
Subppmconverter method: see also Search_LCMS.ppt and 
Subppmconverter.ppt!

n Start by looking for background masses in eluents which 
are plausible for internal lock mass. Average each mass 
over multiple scans in the same file. Check that the 
intensity is mostly above 20000 (ca. 5x noise).

n Make a list in wordpad and call the file 
“Thermo_internal_mass_list.lbm”



Example experiment used:

n Sample A: containing ca. 220 known reference compounds. 
This sample is used for external mass correction/calibration.

n Sample B: preprocessed and concentrated urine sample.  

n Injection order:
• 1 injection of sample A 
• 1 injection of sample B



Go to Subppm_converter.exe

n Select raw data sets (data in previous 
slide)

n Intensity dependant mass correction: set 
to zero!

n Put in the scan filter to use; check original 
data for this.

n Set a minimum threshold value for internal 
lock masses; minimum threshold = ca. 6x 
noise. 

Perform conversion and use the 
output netCDF in metAlign.

n Note : profile raw data 
become centroid netCDF data; 
correction for internal masses

n Note : profile raw data and centroid 
netCDF data are in the same folder. 



Evaluate multiple internal lock correction: Besides netCDF output 
there is a csv output: create evaluation graphs in Excel

ppm drift vs. time for sample A

-2

-1.5

-1

-0.5

0

0.5

1

1.5

2

2.5

0 5 10 15 20 25 30 35 40

minutes

p
p

m
 d

ri
ft

number of lock masses vs. retention for sample A

0

2

4

6

8

10

12

0 5 10 15 20 25 30 35 40

minutes

n
u
m

b
er

 o
f l

o
ck

 m
as

se
s

ppm drift vs. time for sample B
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Use metAlign to produce redms_acc files from the sample A data.

n Only part A is 
needed

n Only sample A 
data (1 files)

n Run Button 11

n Button 1Bn Button 1A n Button 3A

Set to 99900000 
if the mass 
should be 
taken from 
the apex.



Use Search_LCMS to collect data on reference compounds 
in sample A and to make a file for external calibration.

n See Search_LCMS.ppt for instructions;
n Redms_acc file input are from the baseline 

folder from metalign output

n Note : Crit_final.csv (search criteria) is easily made using large retention 
windows and copying back from first search output.



In Search_LCMS folder: Use polyfitmass and the Search_LCMS
file ,“output.csv_polyfit”, to obtain polyfit_curve.csv. 

n Make a small batch file as shown 
and execute this by double click.

n Polyfit_curve.csv is 
created

n Use excel to create a 
calibration graph

External mass calibration curve
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n Top: Column A and C: blue

n Bottom: Col A and B : pink

n Bottom: Col A and C : yellow

n Top: Log (Col B) and Col E: 
blue

n Note : Bottom Col C is used for 
external calibration of raw data



n See slide 2 and 3 (use all 
files)

n Include a “.csv_polyfit” file 
for external calibration 
(from the Search_LCMS
folder)

Go to Subppm_converter.exe

Perform conversion and use the 
output netCDF in metAlign.

n Note : profile raw data become 
centroid netCDF data; correction 
for internal and external masses.



Use metAlign to produce the redms_acc file for the sample B data

n Only sample B 
data (1 file)

n Button 1B

n Button 3A

n Button 1A

Set to 99900000 
if the mass 
should be 
taken from 
the apex.



Use metAlign to produce the redms_acc file for the sample B data

n Run button 11 to do 
PART A



The “sample_B.redms_acc” can now be seached by the 
Search_LCMS module for compounds of interest.

n See Search_LCMS.ppt for instructions;
n Redms_acc file input is from the baseline 

folder of the metalign output



Intensity-related mass correction? Is this necessary?

n See slides 14,15 and 16 in 
Subppmconverter_multiple_file_averaging_method.ppt



Redo this procedure from the start using an intensity correction of the mass.

n Select raw data sets (data in slide 2)

n Intensity dependant mass correction: set 
to 0.24 and -1.45 (see previous slide)!

n Put in the scan filter to use; check original 
data for this.

n Set a minimum threshold value for internal 
lock masses; minimum threshold = ca. 6x 
noise. 

Perform conversion and use the 
output netCDF in metAlign.

Continue with slide 4 again!

n Note : profile raw data 
become centroid netCDF data; 
correction for internal masses



Continue with slide 4.


