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P2 Figure S1. Analytical HPLC chromatograms of the F2 fraction of L. gracilis on C18 reverse phase (UV
at 210 nm and ELSD)

Figure S2. UHPLC-HRMS chromatogram and MS/MS fragmentation of the isolated major (9E)-11-
oxopalmitoleic acid

P3 Figure S3. '"H NMR of (9E)-11-oxopalmitoleic acid in CD;OD (600 MHz)
Figure S4. 3C NMR spectrum of (9E)-11-oxopalmitoleic acid in CDsOD (150 MHz)
P4 Figure S5. COSY spectrum of (9E)-11-oxopalmitoleic acid in CD30D (600 MHz)
Figure S6. HSQC NMR of (9E)-11-oxopalmitoleic acid in CD30D (600 MHz)
P5 Figure S7. HMBC NMR of (9E)-11-oxopalmitoleic acid in CD30D (600 MHz)

P6 Figure S§8. UHPLC-HRMS chromatogram showing the MS/MS fragmentation spectrum of the main
annotated compound Erucamide (m/z 338.3449)

Figure S9. MS/MS fragmentation of the Erucamide: confirmation matching with Metlin database
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Figure S1. Analytical HPLC chromatograms of the F2 fraction of L. gracilis on C18 reverse
phase (UV at 210 nm and ELSD)

: /\ Chromatogram Results
ie o QAN C[SAl0c 1o E[AIKE 2% R B = Mines =

x108 |+ESI TIC Sean Frag=175.0v Pecl-P10.d
5541

¥

05 i 15 2 25 3 3 1 45 5 55 & €5 7 0 w5 T 15 12 125 13 135 1 45 15 155 1 165

5 4 85  § 95
‘Counts vs. Acquisition Time (min)

/A Chromatogram Results [ 1% Spectrum Identification Results |

: T Spectrum Preview
ie vt QEH[EAI0E -Bl=S

£ 111 MS Spectrum Results

iv ot QEHCEA e 1o me]E 0P % % el

%105 |+ESI Scan (1t 8.264-8.342 min, 15 scans) Frag=175.0V Pool-P10.d

22 2512019
2 2692126

w 2232066

165.1072 2911342

02 Tz . e o2 o 284
kit | 1811220 2051953 5151794 23150 ‘ ‘ oeszep || 01216 3P St il 331288

"
120 125 130 135 140 145 150 185 160 165 170 175 180 185 130 195 200 205 210 215 250 235 230 235 240 245 250 255 260 265 270 275 280 285 290 295 %0 aks 3fo 315 30 335 33 35 0 3k 300 355 360 365 3/0 3/ 360 385 o s
Counts vs. Mass-to-Charge (miz)

Figure S2. UHPLC-HRMS chromatogram and MS/MS fragmentation of the isolated major
(9E)-11-oxopalmitoleic acid
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Figure S3. '"H NMR of (9E)-11-oxopalmitoleic acid in CD3;0D (600 MHz)
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Figure S4. 3C NMR spectrum of (9E)-11-oxopalmitoleic acid in CD;0D (150 MHz)
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Figure S5. COSY spectrum of (9E)-11-oxopalmitoleic acid in CD30OD (600 MHz)
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Figure S6. HSQC NMR of (9F)-11-oxopalmitoleic acid in CD30D (600 MHz)
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Figure S7. HMBC NMR of (9F)-11-oxopalmitoleic acid in CD30D (600 MHz)
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Figure S§. UHPLC-HRMS chromatogram showing the MS/MS fragmentation spectrum of

the main annotated compound Erucamide (m/z 338.3449)
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Figure S9. MS/MS fragmentation of the Erucamide: confirmation matching with Metlin

database
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