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Figure S1. (a) Global molecular network highlighting nodes (ions) produced in the different cultivation conditions (GYM-liquid, GYM-solid, MB-liquid and MB-

solid) by Polaribacter sp. Clusters (comprising nodes ≥ 3) are numbered 1 to 25 with putative annotations if any. Image is a merged MN from both positive and 

negative polarities. Non-colored nodes originate from the other isolates Shewanella sp. SU126, Psychrobacter sp. SU137 and Psychrobacter sp. SU143. (b) Venn diagram 

displaying the distribution of ions according to different cultivation conditions. 

 

 

(a) (b) 



4 | P a g e  
 

 

Figure S2. (a) Global molecular network highlighting nodes (ions) produced in the different cultivation conditions (GYM-liquid, GYM-solid, MB-liquid and MB-

solid) by Shewanella sp. SU126. Clusters (comprising nodes ≥ 3) are numbered 1 to 25 with putative annotations if any. Image is a merged MN from both positive 

and negative polarities. Non-colored nodes originate from the other isolates Polaribacter sp. SU124, Psychrobacter sp. SU137 and Psychrobacter sp. SU143. (b) Venn 

diagram displaying the distribution of ions according to different cultivation conditions. 
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Figure S3. (a) Global molecular network highlighting nodes (ions) produced in the different cultivation conditions (GYM-liquid, GYM-solid, MB-liquid and MB-

solid) by Psychrobacter sp. SU137. Clusters (comprising nodes ≥ 3) are numbered 1 to 25 with putative annotations if any. Image is a merged MN from both positive 

and negative polarities. Non-colored nodes originate from the other isolates Polaribacter sp. SU124, Shewanella sp. SU126, and Psychrobacter sp. SU143. (b) Venn 

diagram displaying the distribution of ions according to different cultivation conditions. 
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Figure S4. (a) Global molecular network highlighting nodes (ions) produced in the different cultivation conditions (GYM-liquid, GYM-solid, MB-liquid and MB-

solid) by Psychrobacter sp. SU143. Clusters (comprising nodes ≥ 3) are numbered 1 to 25 with putative annotations if any. Image is a merged MN from both positive 

and negative polarities. Non-colored nodes originate from the other isolates Polaribacter sp. SU124, Shewanella sp. SU126, and Psychrobacter sp. SU137. (b) Venn 

diagram displaying the distribution of ions according to different cultivation conditions. 

 

(b) (a) 
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Figure S5. CFM-ID predicted MS/MS spectrum annotation of 12-hydroxy-3-ketocholanic acid (m/z [M-H]- 389.2691) acquired   7 

by UPLC–QToF–MS/MS in negative ion mode. 
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Table S1. Identification of 16 selected bacteria associated to the umbrella of P. periphylla according to the BLAST results from the NCBI nucleotide 

database. The table displays the first 3 hits from two BLAST searches, one against all database entries and the second against type strains only. 

MB: Marine broth; HS: Hastings medium, WSP: Wickerham medium, %: percent similarity to database hit, Acc. No.: accession numbers 

Strain 

ID 

Source Isolation 

Med-

ium 

Seq. 

length 

BLAST result (highly similar) %  Acc. No. BLAST result TYPE strain (highly 

similar) 

%  Acc. No. Acc. No. 

