
Step 1:

Software installation:

Step 2:

MSCleanR package installation: (Anal. Chem. 2020,92(14):9971-9981)

install.packages("devtools")

library(devtools)

library(usethis)

devtools::install_github("eMetaboHUB/MS-CleanR")

library(mscleanr)

runGUI()

MS-DIAL:

http://prime.psc.riken.jp/Metabolomics_Software/MS-DIAL/index2.html

R version up to 3.6.1 : https://cran.r-project.org/

R studio: https://rstudio.com/products/rstudio/

The workflow of MetaboFR tool



Step 3:

Prepare adduct ions files for MetaboFR:

Each row means one adduct correlation

Create “adduct_pos.csv” or “adduct_neg.csv” files

Insert different adduct types in Column “A” and “B”

Calculate mass difference between different adduct types for one 

adduct correlation.

Insert accurate mass different in Column “C”

Case: adduct_pos.csv



Step 4:

Run MetaFR package:

Run CleanR to produce “MS_peaks-clusters_final” file

Put “adduct ions files” and “MS_peaks-clusters_final” in the same folder

Run Rstudio software: File-Open project- Open “ChemicalDupCK ” in MetaFR folder

-Click “RetypeDupChk.r”-Choose “MS_peaks-clusters_final”

-Produce “res_dupChkXXXXXXXX”

Notes: res_dupChkXXXXXXXX: XXXXXXXX means the date of the file produced
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Open R-studio and select ‘file’ menu, then click ‘Open Project’ with ‘ChemicalDupChk‘ in MetaboFR folder.

The operational guidance of MetaboFR tool
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Open R-studio and select ‘file’ menu, then click ‘Open Project’ with ‘ChemicalDupChk‘ in MetaboFR folder.
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click

Then click ‘RetypeDupChk.r’ in ‘ChemicalDupChk’ project.



Adduct file name

MS1 mass error, can be redefined

MS2 mass error,  can be redefined
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After that, you can run the program, in which ‘adduct file name’, ‘MS1 mass error’, and ‘MS2 mass error’ 

can be defined according to your request.
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Finally, you will obtain the processed data, named ‘res_dupChk XXXXX’.

6 The peak table processed by MSCleanR (4072 features)
Cluster 
number

MS2 
fragment 

MS1
m/z

20 features in this cluster

Original peak table obtained by MSCleanR: Cluster-1569 contained 20 features in it.



The obtained peak table processed by MetaboFR (3426 features)7 Adduct 
flagging

After processed by MetaboFR

(14 features in this cluster)

6 features were removed based on the screening m/z values in Column J from MS2 fragments in Column Q

Top-rated features (TRFs)

Possess adduct correlations

Second-rated features (SRFs)

No adducts

Peak table processed by MetaboFR: Cluster-1569 contained 14 features, whereas 6 fragments were 

screened out and removed. Features flagged with adduct correlations were defined as top-rated features, 

while features with no adducts were defined as second-rated features.


