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Supporting Information 1 —Total Ion Chromatograms (TIC) of six replicates (three sample
replicates analyzed in duplicates) per condition demonstrating the reproducibility of the GCxGC-
TOFMS fecal metabolomics workflow
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Figure S1 TIC of six replicates for the lyophilized vegan samples
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Figure S2 TIC of six replicates for the lyophilized omnivore samples
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Figure S3 TIC of six replicates for the aqueous vegan samples
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Figure S4 TIC of six replicates for the aqueous omnivore samples
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Figure S5 Analysis by compound classes depicted using jitter plots with sample labels. The
sample labels were color-coded by red: tube 1, yellow: tube 2, blue: tube 3. A indicates the first

duplicate whereas B represents the second duplicate and was italicized.



Table S1. Comparison among feces from different diets and sample storage conditions (n = 6 per

group).

Lyophilized LV-1 LV-2 LV-3 LO-1 LO-2 LO-3
A 1.63x10° 1.88x10° 1.54x10° | 233 x10° 227x10° 2.47x10°
TPA B 216 x10° 213x10° 224x10° | 2.66x10° 248x10° 243 x10°
Average | 1.90 x10° 2.00x10° 1.89x10° [ 250x10° 2.37x10° 2.45x10°
A 154x10° 1.72x10° 1.38x10° | 220x10° 2.08 x10° 2.32x10°
TUPA B 1.99x10° 1.96x10° 210x10° | 250x10° 234x10° 2.25x10°
Average | 1.76 x10° 1.84x10° 1.74x10° | 235x10° 221x10° 2.29x10°

Aqueous AV-1 AV-2 AV-3 AO-1 AO-2 AO-3
A 254 x10° 246x10° 243 x10° | 276 x10° 2.71x10°  2.86 x 10°
TPA B 244 x10° 245x10° 245x10° | 2.66x10° 278x10° 2.59 x10°
Average | 249x10° 246x10° 244x10° [ 2.71x10° 2.74x10° 2.73 x10°
A 217 x10°  216x10° 218x10° | 251 x10° 231x10° 248 x10°
TUPA B 211 %100 215x10° 2.07x10° | 237 x10° 245x10° 227 x10°
Average | 2.14x10° 215x10° 213x10° | 244x10° 238x10° 2.38 x10°

Each group (LV, LO, AV, AO) contains three replicate sample vials provided by the NIST,
indicated as 1, 2 and 3. Each replicate sample vial was analyzed in duplicate, which was
indicated as A and B. For example, the second duplicate of the replicate vial 3 of the lyophilized
vegan was denoted as LV-3B.