isolates 

SU122 Outer 

umbrella 

MB 764 Bizionia sp. strain SER20 

Bizionia berychis strain RA3-3-1 

Bizionia sp. BS-22B 

100 

100 

99.9 

MK660308.1 

NR_163629.1 

KX000020.1  

Bizionia berychis strain RA3-3-1 

Bizionia fulviae strain EM7 

Bizionia paragorgiae strain KMM 6029 

100 

98.4 

96.9 

NR_163629.1 

NR_137258.1 

NR_025827.1 

OQ259915 

SU123 Outer 

umbrella 

MB 728 Psychrobacter sp. BM06 

Psychrobacter sp. strain SXS3-2 

Psychrobacter glacincola CsDWF-377 

99.6 

99.2 

99.0 

KP172202.1 

MG383483.1 

MT415118.1  

Psychrobacter arcticus strain 273-4 

Psychrobacter glacincola DSM 12194 

Psychrobacter cryohalolentis K5 

99.0 

99.0 

98.8 

NR_075054.1 

NR_042076.1 

NR_075055.1 

OQ259916 

SU124 Outer 

umbrella 

MB 913 Polaribacter atrinae strain BM-5 

Polaribacter atrinae strain WP25 

Polaribacter sp. KJF13-4 

99.9 

99.9 

99.1 

MH550132.1 

NR_133820.1 

JQ800223.1  

Polaribacter atrinae strain WP25 

Polaribacter sejongensis KOPRI 21160 

Polaribacter staleyi strain 10Alg 139  

99.9 

98.8 

98.0 

NR_133820.1 

NR_109324.1 

NR_159336.1 

OQ259917 

SU125 Outer 

umbrella 

MB 849 Leifsonia sp. W3 

Leifsonia sp. C6 

Salinibacterium sp. strain 1664 

100 

100 

99.9 

FJ424506.1 

FJ539111.1 

FJ539111.1  

Salinibacterium amurskyense KMM 3673 

Salinibacterium amurskyense KCTC 9931 

Leifsonia rubra strain CMS 76R 

99.4 

99.4 

97.6 

NR_041932.1 

MT759917.1 

MW228823.1 

OQ259918 

SU126 Outer 

umbrella 

MB 770 Shewanella sp. HM13 

Shewanella sp. strain Arc7-138 

Shewanella livingstonensis LMG 19866 

100 

100 

100 

LC461000.1 

MN784327.1 

MK131328.1 

Shewanella livingstonensis strain LMG 19866 

Shewanella vesiculosa strain M7 

Shewanella livingstonensis strain NF22 

100 

100 

99.9 

CP034015.1 

NR_042710.1 

NR_025443.1 

OQ259919 

SU127 Outer 

umbrella 

MB 996 Pseudoalteromonas sp. strain L13 

Pseudoalteromonas sp. strain H34 

Pseudoalteromonas undina strain W14 

100 

100 

100 

MN889155.1 

MN889141.1 

MN746144.1 

Pseudoalteromonas tetraodonis strain GFC 

Pseudoalteromonas issachenkonii KCTC 12958 

Pseudoalteromonas spiralis strain Te-2-2 

100 

99.9 

99.8 

CP011041.1 

CP013350.1 

NR_114801.1 

OQ259920 

SU128 Outer 

umbrella 

MB 704 Psychrobacter sp. strain UP 

Psychrobacter fozii strain D4037 

Psychrobacter sp. KJF3-37 

100 

100 

99.9 

MN420817.1 

FJ161263.1 

JQ800055.1  

Psychrobacter fjordensis strain BSw21516B 

Psychrobacter fozii strain NF23 

Psychrobacter aquimaris strain SW-210 

99.3 

99.3 

99.0 

NR_148330.1 

NR_025531.1 

NR_113805.1 

OQ259921 

SU129 Outer 

umbrella 

HS 908 Vibrio sp. strain Arc7-210 

Vibrio alginolyticus strain K08M4 

Vibrio atlanticus strain LGP32 

100 

100 

100 

MN784332.1 

CP017916.1 

FM954972.2 

Vibrio kanaloae strain LMG 20539 

Vibrio lentus strain CIP 107166 

Vibrio atlanticus strain VB 11.11 

99.9 

99.9 

99.7 

NR_042468.1 

NR_114982.1 

NR_116067.1 

OQ259922 

SU134 Inner 

umbrella 

MB 985 Polaribacter sp. NF3-11 

Polaribacter sp. BSw21683 

Polaribacter glomeratus strain KOPRI_22229 

98.5 

98.4 

98.4 

FJ196052.1 

JQ069958.1 

EU000227.1  

Polaribacter vadi strain LPB0003 

Polaribacter undariae strain W-BA7 

Polaribacter sejongensis strain KOPRI 21160 

98.0 

98.0 

98.0 

NR_156039.1 

KM458974.1 

NR_109324.1 

OQ259923 

SU135 Inner 

umbrella  

MB 765 Pseudoalteromonas neustonica strain CeD-1 

Pseudoalteromonas neustonica SJOD-M-26 

Pseudoalteromonas sp. strain DZ-01-10-aga 

100 

100 

100 

MN220612.1 

MK955337.1 

MK577318.1 

Pseudoalteromonas neustonica PAMC 28425 

Pseudoalteromonas prydzensis MB8-11 

Pseudoalteromonas mariniglutinosa KMM 

3635 

99.0 

98.7 

97.9 

NR_151996.1 

NR_044803.1 

NR_028992.1 

OQ259924 

SU136 Inner 

umbrella 

MB 834 Vibrio splendidus strain BST398 

Vibrio sp. strain NFH.MB010 

Vibrio sp. hMe27-21 

100 

100 

100 

CP031055.1 

MG788349.1 

KX453258.1  

Vibrio lentus strain CIP 107166 

Vibrio lentus strain 4OM4T 

Vibrio kanaloae strain LMG 20539 

100 

99.9 

99.8 

NR_114982.1 

NR_028926.1 

NR_042468.1 

OQ259925 

SU137 Inner 

umbrella 

MB 757 Psychrobacter sp. strain BH36 

Psychrobacter sp. strain GS3 

Psychrobacter nivimaris strain 

20_KNBR_Sed_R2 

100 

100 

100 

MN049674.1 

MN421797.1 

MN080178.1 

Psychrobacter nivimaris strain 88/2-7 

Psychrobacter adeliensis strain DSM 15333 

Psychrobacter adeliensis strain SJ 14 

100 

99.7 

99.7 

NR_028948.1 

NR_117632.1 

NR_104882.1 

OQ259926 

https://www.ncbi.nlm.nih.gov/nucleotide/MK660308.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0N9BRRH013
https://www.ncbi.nlm.nih.gov/nucleotide/MK660308.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0N9BRRH013
https://www.ncbi.nlm.nih.gov/nucleotide/MK660308.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0N9BRRH013
https://www.ncbi.nlm.nih.gov/nucleotide/NR_163629.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0N9R2J9013
https://www.ncbi.nlm.nih.gov/nucleotide/NR_163629.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0N9R2J9013
https://www.ncbi.nlm.nih.gov/nucleotide/NR_163629.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0N9R2J9013
https://www.ncbi.nlm.nih.gov/nucleotide/KP172202.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1GTVVE2013
https://www.ncbi.nlm.nih.gov/nucleotide/KP172202.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1GTVVE2013
https://www.ncbi.nlm.nih.gov/nucleotide/KP172202.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1GTVVE2013
https://www.ncbi.nlm.nih.gov/nucleotide/NR_075054.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1GTEX4F016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_075054.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1GTEX4F016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_075054.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1GTEX4F016
https://www.ncbi.nlm.nih.gov/nucleotide/MH550132.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1H6CG95016
https://www.ncbi.nlm.nih.gov/nucleotide/MH550132.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1H6CG95016
https://www.ncbi.nlm.nih.gov/nucleotide/MH550132.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1H6CG95016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_133820.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1H62CBS016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_133820.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1H62CBS016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_133820.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1H62CBS016
https://www.ncbi.nlm.nih.gov/nucleotide/FJ424506.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y6HHN312016
https://www.ncbi.nlm.nih.gov/nucleotide/FJ424506.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y6HHN312016
https://www.ncbi.nlm.nih.gov/nucleotide/FJ424506.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y6HHN312016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_041932.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y6HJ4NM6016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_041932.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y6HJ4NM6016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_041932.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y6HJ4NM6016
https://www.ncbi.nlm.nih.gov/nucleotide/LC461000.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y42BPDBU01R
https://www.ncbi.nlm.nih.gov/nucleotide/LC461000.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y42BPDBU01R
https://www.ncbi.nlm.nih.gov/nucleotide/LC461000.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y42BPDBU01R
https://www.ncbi.nlm.nih.gov/nucleotide/CP034015.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y42BBBN201R
https://www.ncbi.nlm.nih.gov/nucleotide/CP034015.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y42BBBN201R
https://www.ncbi.nlm.nih.gov/nucleotide/CP034015.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y42BBBN201R
https://www.ncbi.nlm.nih.gov/nucleotide/MN889155.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDJWDD1X01N
https://www.ncbi.nlm.nih.gov/nucleotide/MN889155.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDJWDD1X01N
https://www.ncbi.nlm.nih.gov/nucleotide/MN889155.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDJWDD1X01N
https://www.ncbi.nlm.nih.gov/nucleotide/CP011041.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDJX4KJP013
https://www.ncbi.nlm.nih.gov/nucleotide/CP011041.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDJX4KJP013
https://www.ncbi.nlm.nih.gov/nucleotide/CP011041.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDJX4KJP013
https://www.ncbi.nlm.nih.gov/nucleotide/MN420817.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y6JNPR30013
https://www.ncbi.nlm.nih.gov/nucleotide/MN420817.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y6JNPR30013
https://www.ncbi.nlm.nih.gov/nucleotide/MN420817.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y6JNPR30013
https://www.ncbi.nlm.nih.gov/nucleotide/NR_148330.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1C8KSFS013
https://www.ncbi.nlm.nih.gov/nucleotide/NR_148330.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1C8KSFS013
https://www.ncbi.nlm.nih.gov/nucleotide/NR_148330.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y1C8KSFS013
https://www.ncbi.nlm.nih.gov/nucleotide/MN784332.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z906P78B013
https://www.ncbi.nlm.nih.gov/nucleotide/MN784332.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z906P78B013
https://www.ncbi.nlm.nih.gov/nucleotide/MN784332.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z906P78B013
https://www.ncbi.nlm.nih.gov/nucleotide/NR_042468.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z9077M6D013
https://www.ncbi.nlm.nih.gov/nucleotide/NR_042468.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z9077M6D013
https://www.ncbi.nlm.nih.gov/nucleotide/NR_042468.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z9077M6D013
https://www.ncbi.nlm.nih.gov/nucleotide/FJ196052.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z90VKPUY01R
https://www.ncbi.nlm.nih.gov/nucleotide/FJ196052.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z90VKPUY01R
https://www.ncbi.nlm.nih.gov/nucleotide/FJ196052.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z90VKPUY01R
https://www.ncbi.nlm.nih.gov/nucleotide/CP017477.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z90V5ZR901R
https://www.ncbi.nlm.nih.gov/nucleotide/CP017477.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z90V5ZR901R
https://www.ncbi.nlm.nih.gov/nucleotide/CP017477.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z90V5ZR901R
https://www.ncbi.nlm.nih.gov/nucleotide/MN220612.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91E5B0601R
https://www.ncbi.nlm.nih.gov/nucleotide/MN220612.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91E5B0601R
https://www.ncbi.nlm.nih.gov/nucleotide/MN220612.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91E5B0601R
https://www.ncbi.nlm.nih.gov/nucleotide/NR_151996.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91DT9TM01R
https://www.ncbi.nlm.nih.gov/nucleotide/NR_151996.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91DT9TM01R
https://www.ncbi.nlm.nih.gov/nucleotide/NR_151996.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91DT9TM01R
https://www.ncbi.nlm.nih.gov/nucleotide/CP031055.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91PA1E501R
https://www.ncbi.nlm.nih.gov/nucleotide/CP031055.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91PA1E501R
https://www.ncbi.nlm.nih.gov/nucleotide/CP031055.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91PA1E501R
https://www.ncbi.nlm.nih.gov/nucleotide/NR_114982.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91NY9C801R
https://www.ncbi.nlm.nih.gov/nucleotide/NR_114982.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91NY9C801R
https://www.ncbi.nlm.nih.gov/nucleotide/NR_114982.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91NY9C801R
https://www.ncbi.nlm.nih.gov/nucleotide/MN049674.1?report=genbank&log$=nucltop&blast_rank=1&RID=15EZSYCJ016
https://www.ncbi.nlm.nih.gov/nucleotide/MN049674.1?report=genbank&log$=nucltop&blast_rank=1&RID=15EZSYCJ016
https://www.ncbi.nlm.nih.gov/nucleotide/MN049674.1?report=genbank&log$=nucltop&blast_rank=1&RID=15EZSYCJ016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_028948.1?report=genbank&log$=nucltop&blast_rank=1&RID=15F0A8R4016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_028948.1?report=genbank&log$=nucltop&blast_rank=1&RID=15F0A8R4016
https://www.ncbi.nlm.nih.gov/nucleotide/NR_028948.1?report=genbank&log$=nucltop&blast_rank=1&RID=15F0A8R4016
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SU139 Inner 

