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Table S1. List of analytes together with their exact masses [M-H]", their retention time Rt (min),
and their limits of detection (LOD) and quantification (LOQ).

) . LOD LOQ

Analyte [M-H] Rt (min) (ng/mL) (ng/mL)
Caproic acid (C6:0) ! 115.0765 2.1 0.5 1.5
Caprylic acid (C8:0)? 143.1078 3.3 0.5 1.1
Nonanoic acid (C9:0)? 157.1234 3.7 0.5 1.2
Capric acid (C10:0) ! 171.1391 4.1 0.5 1.7
Lauric acid (C12:0)* 199.1704 4.9 0.6 1.8
Myristic acid (C14:0) ! 227.2017 5.6 0.6 1.8
Myristoleic acid (C14:1 n-5) ! 225.1850 5.1 0.6 1.8
Pentadecanoic acid (C15:0) ! 241.2173 6.0 0.8 2.4
Palmitic acid (C16:0) ! 255.2330 6.3 0.9 2.3
cis-9-Palmitoleic acid (C16:1 n-7)* 253.2173 5.8 1.6 4.8
Margaric acid (C17:0) ! 269.2486 6.6 0.8 2.4
cis-10-Heptadecenoic acid (C17:1 n-7) ! 267.2330 6.2 0.8 2.4
Stearic acid (C18:0) ! 283.2643 6.8 0.9 2.8
Oleic acid (C18:1 n-9)? 281.2486 6.4 0.7 2.3
Petroselinic acid (18:1 n-12) 281.2486 6.3 0.6 2.1
Linoleic acid (C18:2 n-6)* 279.2330 6.0 0.6 1.8
total-Linolenic acid (C18:3)* 277.2173 55 0.6 1.8
Arachidic acid (C20:0)! 311.2956 7.0 0.8 2.4
D'hon("g'zyd:'é”r?_'g)r"f acid 305.2486 6.1 0.6 1.8
Arachidonic acid (C20:4 n-6) ! 303.2330 5.9 0.6 1.8
C|s-5,8,11,14,(1C72-(I)E:|é:(;s_a3p))eintaen0|c acid 301.2173 56 06 18
Behenic acid (C22:0)? 339.3269 7.7 0.8 2.4
C|s-7,10,13,16,(%:92-;3:20nci336;plentaen0|c acid 329 2486 6.1 04 19
0'5'4’7'10élcfal?élzgz'z'gon‘igjalhexaeno'C 3272330 | 5.9 0.4 12
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Table S2. Accuracy (recovery %), precision data (RSD %) and matrix factor (MF) in
spiked broccoli samples.

Spike level
500 ng/mL

Analyte Recovery RSD S/ Matrix factor
(%R) ®0 | " (mR)
C6:0 89 0.34 0.95
C8:0 125 1.96 0.78
C9:0 111 12.48 0.76
C10:0 100 2.12 0.94
C12:.0 95 7.42 1.31
C14.0 115 1.73 1.32
Cl4:1 105 6.20 1.16
C15:0 119 13.09 1.02
C16:0 103 4.06 1.08
C16:1 103 1.76 1.33
C17:.0 87 15.68 1.07
Cl7:1 92 11.08 1.24
C18:0 86 9.51 0.93
C18:1 83 5.82 1.39
C18:2 87 8.94 1.24
C18:3 79 11.52 1.40
C20:0 92 6.06 0.88
C20:3 97 6.01 0.90
C20:4 91 5.87 1.11
C20:5 89 2.50 0.80
C22:0 98 2.32 1.33
C22:5 89 3.26 1.21
C22:6 94 13.74 0.53
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Figure S1. Extracted ion chromatograms (EICs) of common FFAs in a representative floret

sample.




