
Search_LCMS: searches metAlign-reduced data

Metalign creates “redms_acc” files in a subfolder called “baseline” in a 
“Final_results_folder”. These small files (100-1000x reduced) contain 
all the information of accurate mass LC-MS files.

Search_LCMS is an ultra-fast program for searching “redms_acc” files. 



Search_LCMS: defining which redms_acc files

n “List of Data Sets” button: The list of “redms_acc” files selected for searching 
can be viewed here using wordpad. 

n “Select” button (files appear in “selected box”): this module is described in 
“metalign_manual.ppt” slide 6 and is used to select “redms_acc” files.

n “Clear” button resets the selection



Search_LCMS: defining search criteria in Excel: multiple 
compounds with retentions

n First column may be used to name a compound.
n Second column contains the mass to search.
n Third column contains “delta mass”: mass window = mass +- delta mass.
n Fourth column contains the retention time in minutes.
n Fifth column contains “delta retention” in minutes: retention window = 

retention +- delta retention.

Note: this file is stored 
as a csv file in Excel!



n First column must be used to for the term “all”. This determines 
the search mode.

n Second column contains the mass to search.
n Third column contains “delta mass”: mass window = mass +- delta 

mass.

Search_LCMS: defining search criteria in Excel: all defined 
masses through out the chromatogram

Note: this file is stored 
as a csv file in Excel!



Search_LCMS: selecting the search criteria csv file

n “Browse” button: this is used to select the search criteria 
csv file (see previous slide). 

Note: this part is described in “metalign_manual.ppt” slide 6 and is used 
to select “csv” files.



Search_LCMS: selecting the output csv file

n “Browse” button: this is used to select the output csv file 
(see previous slide). 

Note: this part is described in “metalign_manual.ppt” slide 6 and is used 
to select “csv” files.



Search_LCMS: Output description

n If “Output score information in same file” is unchecked, all 
information is stored in separate files: output.csv (ampl/intensity), 
output_mass.csv (mass), output_noise.csv (noise), 
output_ppm.csv (ppm error), output_ret.csv (retention), 
output_scan.csv (scan).

n If “Output score information in same file” is checked, all 
information (but not all) is stored in one file: output.csv

n Using a search file as described in slide 4 (“all”) option ignores the 
option “Output score information in same file” and generates one 
output file: output.csv

Pressing the “OK” button generates output:

Note: output.csv (“Output score information in same file” = unchecked) is compatible with GM2MS 
(see documentation of metalign -> Additional_metalign_related_tools.ppt); conversion to MS 
format is possible


