SUPPLEMENTARY MATERIAL

Table S1. Steps for utilization of RStudio software for baseline correction

Step 1: Installation of packages
> setRepositories()
>1234567
>install("baseline")
>install("gWidgets2")
>install("gWidgets2tcltk")

Another way to install the three packages is to go to Packages pane, select Install, write
baseline to the packages and press Install.

Install Packages

Install from: ?) Configuring Repositories

Repository (CRAN, BioCsoft, BioCann, BioCexp, CRANextra, | v

Packages (separate multiple with space or comma):
baseline
Install to Library:
C:/Temp/R-4.2 1/library [Default] v

v| Install dependencies

Install Cancel

The same procedure will be followed for the installation of gWidgets2 and gWidgets2tcltk.

Before any baseline correction the packages have to be always installed and selected via
choosing them from Package pane or with the following commands:

> library(baseline)

> library(gWidgets2)

> library(gWidgets2tcltk)

> setwd("C:/Temp/CSVfiles")

The command > setwd("C:/Temp/CSVfiles") sets the selected file as working directory,
Temp in our case, which can also be done manually from Files pane.

Step 2: Baseline correction

Import the table in .csv form of your interest. Go to Environment pane, press Import “From
Text(reader) and browse to select your intended table (e.g., linearity3a.csv). Before pressing
Import, you have to choose “Semicolon” as Delimiter.




Import Text Data

File/URL:
H:/r/Temp/linearity3a.csv Browse...
Data Preview:
17.000 17.007 17.013 17.020 17.027 17.033 17.040
(doube) (double) (double) (double) (double) (Gouble) (double)
-0.383 -0363 0344 -0.326 0306 0287 -0.266
‘ »
Previewing
Import Options:
Name: | linearity3a /| First Row a5 Delimiter: | Semicolon v | Escape: [None v
N
ames Quotes: | Default v| Comment:[Default 2
Skip: 0 v
Locale: Configure. NA: Default v
7 Open Data
Viewer
Code Preview: ()
Nibrary(readr)
linearity3a <- read_delim("H:/r/Temp/linearity3a.csv",
im = ";", escape_double = FALSE, trim_ws = TRUE)
view(linearity3a)
?) Reading rectangular data using readr e o

> linearity3a <- as.matrix(linearity3a)
> baselineGUI(linearity3a) or > baselineGUI (linearity3a, method= "als")
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A new window appears where the appropriate algorithm and parameters can be selected.
By pressings the buttons “Update plot” and “Apply to all”, the baseline corrected
chromatograms can be exported by pressing “Apply and export” in the following window:

Object name

corrected.linearity3a

Apply and export




Data can be exported as .CSV files:
> tran <- t(corrected.linearity3a@corrected)
> write.csv(tran, file="corrected.linearity3a.csv")

The new csv file is saved at the file we determined as working directory and can be
uploaded to Fityk software for further process.




