IsoMS-Quant User Manual (Version 1.0; Apr 15, 2015)

e [soMS-Quant is a program written in R for recalculating the peak intensity ratio using the
chromatographic peak area information. This program is part of the data processing software
used for the chemical isotope labeling (CIL) LC-MS metabolomics platform.

e The IsoMS-Quant script is freely available for non-commercial use from
www.mycompoundid.org.

e The instruction for using the IsoMS-Quant program is given below.

1) Download the IsoMS-Quant script from MyCompoundID.org.
2) Assign the folder of 1IsoMS-Quant as the working folder of RGui by clicking: File — Change
dir... (see below).
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3) Open the IsoMS-Quant script (see below) and change the parameters therein (see Table 1 for
the explanation of these parameters).
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# This is a script to do peak reconstruction after the zero-fill process
# Tao Huan, APril, 09, 2015

# Copyright @ University of Alberta
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4% Thi= is the setting part

file.path <- "G:/IsoM5-Quant demo/™

raw.file.path <- "G:/IsoMS-Quant demo/raw data/™
mz.tol = & # default 5 ppm

rt.tol = 30 # default 30 seconds

int.uplimit <- 1le7 # Saturation intensity threshold
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Table 1. IsoMS-Quant parameters that need to be changed according to the user’s
LC-MS instrumental conditions.

Parameter Function

file.path Set the data path to the folder that contains the zero-filled




metabolite-intensity matrix
Set the data path to the folder that contains all the raw LC-
MS data containing all the peak information

raw.file.path

mz.tol Set the mz tolerance for the IsoMS-Quant processing

it tol Set the r_etention time tolerance for the IsoMS-Quant
processing

int.uplimit Set the mass intensity saturation threshold

4) Save the parameter changes to the script. Type in the command code in RGui as shown in red
in the following screen shot and press enter to run the script.
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R version 3.0.1 (2013-05-16) —-- "Good Sport™
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R is free software and comes with ABSCLUTELY NC WARRANTY.
You are welcome to redistribute it under certain conditions.
Type 'license()' or "licence()' for distribution details.

Natural language support but running in an English locale

R is a collaborative project with many contributors.

Type 'contributors()' for more information and

'"citation()' on how to cite R or R packages in publications.
Type 'demo()' for some demos, '"help()' for on-line help, or
'help.start()' for an HTML browser interface to help.

Type 'g()" to guit R.
[Previously saved workspace restored]

> source ("IsoM5-Quant.R7)|

5) After running the script, a new csv file named “After_reconstruction_ratio.csv” will be
created. This csv file contains the IsoMS-Quant result.



