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    Abstract
A computer programme ‘PolyCut’ has been written to assist mass spectrometry-based bioinorganic studies via top-down and bottom-up approaches in positive and negative ion modes. PolyCut is designed to cope with metalloproteins, metallo-polymers and biomolecules with heavy element(s) as one (or more) of the charging agents at defined but different oxidation states. It does automatic assignment by considering the entire experimental and simulated isotopic patterns of an ion rather than reading only the mono-isotopic and average m/z values (and/or mass values). The calculation of chemical formula and the simulation of isotopic pattern for an ion at various charge states require PolyCut to be informed of the user-defined elements, the user-defined abundance of isotopes for each element, the user-defined oxidation state of an element, the user-defined residues and sequence of a polymer, and the user-defined fragmentation (or digestion). The programme successfully assisted MSn studies of two copper proteins coordinated to platinum(II) centres (a functional group possessing an intrinsic positive charge rather than a neutral organic modification), published as J. Biol. Inorg. Chem. 2009, 14(2), 163-165; Metallomics 2013, 5(8), 946-954; and [more]. Besides polypeptides, polynucleotides and polysaccharides, PolyCut can be extended to other polymers using user-defined monomer residues. For the metallo-community.
	cisplatin
	cis-Pt(NH3)2Cl2
	en
	1,2-diaminoethane
	bpy
	2,2’-bipyridine
	equiv
	equivalent
	KPi
	potassium phosphate
	NH4OAc
	ammonium acetate
	ESI
	electrospray ionisation
	TOF
	time-of-flight
	FT-ICR
	Fourier transformation cyclotron resonance
	MSn
	tandem mass spectrometry
	CID
	collision-induced dissociation
	ECD
	electron-captured dissociation



		cisplatin
	cis-Pt(NH3)2Cl2
	en
	1,2-diaminoethane
	bpy
	2,2’-bipyridine
	equiv
	equivalent
	KPi
	potassium phosphate
	NH4OAc
	ammonium acetate
	ESI
	electrospray ionisation
	TOF
	time-of-flight
	FT-ICR
	Fourier transformation cyclotron resonance
	MSn
	tandem mass spectrometry
	CID
	collision-induced dissociation
	ECD
	electron-captured dissociation







  


  
  



  
      
  
  
    Copyright 
The copyright holder for this preprint is the author/funder, who has granted bioRxiv a license to display the preprint in perpetuity. It is made available under a CC-BY-NC-ND 4.0 International license.


  


  
  



  





  


  
  



  
      
  
  
    View the discussion thread.


  


  
  



  
      
  
  
     Back to top  


  
  



			

		

		
		
			
			  
  
      
  
  
     PreviousNext 
  


  
  



  
      
  
  
    Posted November 26, 2016.  


  
  



  
      
  
  
    
	  
  
		
          
            
  
      
  
  
     Download PDF  


  
  



          

        

        
        
          
            
  
      
  
  
     Email

  
    
  
      
  
  
    
 Thank you for your interest in spreading the word about bioRxiv.
NOTE: Your email address is requested solely to identify you as the sender of this article.




  Your Email *
 



  Your Name *
 



  Send To *
 

Enter multiple addresses on separate lines or separate them with commas.




  You are going to email the following 
 PolyCut: a computer programme for assignments of MSn signals of metallo-biomolecules by considering the entire isotope patterns



  Message Subject 
 (Your Name) has forwarded a page to you from bioRxiv



  Message Body 
 (Your Name) thought you would like to see this page from the bioRxiv website.



  Your Personal Message 
 








CAPTCHAThis question is for testing whether or not you are a human visitor and to prevent automated spam submissions.










  


  
  



  





  


  
  



  
      
  
  
     Share  


  
  



  
      
  
  
    


		  
		  
  
      
  
  
    

      
      PolyCut: a computer programme for assignments of MSn signals of metallo-biomolecules by considering the entire isotope patterns
    

  
      Zhenyu Shi, Chak Ming Sze

  
      bioRxiv 089706; doi: https://doi.org/10.1101/089706 

  
  
  


  


  
  



	  

	
  
  	
  
      
  
  
    
  
    Share This Article:
  
  
    
  
  
    Copy
  


  


  
  



  

	
		  
	    
  
      
  
  
    [image: Reddit logo] [image: Twitter logo] [image: Facebook logo] [image: LinkedIn logo] [image: Mendeley logo]
  


  
  



	  

	


  


  
  



  
      
  
  
     Citation Tools

  
    
  
      
  
  
      
  
      

      
      PolyCut: a computer programme for assignments of MSn signals of metallo-biomolecules by considering the entire isotope patterns
    

  
      Zhenyu Shi, Chak Ming Sze

  
      bioRxiv 089706; doi: https://doi.org/10.1101/089706 

  
  
  


  

  
  	      Citation Manager Formats

        
      	BibTeX
	Bookends
	EasyBib
	EndNote (tagged)
	EndNote 8 (xml)
	Medlars
	Mendeley
	Papers
	RefWorks Tagged
	Ref Manager
	RIS
	Zotero

    

  



  


  
  



  





  


  
  



          

        

	
 	
	
	


  


  
  



  
      
  
  
    	Tweet Widget
	Facebook Like
	Google Plus One



  


  
  



  
        Subject Area

    
  
  
    	Biochemistry




  


  
  



  
      
  
  
    


  

  
      
  
  
    
  
      
  
    Subject Areas  




  


  
  



  
      
  
  
    
  
      
  
    All Articles  




  


  
  



  
      
  
  
    	Animal Behavior and Cognition (5181)

	Biochemistry (11652)

	Bioengineering (8685)

	Bioinformatics (29033)

	Biophysics (14877)

	Cancer Biology (12005)

	Cell Biology (17276)

	Clinical Trials (138)

	Developmental Biology (9370)

	Ecology (14094)

	Epidemiology (2067)

	Evolutionary Biology (18218)

	Genetics (12190)

	Genomics (16714)

	Immunology (11801)

	Microbiology (27882)

	Molecular Biology (11489)

	Neuroscience (60533)

	Paleontology (449)

	Pathology (1860)

	Pharmacology and Toxicology (3217)

	Physiology (4921)

	Plant Biology (10347)

	Scientific Communication and Education (1678)

	Synthetic Biology (2869)

	Systems Biology (7319)

	Zoology (1635)


  


  
  

  







  


  
  



			

		

	
	
 	
	
	


    

  


      


  

    
  
  
    
  
      







  