umbrella 

HS 768 AliiVibrio sp. strain EL58 

AliiVibrio sp. H1309/4.1 

AliiVibrio fischeri, strain: CG2 

100 

100 

100 

MF461376.1 

LN871555.1 

AB819695.1  

AliiVibrio logei, strain 584 

AliiVibrio salmonicida strain NCIMB 2262 

AliiVibrio logei strain NCIMB 2252 

99.6 

99.6 

99.6 

LR813682.1 

NR_116259.1 

NR_116258.1 

OQ259927 

SU140 Inner 

umbrella 

HS 756 Pseudoalteromonas sp. strain W11 

Pseudoalteromonas sp. strain S49 

Pseudoalteromonas nigrifaciens strain CeD-2 

100 

100 

100 

MN889233.1 

MN889221.1 

MN220613.1 

Pseudoalteromonas arctica A 37-1-2 

Pseudoalteromonas nigrifaciens NBRC 

103036 

Pseudoalteromonas paragorgicola KMM 3548 

100 

100 

100 

CP011026.1 

NR_114188.1 

NR_025654.1 

OQ259928 

SU143 Inner 

umbrella 

WSP 1003 Psychrobacter sp. P11G5 

Psychrobacter glacincola: NBRC 101053 

Psychrobacter alimentarius strain 1.27 

100 

100 

99.8 

CP012533.1 

AB681354.1 

KX417122.1  

Psychrobacter adeliensis strain DSM 15333 

Psychrobacter glacincola strain DSM 12194 

Psychrobacter namhaensis strain SW-242 

98.8 

98.6 

98.7 

NR_117634.1 

NR_042076.1 

NR_043141.1 

OQ259929 

SU147 Inner 

umbrella 

WSP 835 Shewanella sp. HM13 

Shewanella livingstonensis LMG 19866 

Shewanella sp. H2-63 

100 

100 

100 

LC461000.1 

MK131328.1 

KM979184.1 

Shewanella livingstonensis strain LMG 19866 

Shewanella vesiculosa strain M7 

Shewanella livingstonensis strain NF22 

100 

100 

99.9 

CP034015.1 

NR_042710.1 

NR_025443.1 

OQ259930 

 

Table S2. The IC50 values (in µg/mL) of the 16 bacterial strain extracts against ESKAPE pathogens Efm: Enterococcus faecium; MRSA, methicillin-resistant 

Staphylococcus aureus and the fish pathogens Lg: Lactococcus garviae and Vi: Vibrio ichthyoenteri. Positive controls: ampicillin for Efm and Lg, chloramphenicol for 

MRSA an Vi. n.t: not tested because of the lack of extract. Most potent bioactivities are boldened. Test pathogens and cancer cells which were not susceptible to any 

of the extracts are not displayed in the table.  

Isolate Media-regime Activity against Efm Activity against MRSA Activity against Lg Activity against Vi 

