
Manual - HeXicon 

How to install  
1. Normally HeXicon does not require any additional package or library. To run HeXicon, simply double click the 

hexicon.exe. 
 

2. If you encounter an error message of "This application has failed to start because the application configuration is 
incorrect.  …", please run the vcredist_x86.exe to update the Visual Studio runtime components. This package is 
also available from the Microsoft Download Center: 
http://www.microsoft.com/downloads/details.aspx?FamilyId=32BC1BEE-A3F9-4C13-9C99-
220B62A191EE&displaylang=en 
 



How to convert data format (.wiff to .mzXML) 
1. Download mzWiff: 

http://sourceforge.net/projects/sashimi/files/mzWiff%20%28Analyst%20converter%29/mzWiff-4.3.1/mzWiff-
4.3.1.zip/download 

2. Execute the mzWiff.exe in Windows Command Line using the following syntax:  
mzWiff --mzXML [full path of the .wiff file]  
For example: 

 

3. When the conversion is finished, the exported mzXML files can be found at the same directory as the 
source .wiff file. 

 

 

 



How to use HeXicon 
1 Data Import 

1) Execute hexicon.exe to launch the program. Click button “Data Import” to open the “Data Import” 
dialog. 

 

2) To import ms spectrum data, click button “Add …” and select the target mzXML file. 

 

Specify the corresponding incubation time. The spectrum data from the native sample, i.e. zero 
exchange, is required.   

 

Repeat this procedure to import the data of all the other incubation times.  



 
3) To import MS/MS data, launch your web browser and direct it to the “Mascot Search Results” page, e.g.  

http://1bcpc1.zmbh.uni-
heidelberg.de/mascot/cgi/master_results.pl?file=../data/20080317/F017638.dat 
 

 
 
Under “Peptide Summary Report”, select the list of identified peptides (WITHOUT the header) and copy 
them to the clipboard (Windows, Ctrl+C) 

 

 
Open a text file editor, paste the clipboard content into it (Windows, Ctrl+V) and save the file as a .txt 
file. 



 

Click “Browse …” button in “Data Import” dialog and open the .txt file you just saved. 

 

4) To import protein sequence, open a text file editor; paste the protein sequence into it and save the file 
as a .txt file. 

 

Click “Browse …” button in “Data Import” dialog and open the .txt file which you just saved. 



 

 
2 Parameter Setting 

1) Click “Parameter Setting” button to open the parameter setting dialog. 

 

2) Please refer to Appendix I for the detailed specification of parameters. 
3 Run 

1) To start the analysis, click “Run” button. The runtime log information will be updated in real time. When 
the entire analysis procedure is finished, the “OK” button will be enabled. 

 

4 Result Export 
1) Use the “Export Result” button to export all results to a .csv file. Please refer to Appendix II for the 

specification of the exporting format. 
2) Select “Yes” in the following dialog to export low quality results and “No” to skip them. 



 

Appendix I 

Parameter Specifications 
1 M/z error tolerance 

HeXicon automatically recovers peptide candidates by matching the picked peaks to sub-sequences of the 
protein. The matching is determined via the m/z difference. “M/z error tolerance” controls the upper limit of the 
m/z difference between a picked peak and the theoretical m/z value of a peptide candidate. 
 

2 Retention time window 
“Retention time window” defines the retention time range in which HeXicon searches for corresponding signals 
from different incubation time that belong to the same peptide sequence.   
 

3 Data split (m/z – r/t) 
The entire spectrum dataset is too large to fit into the memory of a normal PC. “Data split” defines the grid that 
separates the original dataset (with overlaps) along both the m/z dimension and the retention time dimension. 
 

4 M/z data crop 
“M/z data crop” defines the region along the m/z dimension in which the analysis is performed. All signals 
outside this region are discarded. 
 

5 Rt data crop 
“Rt data crop” defines the region along the retention time dimension in which the analysis is performed. All 
signals outside this region are discarded. 
 



 

Appendix II 

Result Export Format 
Results from the HeXicon analysis are exported into one “.csv” file which includes the following fields: 

1 Peptide 
2 Stoichiometry 
3 Charge 
4 Monoisotopic Mass 
5 Monoisotopic Mz 
6 Protein identification score (e.g. Mascot) 
7 Number of exchangeable hydrogen 
8 Peptide length 
9 Deuteration distribution file name 
10 Position in the protein sequence 
11 Estimated quality score 
12 Average deuteration value over incubation time 
13 Retention time value over incubation time 
14 Abundance value over incubation time 
15 Region id of the corresponding peak groups over incubation time 

 

 


