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		Abstract

		We have studied the electronic structures of pristine and hydrogenated armchair (3,3) and (4,4) SWCNTs using (DFT/B3LYP) with 6-31 basis set. The obtained results show that the energy gap of hydrogenated SWCNTs is larger than those of pristine. Also, ionization potential and electron affinity of hydrogenated CNTs less than that for the pristine tube. Furthermore, The Fermi energy of hydrogenated CNTs smaller than pristine nanotube. The addition of hydrogen causes the distribution of charge along the length of the nanotube. Finally, the addition of hydrogen causes an increase in the highest number of DOS in the conduction and valence bands. 


	

	

	
		
		


	

	
	

		
		

	
	


	

	
	
	
		
	
	
	

	
	
		
		
			
				
			
		
		Keywords: B3LYP, Electronic Structure, Hydrogenated Carbon Nanotubes

	
	

	
    

    
	

	
	
	

	
	

























    	
	
	
	
   	
	
	
	
	
	            
	















	











    
    










    
    
    
    
















	






	
		Suggested Citation:
		Suggested Citation
	

	
		
			Obaid,  Manar and Jappor,  Hamad, Ab Initio Study of the Electronic Structure of Hydrogenated (3,3) and (4,4) Single-Wall Carbon Nanotubes (July 16, 2015). Journal of Industrial Engineering Research, Vol. 1(4), Pages: 23-27, July 2015,  Available at SSRN: https://ssrn.com/abstract=2796655
		
	

	

	
	
	

	
		
	

	

	
	
		

	










    
    










    
    
    
    





















	

	


	























	
	

		

		

		
		
		

		
		
			
				
					
						Manar Obaid

					
			
		

		
		
		
		

		
		
			
				
			

			
				
				
					
				
					
					
					
				
			

			
				
				
				


				University of Babylon 

			

			
			
				
				
				
					Hillah
Iraq

				

				
			

			

		

		
	

	

	
	

		

		

		
		
		

		
		
			
				
					
						Hamad Jappor (Contact Author)

					
			
		

		
		
		
		

		
		
			
				
			

			
				
				
				
					
					
					
					
				
					
					
					
						
					
				
			

			
				
				
				


				University of Babylon  ( email )

			

			
			
				
				
				
					Hillah
Iraq

				

				
			

			

		

		
	

	





	

	

	
	
		
	

	

	
	




				
				
				









	
	    












    
    






    
    







    









    
        
        
        
            
            

            

    

    

    

    

    

    


        
            

    

    

    

    

    

    


        
            
                
                    [image: PDF icon]Download This Paper
                    
                
            

        
    
        
    

            
            
                

                

    

    

    

    

    

    


        
            

    

    

    

    

    

    


        
            
                
                    Open PDF in Browser
                    
                
            

        
    
        
    
            
        

    




















	














	
	    







 



	




	







	







































				

				

				
					
						

						
						

						

						
						

					
				

			


			
				
					
						
						
	










	
	    














	
	    














	
	    







	
		Do you have negative results from your research youâ€™d like to share?

		
			

    

    

    

    

    

    


        
            

    

    

    

    

    

    


        
            
                
                    Submit Negative Results
                    
                
            

        
    
        
    
		

	



					

				
				
					
					


	












	
	
	








	
		
			Paper statistics

		

	


	
		
		 
			
				Downloads

				       19

			

		
		
		
			Abstract Views

			      303

		

		
		
	


	

	
		
			
				       26 References
		

	



	
		PlumX Metrics

		
			
		

		
			
		

	





				


				
				
				
					

    
        
            Related eJournals

        	
                    Energy Engineering eJournal

                    
                        
                        

    

    

    

    

    

    


        
            

    

    

    

    

    

    


        
            
                
                    Follow
                    
                
            

        
    
        
    

                        

                        
                            

                            
                            
                                Energy Engineering eJournal

                                
                                    Subscribe to this fee journal for more curated articles on this topic
                                

                                
                                    
                                        FOLLOWERS

                                              157

                                    

                                    
                                        PAPERS

                                           20,084

                                    

                                

                                
                            

                        

                    

                
	
                    Materials Engineering eJournal

                    
                        
                        