Biziona sp. SU122 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

22.3 

60.3 

>100 

17.3 

20.4 

27.7 

>100 

17.4 

57.6 

>100 

>100 

82.7 

>100 

>100 

>100 

>100 

Psychrobacter sp. SU123 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

>100 

>100 

>100 

>100 

19.6 

21.9 

26 

25.1 

>100 

>100 

>100 

>100 

>100 

>100 

>100 

>100 

Polaribacter sp. SU124 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

67.3 

>100 

>100 

>100 

7.3 

20.9 

80.8 

23.2 

>100 

>100 

>100 

>100 

>100 

>100 

>100 

>100 

Salinibacterium sp. SU125 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

>100 

>100 

>100 

>100 

>100 

>100 

28 

66.5 

>100 

>100 

>100 

>100 

>100 

>100 

56.6 

>100 

Shewanella sp. SU126 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

59.9 

18.7 

>100 

n.t 

20.7 

8.5 

>100 

n.t 

>100 

53.4 

>100 

n.t 

>100 

>100 

>100 

>100 

https://www.ncbi.nlm.nih.gov/nucleotide/MF461376.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91XTGA301R
https://www.ncbi.nlm.nih.gov/nucleotide/MF461376.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91XTGA301R
https://www.ncbi.nlm.nih.gov/nucleotide/MF461376.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91XTGA301R
https://www.ncbi.nlm.nih.gov/nucleotide/LR813682.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91XDDCU01R
https://www.ncbi.nlm.nih.gov/nucleotide/LR813682.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91XDDCU01R
https://www.ncbi.nlm.nih.gov/nucleotide/LR813682.1?report=genbank&log$=nucltop&blast_rank=1&RID=Z91XDDCU01R
https://www.ncbi.nlm.nih.gov/nucleotide/MN889233.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0PWPU1F013
https://www.ncbi.nlm.nih.gov/nucleotide/MN889233.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0PWPU1F013
https://www.ncbi.nlm.nih.gov/nucleotide/MN889233.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0PWPU1F013
https://www.ncbi.nlm.nih.gov/nucleotide/CP011026.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0PX2AK5016
https://www.ncbi.nlm.nih.gov/nucleotide/CP011026.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0PX2AK5016
https://www.ncbi.nlm.nih.gov/nucleotide/CP011026.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y0PX2AK5016
https://www.ncbi.nlm.nih.gov/nucleotide/CP012533.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDK3S9RB01N
https://www.ncbi.nlm.nih.gov/nucleotide/CP012533.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDK3S9RB01N
https://www.ncbi.nlm.nih.gov/nucleotide/CP012533.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDK3S9RB01N
https://www.ncbi.nlm.nih.gov/nucleotide/NR_117634.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDK41BZK01N
https://www.ncbi.nlm.nih.gov/nucleotide/NR_117634.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDK41BZK01N
https://www.ncbi.nlm.nih.gov/nucleotide/NR_117634.1?report=genbank&log$=nucltop&blast_rank=1&RID=NDK41BZK01N
https://www.ncbi.nlm.nih.gov/nucleotide/LC461000.1?report=genbank&log$=nucltop&blast_rank=1&RID=ZBN1SKVM013
https://www.ncbi.nlm.nih.gov/nucleotide/LC461000.1?report=genbank&log$=nucltop&blast_rank=1&RID=ZBN1SKVM013
https://www.ncbi.nlm.nih.gov/nucleotide/LC461000.1?report=genbank&log$=nucltop&blast_rank=1&RID=ZBN1SKVM013
https://www.ncbi.nlm.nih.gov/nucleotide/CP034015.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y42BBBN201R
https://www.ncbi.nlm.nih.gov/nucleotide/CP034015.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y42BBBN201R
https://www.ncbi.nlm.nih.gov/nucleotide/CP034015.1?report=genbank&log$=nucltop&blast_rank=1&RID=Y42BBBN201R
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Pseudoalteromonas sp. 

SU127 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

42.4 

44.7 

64.6 

18.8 

22.4 

21.8 

61.7 

18.8 

66.1 

72.9 

>100 

20.7 

>100 

>100 

>100 

>100 

Psychrobacter sp. SU128 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

59.2 

79 

19.6 

18.4 

21.3 

14.6 

20.4 

12.5 

87.4 

>100 

67.6 

62.7 

>100 

>100 

>100 

>100 

Vibrio sp. SU129 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

62 

>100 

19.7 

20.8 

65 

29.5 

19.7 

21.3 

>100 

>100 

72.9 

65 

>100 

91.5 

>100 

>100 

Polaribacter sp. SU134 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

>100 

>100 

>100 

n.t 

>100 

>100 

>100 

n.t 

>100 

>100 

>100 

n.t 

>100 

>100 

>100 

>100 

Pseudoalteromonas sp. 

SU135 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

>100 

92.3 

19.2 

18.8 

62.9 

26.9 

21.4 

18.3 

>100 

>100 

63.1 

27.2 

>100 

>100 

>100 

>100 

Vibrio sp. SU136 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

73.7 

>100 

>100 

n.t 

37.9 

62 

>100 

n.t 

>100 

>100 

>100 

n.t 

>100 

>100 

>100 

>100 

Psychrobacter sp. SU137 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

37.8 

19.4 

18.7 

7.3 

21.3 

18.7 

18.5 

8.1 

69.6 

43.3 

56.2 

20.1 

>100 

>100 

>100 

>100 

Aliivibrio sp. SU139 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

>100 

>100 

>100 

n.t 

63.5 

82.3 

>100 

n.t 

>100 

>100 

>100 

n.t 

>100 

>100 

>100 

>100 

Pseudoalteromonas sp. 

SU140 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

57.6 

58.6 

17.9 

15.9 

20.7 

19.4 

18.1 

17.1 

65.3 

87.9 

19.4 

19.5 

>100 

>100 

>100 

>100 

Psychrobacter sp. SU143 
MB-liquid 

MB-solid 

>100 

>100 

20.9 

25.7 

>100 

>100 

>100 

>100 
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GYM-liquid 

GYM-solid 

20.5 

39.6 

20.2 

9.9 

>100 

>100 

>100 

>100 

Shewanella sp. SU147 

MB-liquid 

MB-solid 

GYM-liquid 

GYM-solid 

58.5 

19.1 

17.6 

17.8 

42.9 

16.2 

19.4 

18.9 

66.9 

45.7 

20.2 

21.9 

>100 

>100 

>100 

>100 

Positive control 
 

1.6 3.1 0.5 0.4 

 

Table S3.  Putative annotation of metabolites produced by the SU143, SU137, SU126 and SU124 in the liquid and solid regime of MB and GYM 

media. Annotation was based on the m/z [M+H]+ or other adducts, retention time (tR), predicted molecular formula, fragmentation pattern and 

source of the hit. The source of the ion is indicated by the peak area (PkArea) recorded. Confidence level of annotation are given based on the 

reporting standards (1- 4) proposed by Sumner, et al. [1] where 1 is identified compound, 2 is putative annotation without reference standards, 3 is 

putative characterized compound class, and 4 is unknown compound. 

Adduct parent 

mass 

RTMean MS2 Mol form. Hit Class PkArea GYM-

liquid 

PkArea 

GYM-solid 

PkArea 

MB-liquid 

PkArea MB-

solid 

Confidence/ref

erence 

Psychrobacter sp. SU143           

[M+Na]+ 511.2096 10.5 414; 391; 367 C30H32O6  - - 0 0 5386 0 4 

[M+H]+ 355.4134 8.4 337; 319; 213 C23H46O2 - Bile acid 0 0 3790 0 3 [2] 

[M+H]+ 311.2583 7.9 297; 149; 135; 

121 

C19H34O3 methyl 15-

hydroxyoctadeca-

9,12-dienoate 

fatty acid 0 0 0 7374 3 [3] 

[M+K]+ 429.2299 8.4 411; 355; 337 C24H39O4 12-hydroxy-3-

ketocholanic acid 

Bile acid 0 0 7852 0 2 [2] 

[M+Na]+ 1021.919 10.5 883; 797; 711; 

625; 539; 453; 

367; 281; 195 

C67H120O6 - PHB 0 0 4681 0 3  

[M+H]+ 355.4781 8.4 337; 319; 213 - - Bile acid 0 0 4991 0 3 

[M+H]+ 480.3093 9.1 339; 308; 155; 

135 

C23H47NO7P PE (18:1/0:0) lipids 7727 7946 23769 229952 3 [4] 

