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 Suppl. Data - Quantification of fecal SCFA  2 
 
 
Suppl. Figure 1A-D: Product ion spectra of SCFA-3NPH derivatives 

 

Product ion spectra were generated in the enhanced product ion mode at a collision 

energy of -20 V. 

 

FA 2:0 

 

 

Figure S1A 

  

 -EPI (194.10) CE (-20): 1.771 to 1.911 min from Sample 10 (C2) of 01-Kinetex XB-C18.wiff (Turbo Spray) Max. 3.2e4 cps.
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FA 3:0 

 

 

Figure S1B 

  

 -EPI (208.10) CE (-20): 2.248 to 2.334 min from Sample 11 (C3) of 01-Kinetex XB-C18.wiff (Turbo Spray) Max. 1.7e5 cps.
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FA 4:0 

 

 

Figure S1C 

  

 -EPI (222.10) CE (-20): 2.669 to 2.757 min from Sample 12 (C4) of 01-Kinetex XB-C18.wiff (Turbo Spray) Max. 4.5e5 cps.

80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230
m/z, Da

0.0

2.0e4

4.0e4

6.0e4

8.0e4

1.0e5

1.2e5

1.4e5

1.6e5

1.8e5

2.0e5

2.2e5

2.4e5

2.6e5

2.8e5

3.0e5

3.2e5

3.4e5

3.6e5

3.8e5

4.0e5

4.2e5

4.4e5

In
te

ns
ity

, c
ps

222.1

179.2

137.1
151.1

152.1
204.2

107.2 175.2122.0 139.0 143.1 181.3150.2



 Suppl. Data - Quantification of fecal SCFA  5 
 
 
FA 3:0(2Me) 

 

 

Figure S1D 

 

 

  

 -EPI (222.10) CE (-20): 2.579 to 2.695 min from Sample 13 (C4-iso) of 01-Kinetex XB-C18.wiff (Turbo Spray) Max. 4.2e5 cps.
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Suppl. Figure 2A-D: Calibration lines: 

 

Typical calibration line with 6 matrix based levels. Analyte concentrations are displayed 

in µmol/2g DW. 
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Figure S2A 
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FA 3:0 

 

 

 

Figure S2B 
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FA 4:0 

 

 

 

Figure S2C 
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FA 3:0(2Me) 

 

 

 

Figure S2D 
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Suppl. Table 1: LoD determination 

 

 FA 2:0 FA 3:0 
Mean (blank) 1.06 0.10 
SD (blank) 0.23 0.03 
LoB 1.44 0.15 
SD (low conc.) 0.27 0.028 
LoD 1.88 0.20 

 

LoB = mean(blank) + 1.645(SD blank) 

LoD = LoB + 1.645(SD low concentration sample) 

 

Displayed are mean and standard deviation calculated from internal standard blanks of nine 

different batches. Variations at low concentrations were calculated from the analysis of five 

sample aliquots of an 8-fold dilution of low QC (see Table 2). Limit of blank (LoB) and limit of 

detection (LoD) are calculated using the displayed equations. Values are [µmol/g DW] 

 

 


