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Figure S1. APCI MS/MS CID spectrum of the [M + 55]** adduct of ricinenic acid methyl ester (FAME
18:2n-7¢,9¢c); MBR = 264 + 192 — 349 = 107.



Table S1. High-resolution data for fragments from APCI MS/MS spectra of FAME standards.

FAME Fragment Structure Exact mass  Accurate mass Delta
ppm

FAME 18:2n-7t,9t an-7 CicHosNO2  264.1958 264.1961 1.2
an-9 CuH2NO2  238.1802 238.1803 0.6
wn-7 CunH2o0N* 166.1590 166.1591 0.3
wn-9 CisHaN* 192.1747 192.1748 0.7

FAME 18:3n-5¢,7t9¢  an-5 CisH2sNO2*  290.2115 290.2113 -0.5
wn-9 CisH20N** 190.1591 190.1590 -0.5
an-9* CuH2NOz  238.1802 - -
wn-5* CoHieN** 138.1277 - -
an-7* CisH26NO2*  264.1958 - -
wn-7* CuHisN* 164.1434 - -

FAME 18:1n-9™® o n-9m8 CuuH2NOz  236.1645 236.1647 0.7
w n-9m CisHzN* 192.1746 192.1748 0.7
an-9+15  CisHasO2N* 251.1880 251. 1882 1.0
w n- CiaHosN* 207.1982 207.1983 0.8
9TB+15

FAME 18:2n-6"8,9¢ W n-6™ CioHieN** 150.1277 150.1278 0.4
an-6™ Ci7H2eNO2*  276.1958 276.1961 1.1
w n- CuHioN* 165.1512 165.1512 0.2
68+15
an-6+15 CisH»NOz*  291.2192 291.2196 1.0
wn-9 CisHaoN* 190.1590 190.1591 0.5
an-9* CisH2uNO2  238.1802 - -
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Low intensity signal in the Orbitrap
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Figure S2: APCI MS/MS spectra of the [M + 55]** adducts of selected conjugated FAMEs from PSO

interpreted as FAME 18:3n-5,7,9 (A), 18:3n-4,6,8 (B), 18:3n-2,4,6 (C), 18:3n-5,7,9 (D).