[M+Na]+ 849.8456 10.1 797; 711; 625; 

539; 453; 367; 

281; 195 

C55H108O5 - PHB 0 0 0 3516 3 

[M+H]+ 220.12 3.9 164; 152; 141 C12H15N2O2 - 
 

0 0 10835 3915 3 

[M-

2H2O+H]+ 

357.2756 8.3 338; 247; 215; 

161 

C24H36O2 3,12-

dihydroxycholanic 

acid 

Bile acid 0 0 33381 17997 2 [2] 

[M+H]+ 373.5783 8.4 355; 337; 213 - - Bile acid 0 0 1077 0 3 

[M+Na]+ 942.3873 10.5 625; 539; 453; 

367; 295; 281; 

195 

C48H61O19 - PHB 0 0 0 2229 3 
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[M+H]+ 778.5354 11.1 595; 573; 184; 

146 

C44H76NO8P 1,2-Di-(9Z,12Z,15Z-

octadecatrienoyl)-sn-

glycero-3-

phosphocholine 

lipids 5910 0 0 0 3 [5] 

[M+H]+ 480.3092 8.9 339; 308; 135; 

121 

C23H46NO7P PE (18:1/0:0) lipids 16667 23682 25275 202226 3 [5] 

[M+H]+ 339.2897 8.9 301; 265; 247; 

149; 135; 121 

C21H38O3 methyl 3-

hydroxyicosa-11,14-

dienoate 

fatty acid 6737 10008 10780 127311 3 [3] 

[M+H]+ 482.3243 9.8 367; 341; 310; 

155 

C23H49NO7P PE (18:0/0:0) lipids 0 0 0 6207 3 [4,5] 

[M+H]+ 959.6099 9.1 339; 308; 265 - PE lipids 0 0 0 9572 3 

[M+Na]+ 1159.479 8.9 883; 797; 711; 

625; 539; 453; 

367; 281; 195 

C72H70O14 - PHB 0 0 0 33812 3 [6] 

[M+H-

H2O]+ 

339.2896 9.1 301; 265; 135; 

121;  

C21H38O3 Monoelaidin (2,3-

dihydroxypropyl 

(E)-octadec-9-enoate) 

fatty acid 948 0 0 65456 3 [7] 

[M+Na]+ 849.3435 10.1 797; 711; 625; 

539; 453; 367; 

281; 195 

C47H54O13 - PHB 0 0 0 4258 3 

[M+H]+ 639.5307 10.1 448; 381; 364; 

345; 318; 115; 

70 

C37H70N2O6 - ornithine lipids 

(OL) 

7939 0 0 0 3 [8] 

[M+H]+ 466.2926 8.4 325; 294; 251; 

233; 135; 121 

C22H44NO7P lysophosphatidylcho

line (14:1/0:0) 

lipids 3117 0 2249 20908 3 [5] 

[M+H]+ 480.4825 9.1 339; 308; 135; 

121 

- PE lipids 0 0 0 3472 3   

[M+H]+ 452.2774 8.1 311; 280; 237; 

219; 135; 121 

C21H42NO7P PE(16:1/0:0)(lysopho

sphatidylethanolami

ne 

lipids 0 0 0 46551 3 [9] 

[M+H]+ 268.2642 10.7 251; 233; 149; 

135 

C17H33NO - fatty acid 5452 0 0 0 3 

[M+H]+ 466.2924 8.6 325; 294; 251; 

233; 135; 121 

C22H44NO7P lysophosphatidylcho

line (14:1/0:0) 

lipids 0 0 0 27752 3 [10] 

[M+Na]+ 643.2577 6.9 557; 539; 471; 

453; 385; 367; 

299; 281; 213; 

195 

C28H44O15 27-Hydroxy-

3,7,11,15,19,23-

hexamethyl-

5,9,13,17,21,25-

hexaoxo-

4,8,12,16,20,24-

hexaoxaoctacosanoic 

acid 

PHB 0 0 10183 13347 3 [11] 

[M+H]+ 373.6283 8.4 355; 213; 199 - - Bile acid 0 0 1433 0 3 

[M+Na]+ 711.284 8.4 625; 539; 453; 

367; 281; 195 

C32H48O16 (4,8,12,16,20,24,28,32

)-

4,8,12,16,20,24,28,32-

Octamethyl-

PHB 0 0 8446 0 3 [11] 

https://pubchem.ncbi.nlm.nih.gov/#query=C44H76NO8P
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1,5,9,13,17,21,25,29-

octaoxacyclodotriaco

ntane-

2,6,10,14,18,22,26,30-

octone 

[M+H]+ 641.5468 10.5 383; 366; 347; 

319; 115; 70 

C37H72N2O6 - ornithine lipids 

(OL) 

21736 0 0 0 3 [5] 

[M+H]+ 373.4876 8.4 
   

Bile acid 0 0 1531 0 3 

[M+H]+ 452.2771 7.9 311; 280; 237; 

155 

C21H42NO7P PE(16:1/0:0) lipids 0 0 0 19467 3 [9] 

[M+H]+ 337.3976 8.4 319; 279; 267; 

213; 159 

C24H32O - Bile acid 0 0 998 0 3 

[M+H]+ 370.2743 6.0 353; 335; 317; 

227 

C24H35NO2 - Bile acid 0 0 45902 29963 3 

[M+H-

2H2O]+ 

237.222 11.1 219; 200; 177; 

163; 149; 135; 

121; 95 

C16H32O3 3-

Hydroxyhexadecano

ic acid 

fatty acid 22770 16833 10762 9380 3 [7] 

[M+H]+ 480.597 9.1 339; 308 - PE lipids 0 0 0 1077 3 

[M+H]+ 522.3555 9.2 184; 124; 104 C26H52NO7P PC (0:0/18:1)  lipids 1338 0 7505 0 3 [5] 

[M-

2H2O+H]+ 

355.5537 8.4 337; 319; 285; 

213 

C24H34O2 - Bile acid 0 0 2779 0 3 

 
494.324 9.4 353; 339 C24H48NO7P PE(0:0/19:1) lipids 0 0 0 2679 3 [5] 

[M+NH3
+H

]+ 

254.2483 10.2 237; 219; 135 C16H28O - fatty acid 10921 0 0 0 3 [3] 

[M+H]+ 502.2906 8.9 459; 361; 339; 

164; 120 

C23H46NO7P PE (18:1/0:0) lipids 0 0 1287 17327 3 [5] 

[M+H]+ 344.2795 9.9 149; 135; 121 C23H36O2 - fatty acid 4898 0 0 0 3 

[M+H]+ 372.2896 7.3 355; 337; 319; 

213 

C21H39O5 - Bile acid 0 0 30112 18341 3 

[M+Na]+ 1073.441 8.7 625; 557; 539; 

453; 385; 367; 

281; 195 

C55H70O20 - PHB 0 0 6834 0 3 

[M+H]+ 406.2953 6.0 370; 353; 335; 

