Supplementary Figure Legends

Supplementary Figure S1: Reproducibility of peak detection. Of 702 peaks detected in at least one of the 24 spectra, 245 were only seen once and 68 were detected all 24 times.

Supplementary Figure S2: Quantile-quantile plots comparing the heights of 356 peaks in 24 samples to the standard normal distribution after four data transformations: (upper left) original intensity scale, (upper right) log-transformed, (lower left) square-root-transformed, (lower right) cube-root transformed. Deviations from a straight line are symptomatic of deviations in the data from a normal distribution.

Supplementary Figure S3: Plot of standard deviation versus mean peak height across 24 samples after cube root transformation.

Supplementary Figure S4: Screeplot of PCA using 356 peaks measured in 24 replicate experiments. More than 90% of the variance is explained by eleven principal components.

