
 

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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b45-2 #1472 RT: 15.85 AV: 1 NL: 1.52E7
T: + c EI Q1MS [50.000-500.000]
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st-isobutyl #1469 RT: 15.84 AV: 1 NL: 1.13E7
T: + c EI Q1MS [50.000-500.000]
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b45-2 #1744 RT: 17.67 AV: 1 NL: 1.73E7
T: + c EI Q1MS [50.000-500.000]
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st-isoamyl #1744 RT: 17.67 AV: 1 NL: 1.93E7
T: + c EI Q1MS [50.000-500.000]
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b45-2 #1986 RT: 19.29 AV: 1 NL: 1.78E7
T: + c EI Q1MS [50.000-500.000]
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st-isobutyl #1983 RT: 19.27 AV: 1 NL: 8.70E6
T: + c EI Q1MS [50.000-500.000]

60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

56.12

211.23

229.24

129.06

185.15

71.13
97.0883.07

60.08

111.08 143.07 171.12

98.06

157.10

199.18

284.28269.24241.23 308.06 363.41320.21 379.35 464.73445.03432.09 474.91347.25 398.53 408.49 491.31
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b45-2 #2033 RT: 19.60 AV: 1 NL: 5.46E6
T: + c EI Q1MS [50.000-500.000]
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st-isobutyl #2066 RT: 19.82 AV: 1 SB: 31 19.71-19.77 , 19.88-20.01 NL: 3.90E6
T: + c EI Q1MS [50.000-500.000]
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b45-2 #2233 RT: 20.93 AV: 1 SB: 2 20.87 , 20.97 NL: 1.89E7
T: + c EI Q1MS [50.000-500.000]
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st-isoamyl #2233 RT: 20.94 AV: 1 SB: 2 21.44 , 21.53 NL: 2.29E7
T: + c EI Q1MS [50.000-500.000]
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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: + c EI Q1MS [50.000-500.000]
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st-isoamyl #2314 RT: 21.48 AV: 1 SB: 2 21.44 , 21.53 NL: 6.31E6
T: + c EI Q1MS [50.000-500.000]
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b45-2 #2448 RT: 22.37 AV: 1 SB: 15 21.15-21.19 , 21.29-21.34 NL: 7.56E6
T: + c EI Q1MS [50.000-500.000]
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st-isobutyl #2447 RT: 22.36 AV: 1 SB: 2 21.44 , 21.53 NL: 7.94E6
T: + c EI Q1MS [50.000-500.000]
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b45-2 #2504 RT: 22.74 AV: 1 SB: 15 21.15-21.19 , 21.29-21.34 NL: 1.00E7
T: + c EI Q1MS [50.000-500.000]
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st-isobutyl #2501 RT: 22.72 AV: 1 SB: 2 21.44 , 21.53 NL: 2.96E6
T: + c EI Q1MS [50.000-500.000]
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b45-2 #2679 RT: 23.91 AV: 1 SB: 2 23.86 , 23.96 NL: 8.45E6
T: + c EI Q1MS [50.000-500.000]
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st-isoamyl #2681 RT: 23.93 AV: 1 SB: 2 21.44 , 21.53 NL: 2.36E7
T: + c EI Q1MS [50.000-500.000]
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b45-2 #2732 RT: 24.26 AV: 1 SB: 23 24.11-24.17 , 24.32-24.40 NL: 6.70E6
T: + c EI Q1MS [50.000-500.000]
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st-isoamyl #2731 RT: 24.26 AV: 1 SB: 2 21.44 , 21.53 NL: 2.81E6
T: + c EI Q1MS [50.000-500.000]
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b45-2 #2930 RT: 25.58 AV: 1 SB: 2 25.52 , 25.65 NL: 4.08E6
T: + c EI Q1MS [50.000-500.000]
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st-isobutyl #2914 RT: 25.48 AV: 1 SB: 2 25.44 , 25.55 NL: 2.61E6
T: + c EI Q1MS [50.000-500.000]
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b45-2 #3147 RT: 27.03 AV: 1 SB: 2 26.98 , 27.09 NL: 3.72E6
T: + c EI Q1MS [50.000-500.000]
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st-isobutyl #2914 RT: 25.48 AV: 1 SB: 2 25.44 , 25.55 NL: 2.61E6
T: + c EI Q1MS [50.000-500.000]
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