317; 253 

C24H39NO4 - Bile acid 0 0 0 14641 3 

[M+H]+ 482.3243 10.0 341; 310; 285; 

109 

C23H48NO7P PE (18:0/0:0) lipids 0 0 0 8452 3 [5] 

[M+Na]+ 502.2907 9.1 459; 441; 379; 

339; 195; 176; 

120 

C23H46NO7PN

a 

1-(9Z-Octadecenoyl)-

sn-glycero-3-

phosphoethanolami

ne (PE(18:1/0:0)) 

lipids 0 0 0 17426 3 [5] 

[M+Na]+ 942.8887 10.5 639; 625; 539; 

453; 367; 281; 

195 

- - PHB 0 0 0 2157 3 

[2M+H]+ 781.5638 8.4 373; 355; 337; 

319 

C24H38O4 12-hydroxy-3-

ketochalanic acid 

Bile acid 0 0 146698 111170 3 [2] 

[M+H]+ 457.2028 9.0 441; 379; 339; 

195; 176 

C25H32NO5P PE lipids 0 0 0 3304 3 
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[M+H]+ 459.2478 9.1 441; 379; 339; 

308; 195; 155 

C22H38NO7P PE lipids 0 0 0 5061 3 

[M-

H2O+H]+ 

373.5322 8.4 355; 337; 319; 

213 

C24H38O4 12-hydroxy-3-

ketocholanic acid 

Bile acid 0 0 926 0 3 [2] 

[M+H]+ 205.0977 2.8 177; 132; 120 C11H12N2O2 cyclo-(glycinyl-L-

phenylalanine) 

diketopiperazine 0 0 8194 0 3 [12] 

[M-H]- 398:2695 8:4 371; 345; 343; 

327; 311 

C24H38O4 12-hydroxy-3-

ketocholanic acid 

Bile acid 0 0 272850 212998 3 [2] 

            

            

Psychrobacter sp. SU137           

[2M+H]+ 781.7834 8.4 
 

C24H38O4 12-Hydrox-3-

ketocholanic acid 

Bile acid 0 0 3090 0 3 [2] 

[2M+H]+ 785.5936 8.1 357; 339; 321 C24H40O4 3,12-

Dihydroxycholanic 

acid 

Bile acid 0 0 11284 0 3 [2] 

[M+H]+ 480.3089 9.1 339; 308 C23H46NO7P PE (18:1/0:0) lipids 15885 1325 1611 0 3 [5] 

[M-

2H2O+H]+ 

355.4796 8.4 337; 319; 285; 

213 

- - Bile acid 0 0 7991 0 3 

[M+Na]+ 1101.473 9.7 567; 539; 481; 

453; 395; 367; 

309; 281; 195 

C57H74O20 - PHB 0 61393 0 0 3 

[M+H]+ 778.5365 10.7 595; 573; 184; 

146 

C44H76NO8P 1,2-Di-(9Z,12Z,15Z-

octadecatrienoyl)-sn-

glycero-3-

phosphocholine  

lipid 1498 0 0 0 3 [5] 

[M+Na]+ 863.8612 10.8 797; 625; 539; 

453; 367; 281; 

195 

- - 

 

PHB 0 9031 0 0 3 

[M+Na]+ 777.8243 10.6 625; 539; 453; 

367; 281; 195 

- - PHB 0 11331 0 0 3 

[M+Na]+ 820.8437 10.7 711; 625; 539; 

453; 367; 309; 

281; 195 

- - PHB 0 18208 0 0 3 

[M-

2H2O+H]+ 

430.2952 7.2 412; 355 337; 

319; 213 

C26H42NO6 "((4R)-4-

((3R,5S,6R,7S,9S,10R,

13R,14S,17R)-3,6,7-

trihydroxy-10,13-

dimethylhexadecahy

dro-1H-

cyclopenta[a]phenan

thren-17-

yl)pentanoyl)glycine

" 

Bile acid 0 0 0 89002 3 [7] 

[M-

2H2O+H]+ 

355.2632 10.8 272; 254; 164 C24H36O4 12-hydroxy-3-

ketocholanic acid 

Bile acid 0 0 1390 0 3 [2] 

[2M+K]+ 818.108 6.9 355; 337 - - Bile acid 0 0 660 0 3 

https://pubchem.ncbi.nlm.nih.gov/#query=C44H76NO8P
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[M+Na]+ 1055.431 10.2 969; 883; 797; 

711; 625; 539; 

453; 367; 281; 

195 

C55H68O19 - PHB 0 0 5626 0 3 

[M-

H2O+H]+ 

389.269 7.8 353; 325; 307; 

147 

C24H38O5 dihydroxy-7-

ketocholanic acid 

Bile acid 0 0 7878 0 3 [2] 

[M+Na]+ 969.3945 10.0 883; 797; 711; 

625; 539; 453; 

367; 281; 195 

C47H62O20 - PHB 0 0 19654 0 3 

[M+H]+ 408.3111 8.4 - C24H41NO4 - Bile acid 0 0 4615 4740 3 

[M+Na]+ 453.1734 7.8 367; 281; 195 C20H30O10 pentolide 

(pentaoxacycloeicosa

nepentone 

pentamethyl) 

PHB 0 42685 0 8166 2 [13] 

[M+Na]+ 383.1615 4.7 365; 309; 253 C19H24N2O5 - - 0 0 18437 0 3 

[M+Na]+ 501.304 8.8 444; 339; 299 C24H46O9 - PHB 0 0 0 11713 3 

[M+H]+ 535.3355 11.1 165 C32H48O5 - - 0 0 0 7742 3 

[M+H]+ 367.1371 8.6 227; 213; 145 - - Bile acid 0 0 4354 0 3 

[M+H]+ 337.3968 8.4 319; 267; 213 - - Bile acid 0 0 2519 0 3 

[M-

2H2O+H]+ 

337.253 7.1 319; 209; 149 C24H36O3 - Bile acid 0 0 20058 0 3 

[M+Na]+ 643.2578 6.9 539; 471; 453; 

385; 367; 281; 

195 

C28H44O15 (3,7,11,15,19,23,27)-

27-Hydroxy-

3,7,11,15,19,23-

hexamethyl-

5,9,13,17,21,25-

hexaoxo-

4,8,12,16,20,24-

hexaoxaoctacosanoic 

acid 

PHB (linear) 0 0 17603 23999 3 [14] 

[M-

2H2O+H]+ 

357.279 8.4 275; 261; 247; 

215 

C24H38O3 "(R)-4-

((3S,5S,8R,9S,10S,12S

,13R,14S,17R)-3,12-

dihydroxy-10,13-

dimethylhexadecahy

dro-1H-

cyclopenta[a]phenan

thren-17-

yl)pentanoic acid" 

Bile acid 0 0 42563 200354 3 [7] 

[M+Na]+ 729.295 7.3 643; 625; 539; 

471; 453; 367; 

