €2870.

T. Alsufyani, A. Weiss and T. Wichard, Mar. Drugs, 2017, 15, 14.

R. X. Poulin, S. Lavoie, K. Siegel, D. A. Gaul, M. J. Weissburg and J. Kubanek, PNAS, 2018, 115, 662—667.
M. Slattery, M. Hamann, J. McClintock, T. Perry, M. Puglisi and W. Yoshida, Mar. Ecol. Prog. Ser., 1997,
161, 133-144.

M. A. Ochsenkiihn, P. Schmitt-Kopplin, M. Harir and S. A. Amin, Commun. Biol., 2018, 1, 1-10.

T. N. F. Roach, M. Little, M. G. I. Arts, J. Huckeba, A. F. Haas, E. E. George, R. A. Quinn, A. G. Cobian-
Guemes, D. S. Naliboff, C. B. Silveira, M. J. A. Vermeij, L. W. Kelly, P. C. Dorrestein and F. Rohwer,
PNAS, 2020, 117, 13588-13595.

L. Weber, M. K. Soule, K. Longnecker, C. C. Becker, N. Huntley, E. B. Kujawinski and A. Apprill, ISME
Commun, 2022, 2, 1-13.

B. M. Garcia, C. C. Becker, L. Weber, G. J. Swarr, M. C. Kido Soule, A. Apprill and E. B. Kujawinski, J.
Proteome Res., 2024, 23, 2041-2053.

C. C. Becker, L. Weber, B. Zgliczynski, C. Sullivan, S. Sandin, E. Muller, A. S. Clark, M. C. Kido Soule, K.
Longnecker, E. B. Kujawinski and A. Apprill, PNAS Nexus, 2023, 2, pgad287.

E. Richelle-Maurer, M. J. De Kluijver, S. Feio, S. Gaudéncio, H. Gaspar, R. Gomez, R. Tavares, G. Van de
Vyver and R. W. M. Van Soest, Biochem. Syst. Ecol., 2003, 31, 1073-1091.

F. A. Klapper, C. Kiel, P. Bellstedt, W. Vyverman and G. Pohnert, Angew.Chem. Int.Ed., 2023, 62,
€202307165.

A. Bogdanov, M. N. Salib, A. B. Chase, H. Hammerlindl, M. N. Muskat, S. Luedtke, E. B. da Silva, A. J.
O’Donoghue, L. F. Wu, S. J. Altschuler, T. F. Molinski and P. R. Jensen, Nat. Commun., 2024, 15, 5230.



