
Table S2. XCMS peak detection paramteres.

Feature detection
ppm 2.5
minimum peak width 2.5
maximum peak width 25
mzdiff 0.01
Signal/Noise threshold 10
Integration method 1
prefilter peaks 3
prefilter intensity 5000
Noise Filter 1000
Retention time correction
method obiwarp
profStep 1
Alignment
bw 5
minfrac 0.5
mzwid 0.02
minsamp 1
max 100