281; 195 

C32H50O17 (3,7,11,15,19,23,27,31

)-31-Hydroxy-

3,7,11,15,19,23,27-

heptamethyl-

5,9,13,17,21,25,29-

heptaoxo-

4,8,12,16,20,24,28-

heptaoxadotriaconta

noic acid 

PHB (linear) 0 15501 17672 0 3 [14] 
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[M+H]+ 426.1863 7.0 355; 337; 319; 

213 

- - Bile acid 0 0 21433 0 3 

[M-

2H2O+H]+ 

371.2584 7.8 
  

"(R)-4-

((3S,5S,7R,8R,9S,10S,

13R,14S,17R)-3,7-

dihydroxy-10,13-

dimethyl-12-

oxohexadecahydro-

1H-

cyclopenta[a]phenan

thren-17-

yl)pentanoic acid" 

Bile acid 0 0 11892 0 3 

[M-

2H2O+H]+ 

355.4122 8.4 337; 319; 213 - - Bile acid 0 0 10186 0 3 

[M+Na]+ 843.363 8.9 739; 653; 567; 

481; 453; 395; 

367; 309; 281; 

195 

C38H60O19 - PHB 0 11458 0 0 3 [14] 

[M-

H2O+H]+ 

448.3057 7.2 412; 355; 337; 

319; 213 

C26H43NO6 "((R)-4-

((3R,5S,7S,8R,9S,10S,

12S,13R,14S,17R)-

3,7,12-trihydroxy-

10,13-

dimethylhexadecahy

dro-1H-

cyclopenta[a]phenan

thren-17-

yl)pentanoyl)glycine

" 

Bile acid 0 0 0 49931 3 

[M-

H2O+H]+ 

373.1485 6.9 337; 319; 227; 

213; 199 

- - Bile acid 0 0 1232 845 3 

[M+Na]+ 470.2878 7.2 452; 395 C26H41NO5 2-(4-(7-hydroxy-

9a,11a-dimethyl-4-

oxo-hexadecahydro-

1H-

cyclopenta[a]phenan

thren-1-

yl)pentanamido)acet

ic acid 

Bile acid 0 0 88851 43472 3 

[M-

2H2O+H]+ 

415.2851 8.1 355; 213 C26H42O6 4-[7-(acetyloxy)-4,11-

dihydroxy-9a,11a-

dimethyl-

hexadecahydro-1H-

cyclopenta[a]phenan

thren-1-yl]pentanoic 

acid 

Bile acid 0 0 0 5490 3 

[M+H]+ 426.1855 7.2 355; 337; 319; 

213 

- - Bile acid 0 0 6787 0 3 
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[M+H]+ 399.2102 7.5 165 - - 
 

0 0 0 19139 3 

[M+Na]+ 987.4049 8.4 797; 711; 625; 

539; 453; 367; 

299; 281; 195 

 - PHB 0 14639 34413 40086 3  [14] 

[M+Na]+ 711.2843 8.4 625; 539; 453; 

367; 281; 195 

C32H48O16 (4,8,12,16,20,24,28,32

)-

4,8,12,16,20,24,28,32-

Octamethyl-

1,5,9,13,17,21,25,29-

octaoxacyclodotriaco

ntane-

2,6,10,14,18,22,26,30-

octone 

PHB 0 0 28729 15177 3 [14] 

[M+Na]+ 625.2478 8.5 539; 453; 367; 

281; 195 

C28H42O14 heptolide PHB 0 17335 63424 0 3 

[M+Na]+ 863.3592 10.8 739; 711; 625; 

539; 453; 367; 

281; 195 

- - PHB 0 10789 0 0 3 

[M+Na]+ 883.3577 9.7 797; 711; 625; 

539; 453; 367; 

281; 195 

- - PHB 0 13179 15302 0 3 

[M+NH4]+ 468.3325 8.1 355; 319; 245 C26H42O6 acetylated cholic 

acid 

Bile acid 0 0 8043 0 2 [7] 

[M+Na]+ 1073.442 8.7 797; 711; 625; 

539; 471; 453; 

367; 281; 195 

- - PHB 0 0 11396 0 3 

[M-

H2O+H]+ 

373.4902 8.4 355; 337; 319; 

213 

- - Bile acid 0 0 2318 0 3 

[M+H]+ 480.3088 8.9 - C23H47NO7P PE (18:1/0:0)  0 4130 0 0 3 

[M+Na]+ 557.2209 6.3 453; 385; 367; 

299; 281; 213; 

195 

C24H38O13 (3R,7R,11R,15R,19R,

23R)-23-Hydroxy-

3,7,11,15,19-

pentamethyl-

5,9,13,17,21-

pentaoxo-

4,8,12,16,20-

pentaoxatetracosano

ic acid 

PHB (linear) 0 0 58243 13729 3 

[2M+Na]+ 803.541 8.4 
   

Bile acid 0 0 30723 20893 3 

[M+Na]+ 797.3203 9.4 711; 625; 539; 

453; 367; 281; 

195 

C36H54O18 Cyclic PHB:8 PHB 0 9467 0 0 3 [15] 

[M+Na]+ 777.3223 10.6 625; 539; 453; 

367; 281; 195 

C47H58O16 - PHB 0 14488 0 0 3 

[M-

2H2O+H]+ 

355.5503 8.4 337; 319; 285; 

213 

- - Bile acid 0 0 4055 0 3 

[M-

H2O+H]+ 

373.2753 8.4 355; 337; 319; 

213 

C24H36O3 12-hydroxy-3-

ketocholanic acid 

Bile acid 0 0 322629 0 3 [2] 



18 | P a g e  
 

[M+Na]+ 901.3686 8.1 815; 625; 539; 

453; 367; 299; 

281; 195 

- - PHB 0 14437 41698 0 3 

[M+Na]+ 1115.488 10.0 539; 453; 367; 

281; 195 

C72H70O14 - PHB 0 3110 0 0 3 [6] 

[2M+H]+ 781.5647 8.4 373; 355; 337; 

319 

C24H38O3 12-hydroxy-3-

ketocholanic acid 

Bile acid 0 0 186649 116547 3 [2] 

[M+H]+ 479.3083 12.1 165 C22H38N8O4 - - 0 0 0 1205 4 

[M-

H2O+H]+ 

387.2896 10.2 369; 355; 337; 

319; 213 

C25H40O4 Methyl 3-oxo-

desoxycholate 

Bile acid 0 0 26880 0 3 

[M+Na]+ 539.2107 8.1 453; 367; 281; 

195 

C24H36O12 Hexolide PHB 0 0 66179 15227 2 [16] 

[M+Na]+ 413.2668 8.1 355 C24H38O4 12-hydroxy-3-

ketocholanic acid 

Bile acid 0 0 0 6445 3 [2] 

[M+Na]+ 467.2725 9.3 165 C27H40O5 - - 0 0 0 12988 4 

[M+Na]+ 470.2882 7.2 452; 395 C26H41NO5 2-(4-(7-hydroxy-

9a,11a-dimethyl-4-

oxo-hexadecahydro-

1H-

cyclopenta[a]phenan

thren-1-

yl)pentanamido)acet

ic acid 

Bile acid 0 0 169519 0 3 [7] 