    

    

    

    

    

    


        
            

    

    

    

    

    

    


        
            
                
                    Follow
                    
                
            

        
    
        
    

                        

                        
                            

                            
                            
                                Materials Engineering eJournal

                                
                                    Subscribe to this fee journal for more curated articles on this topic
                                

                                
                                    
                                        FOLLOWERS

                                              112

                                    

                                    
                                        PAPERS

                                           18,061

                                    

                                

                                
                            

                        

                    

                


            

            
                
                

                	
                    Bioengineering eJournal

                    
                        
                        

    

    

    

    

    

    


        
            

    

    

    

    

    

    


        
            
                
                    Follow
                    
                
            

        
    
        
    

                        

                        
                            

                            
                            
                                Bioengineering eJournal

                                
                                    Subscribe to this fee journal for more curated articles on this topic
                                

                                
                                    
                                        FOLLOWERS

                                              105

                                    

                                    
                                        PAPERS

                                            4,739

                                    

                                

                                
                            

                        

                    

                
	
                    Chemical Engineering eJournal

                    
                        
                        

    

    

    

    

    

    


        
            

    

    

    

    

    

    


        
            
                
                    Follow
                    
                
            

        
    
        
    

                        

                        
                            

                            
                            
                                Chemical Engineering eJournal

                                
                                    Subscribe to this fee journal for more curated articles on this topic
                                

                                
                                    
                                        FOLLOWERS

                                               93

                                    

                                    
                                        PAPERS

                                           15,862

                                    

                                

                                
                            

                        

                    

                
	
                    Structural Materials eJournal

                    
                        
                        

    

    

    

    

    

    


        
            

    

    

    

    

    

    


        
            
                
                    Follow
                    
                
            

        
    
        
    

                        

                        
                            

                            
                            
                                Structural Materials eJournal

                                
                                    Subscribe to this fee journal for more curated articles on this topic
                                

                                
                                    
                                        FOLLOWERS

                                               32

                                    

                                    
                                        PAPERS

                                            3,296

                                    

                                

                                
                            

                        

                    

                



                
            

            
        
        
        
                 
        
        

    


				


				
					
					

















				

			

		


		
				
					Feedback
					
				

			

			


	
		
		Feedback to SSRN

		
			
				
					Feedback
					 (required)
				
				
			

			
				
					Email
					 (required)
				
				
			

			
				Submit
				
			
		

		

		If you need immediate assistance, call 877-SSRNHelp (877 777 6435) in the United States, or +1 212 448 2500 outside of the United States, 8:30AM to 6:00PM U.S. Eastern, Monday - Friday.

	







	

	
	
		
		

	




	
	





  
  

	
	
		
	


	
	
		
			
			
		
	
		
			
				
			
			
		
	


	
	
	






		
		














	
		
			
				
                    

    

    

    

    

    

    


        
            

    

    

    

    

    

    


        
            
                
                    Submit a Paper
                    
                        
                    
                
            

        
    
        
    
					Section 508 Text Only Pages
				

			
			
				SSRN Quick Links 

					SSRN Solutions
	Research Paper Series
	Conference Papers
	Partners in Publishing
	Jobs & Announcements
	Special Topic Hubs


			

			
				SSRN Rankings 

					Top Papers
	Top Authors
	Top Organizations


			

			
				About SSRN 

					Network Directors
	Announcements
	Contact us
	FAQs


			

			
		

			
	
	


		
			
				
			

			
				
					Copyright
					Terms and Conditions
					Privacy Policy
				

				
					All content on this site: Copyright Â© 2023 Elsevier Inc., its licensors, and contributors. All rights are reserved, including those for text and data mining, AI training, and similar technologies. For all open access content, the Creative Commons licensing terms apply.

					We use cookies to help provide and enhance our service and tailor content.

					To learn more, visit
					Cookie Settings.
					
						
							
							This page was processed by aws-apollo-l200 in   0.093 seconds 
						
					
					

				

			

			
				
			

		

	









	
		
		
		
		


    
        
        
        

        
        
                
                
                    
                
            
    

    

    


		






    























    




    








	


		[image:  ]

		
		
		
		
		
		
		
		
		
		
	

