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Hardware Requirements for 
ComSpec.exe 

• OS: Windows 7 (English Edition) 
• More than  10 GB RAM is recommended for large data. 
• Installation of Statistical software “R” is required. Freely 

downloadable from the site below. 
• http://cran.md.tsukuba.ac.jp/bin/windows/base/ 
• netCDF data from Agilent, Waters, JEOL (GC and LC) have been 

confirmed to work.  
• Don’t touch the computer keyboard during first minute, because 

this tool automatically types the required information instead of 
you. Please save and close important files before starting the 
calculation (Don’t place the important files at “My documents”,  for 
safety.). 

• Data for a demonstration is available via the following link 
(Japanese site). 

• http://www.nies.go.jp/analysis/member.html#downloads 
 



How to Operate 1 

① 

② 

③ 

④ 

⑤ 

①Choose the data that you 
want to analyze (.cdf). 
②Choose the database file 
that includes your target 
compounds (.csv). 
③Set the output folder and 
file name. 
④In the first time, installation 
of program packages are 
needed. Choose the upper 
one. 
⑤Set file path for calling “R”. 
You need to recognize where 
and which version of “R” is 
installed on your computer. 
Located at C drive directly or 
“Program Files”?  



How to Operate 2 

• Set the parameter of separation in your data. 1D or 2D data? 
• Enter parameters of ”Mperiod” and “Phase.shift” in the box. 
• In the case of 1D, ”Mperiod” and “Phase.shift” is not used, so you don’t 

need to change the default setting. 
 



• Set the parameter of Mass in your collected data.  
• Accurate or Nominal MS? 
• If you chose “Accurate MS”, information on mass accuracy (Tolerance) is 

needed. Input the parameter according to the  screen displays. 
• In the case of nominal MS, “HRwide.order” and “Hrwide.order.fluc” is not 

used, so you don’t need to change the default setting. 
• After setting all the parameters, click the “ComSpec run” button. 

 

How to Operate 3 



Screenshot of the Tool Execution 

• If all the parameters are correctly set, “R” will boot up and your setting will 
be loaded. Don’t touch to keyboard during this process. 

• If all the code is loaded in “R”, target search will be started. 
• Generally, it takes 30 seconds for 1 list search. If you have 100 lists, it takes 

around 50 minutes for all the calculation. 
• After the calculation, you can find the output files, such as XXX.jpeg and 

XXX.csv (the file names depends on your setting), in the save folder you set. 
 



 Output (.csv) file 

• The listed name and its ion quantified value is 
reported (Sum of ion intensity is calculated 
and adjusted by several ions which you set, 
and finally the intensity of the first ion in the 
database is returned. ). The intensity ratio of 
native to IS whose combination is set in 
database is also calculated. 

Sum of Ion intensity 
(see Analytica Chimica 
Acta, 778, (17), 54–62, 
2013. for the detail) 

Chemical Group name  
(Individual names are presented here just for this demonstration) 



About the Database 

• Calculation starts from the top of this list. The same process is repeated 
over other chemical list in this order. 

• Information of a compound is stored in 2 rows. The first row is for m/z. 
The second row is for relative intensity (total of these values should be 
100%). 

• Only columns “B” and “Q -” are used for the calculation. 
• Cells from “I” to “P” are available for remarks, in case you want to use 

them. 

MS fragment Chemical Group name  
(Individual names are presented here just for this demonstration) 



Precautions 

-About the source file 
• Keep the position of source file “ComSpec.r” with the same 

position of ComSpec.exe file. 
 

-If the software freeze, exit from it by clicking icon in bottom 
light. 
-License: Artistic License 2.0 
-Disclaimer:  Any hard- or software damages, data losses and 
false inferences caused by using this software is not guaranteed. 
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