[M+Na]+ 929.3994 9.2 739; 653; 567; 

481; 453; 367; 

309; 281; 195 

C53H62O13 - PHB 0 24804 0 0 3 

[M+Na]+ 820.3415 10.7 711; 625; 539; 

453; 367; 281; 

195 

- 

  

- PHB 0 22362 0 0 3 

[M+H]+ 373.4257 8.4 355; 213; 199 - - Bile acid 0 0 4825 0 3 

[M+Na]+ 1187.51 9.9 625; 567; 539; 

481; 453; 395; 

367; 309; 281; 

195 

- - PHB 0 54908 0 0 3 

[M+H]+ 411.2462 10.4 165 - - - 0 0 0 6038 3 

[M+Na]+ 711.2845 9.1 625; 539; 453; 

367; 281; 195 

C32H48O16Na (4,8,12,16,20,24,28,32

)-

4,8,12,16,20,24,28,32-

Octamethyl-

1,5,9,13,17,21,25,29-

octaoxacyclodotriaco

ntane-

2,6,10,14,18,22,26,30-

octone 

PHB 0 0 17084 8043 3 [11] 

[M-

H2O+H]+ 

357.2796 8.3 275; 261; 247; 

215 

C24H38O3 "(R)-4-

((5R,8R,9S,10S,13R,1

4S,17R)-10,13-

dimethyl-3-

Bile acid 0 0 0 35811 3 [7] 
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oxohexadecahydro-

1H-

cyclopenta[a]phenan

thren-17-

yl)pentanoic acid" 

[M+Na]+ 815.3313 7.7 711; 625; 539; 

453; 367; 299; 

281; 195 

- - PHB 0 15347 6962 0 3 

[M-H]- 574.4405 11.2 350; 333 C32H65NO5S Sulfobacin B lipids 0 1677 0 0 3 [17] 

[M-H]- 398:2695 8:4 371; 345; 343; 

327; 311 

C24H38O4 12-hydroxy-3-

ketocholanic acid 

Bile acid 0 0 180236 125290 3 [2] 

            

            

SU124            

[M+H]+ 387.3221 6.6 115; 70 C21H42N2O4 (3-

hydroxypentadecan

oyl)lysine 

OL 6261 0 6705 0 3 [18] 

[M+H]+ 204.125 3.1 148; 136 C10H13N5 N6-(Delta2-

isopentenyl)-adenine  

purine 0 22518 0 2524 3 [7] 

[M+H]+ 336.1671 3.7 204; 148; 136 C15H21N5O4 N6-

Isopentenyladenosin

e 

purine 8217 0 0 0 3 [7] 

[M+H]+ 312.2536 9.3 219; 135; 121 - - Fatty acid 3536 1583 0 0 3 

[M-

2H2O+H]+ 

357.2796 8.3 275; 261; 247; 

215 

C24H38O3 "(R)-4-

((3S,5S,8R,9S,10S,12S

,13R,14S,17R)-3,12-

dihydroxy-10,13-

dimethylhexadecahy

dro-1H-

cyclopenta[a]phenan

thren-17-

yl)pentanoic acid" 

Bile acid 0 0 0 91143 3 [7] 

[M-H2O -

H]+ 

237.222 10.9 219; 135; 121; 

107 

C16H30O2 Palmitelaidic acid  Fatty acid 10939 10010 19190 10942 3 [7] 

[M+H]+ 312.2909 10.4 295; 270; 135 C19H37NO2 Gly-C16:1 Fatty acid 0 0 95841 0 3 

[M+H]+ 373.306 6.3 115; 70 C20H40N2O4 (3-

hydroxytetradecano

yl)lysine 

OL 0 0 28454 12372 3 [19] 

[M+H]+ 387.322 6.6 115; 70 C21H43N2O4 (3-

hydroxypentadecan

oyl)lysine 

OL 2689 0 21613 0 3 [19] 

[M+H]+ 595.5046 10.1 381; 115; 70 C35H66N2O5 - OL 13935 10267 108486 0 4 [19] 

[M+H]+ 211.1453 3.6 183; 138 C11H18N2O2 cyclo(proline-

leucine) 

diketopiperazine 0 116989 0 0 2 [12] 

https://pubchem.ncbi.nlm.nih.gov/#query=C32H65NO5S
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[M-H]- 574.4405 11.2 350; 333 C32H65NO5S Sulfobacin B lipids 0 0 7165 0 3 [17] 

            

            

            

Adduct parent 

mass 

RTMean MS2 Mol form. Hit Class PkArea 

GYM-

liquid 

PkArea 

MB-liquid 

PkArea MB-

solid 

Confidence / 

Refernce 

SU126          3 
[M+H]+ 446.3269 10.8 166; 120 C27H43NO4 Phe-C19:0 

 
0 0 15635 3 

M+H-

H2O]+ 

311.2584 10.5 219; 135; 121 C19H36O4 Monopalmitolein  
 

0 984 9450 3 [7] 

[M+H-

H2O]+ 

237.2223 10.3 219; 135; 121; 

107 

C16H30O2 Palmitelaidic acid Fatty acid 0 0 16237 3 [7] 

[M-

2H2O+H]+ 

464.2834 7.6 339; 321; 215; 

126 

C26H41NO4S "2-((4R)-4-

((3R,5R,9S,10S,12S,13R,14S,17R)-3,12-

dihydroxy-10,13-

dimethylhexadecahydro-1H-

cyclopenta[a]phenanthren-17-

yl)pentanamido)ethane-1-sulfonic acid" 

 
0 3759 0 3 

[M+H]+ 298.2748 9.7 281; 215; 121 C18H35NO2 
 

Fatty acid 0 60396 0 3 
[M-

2(H2O)+H]+ 

414.2993 7.2 339; 321; 215 C26H43NO5 glycodeoxycholic acid Bile acid 0 0 32357 3 [2] 

[M+H]+ 329.2695 10.3 311; 219; 135 C19H36O4 Monopalmitolein  lipid 0 0 17376 3 [7] 
[M+H]+ 271.2273 9.2 215; 123; 109 C16H32O4 

  
0 0 24729 3 

[M -

H2O+H]+ 

311.2591 10.3 219; 135; 121; 

109 

C19H36O4 Monopalmitolein  lipid 0 0 26216 3 [7] 

[M+H]+ 418.2954 9.9 166; 120 C25H39NO4 - diketopiperazine 0 0 6754 3  
[M+H]+ 419.3115 5.9 353; 335; 240; 

144; 96 

C21H42N2O6 - - 0 8793 0 3 

[M+H]+ 254.2485 10.2 237; 219; 149 C16H32NO - - 0 14315 0 4 
[M+H]+ 595.5046 10.1 381; 115; 70 C35H66N2O5 - OL 0 39818 0 4 [19] 

[M-H]- 716.5208 9.9 - C39H75NO8P PE(16:1/18:0) lipids 0 2646 0 3 [5] 

[M-H]- 574.4405 11.2 350; 333 C32H65NO5S Sulfobacin B lipids 0 0 2007 3 [17] 
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