Additional file 1: Synthetic fatty acid branched-chain ester (FABCE) standards. The FABCE
standards were synthesized by esterification of authentic fatty acid standards and corresponding

branched-chain alcohols using approaches in reference 48.
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1 Isobutyl Dodecanoate

b45-2#1472 RT: 1585 AV:1 NL: L52E7
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stisobutyl #1469 RT: 1584 AV:1 NL: 1.13E7
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bd5-2 #1744 RT: 17.67 AV:1 NL: L73E7
T: + ¢ EIQIMS [50.000-500.000]
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stisoamyl #1744 RT: 17.67 AV: 1 NL: 193E7
T: +C EIQIMS [50.000-500.000]
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b45-2#1986 RT: 19.20 AV:1 NL: L78E7
T: + ¢ EIQIMS [50.000-500.000]
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stisobutyl #1983 RT: 1927 AV:1 NL:8.70E6
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b45-2 #2033 RT: 19.60 AV: 1 NL: 546E6
T: +¢ EIQLMS [50.000-500.000]
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Isobutyl Tetradecenoate
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stisobutyl #2066 RT: 19.82 AV:1 SB: 31 19.71-19.77,19.88-20.01 NL: 3.90E6
T: +¢ EIQLMS [50.000-500.000]
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b45-2 #2233 RT: 2093 AV: 1 SB:2 20.87,20.97 NL: 1.89E7
T: + ¢ E1QIMS [50.000-500.000]
1004 70.16

7117
509 21126

5516

57.18

159 129.10 18518

109 8514 97.18
11509

od I \H\‘\ L 1‘\\ il \‘\‘\ bl

Isoamyl Myristate
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stisoamyl #2233 RT: 2094 AV:1 SB:2 21.44,2153 NL: 2.29E7
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b45-2#2280 RT: 21.25 AV:1 SB: 15 21.15-21.19,21.29-21.34 NL: 4.59E6

T: + ¢ EIQIMS [50.000-500.000]
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stisoamyl #2314 RT: 21.48 AV: 1 SB: 2 21.44,2153 NL:6.31E6
T: + ¢ EIQIMS [50.000-500.000]
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bd5-2#2448 RT: 22.37 AV:1 SB: 15 21.15-21.19,21.29-21.34 NL: 7.56E6

T: + ¢ EIQIMS [50.000-500.000]
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Stisobutyl #2447 RT: 22.36 AV:1 SB:2 21.44,2153 NL: 7.94E6

T: + ¢ EIQIMS [50.000-500.000]
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Isobutyl Palmitoleate

b45-2 #2504 RT: 22.74 AV:1 SB: 15 21.152119,21.29-21.34 NL: 1.00E7
T: +¢ E1QLMS [50.000-500.000]
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stisobutyl #2501 RT: 2272 AV:1 SB: 2 21.44,2153 NL: 2.96E6
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b45-2 #2679 RT: 2391 AV:1 SB:2 23.86,2396 NL: 8.45E6
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stisoamyl #2681 RT: 23.93 AV:1 SB: 2 2144,2153 NL:2.36E7
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b45-2#2732 RT: 24.26 AV:1 SB:23 24.11-2417,24.32-24.40 NL: 6.70E6

T: + ¢ EIQIMS [50.000-500.000]
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stisoamyl #2731 RT: 24.26 AV: 1 SB:2 2144,2153 NL: 2.81E6
T: + ¢ EIQIMS [50.000-500.000]
7113

1004

97.08

69.12

15211

6712 12308 |40 00

161.1;

16515

19219
179.14

1
J

194.23

19224

17917

217.26

207.23

22125
Iy

Isoamyl Palmitoleate

237.28

25528

32432
28127
ot ptlll 28925 | Loas

34117 35451 370.31

Sample

394.16

42165 43584

45583 47257

498.72

180

200

194.20

197.17

21
L

220

7

22
H 22122 ‘
h |

240 260 280 300 320 340
miz

23724

255.25

28124 309.26 324.29
] |

360

380

400

420 440 460

480

500

Standard

34325 35521 369.46 387.32

40413 41983 436,03

456.90 47384

49132

60 80 100 120 140 160

180 200

220

“‘ 267.25 |

240 260 280 300 320 340
miz

360

380

400

420 440 460

480

500



11. Isobutyl Oleate

b45-2 #2930 RT: 2558 AV: 1 SB:2 2552,25.65 NL: 4.08E6
T: +¢ EIQIMS [50.000-500.000]
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b45-2 #3147 RT: 27.03 AV: 1 SB: 2 26.98,27.09
T: +¢ EIQLMS [50.000-500.000]
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