
    
    
    
        
            
            
                
            

            
        
    


    
        Skip to main content
        
        

        
            
                Advertisement

                

            

        

        
    
        
            
                
                    
                        [image: SpringerLink]
                    
                
            
        


        
            
                
    
        Log in
    


            
        
    


    
        
            
                
                    
                        
                            
                        Menu
                    
                


                
                    
                        
                            Find a journal
                        
                    
                        
                            Publish with us
                        
                    
                        
                            Track your research
                        
                    
                


                
                    
                        
                            
                                
                                    
                                Search
                            
                        

                    
                    
                        
 
  
   
  Cart
 


                    
                

            

        
    




        

    

    
        
    
        
            
    
        
    
        
            	
                        Home





	
                        Textbook


    

    
        
            
                
                [image: Book cover]
            
            
        
    

    

    
        
            Structure Determination of Organic Compounds
        

        
            Tables of Spectral Data

        
        	Textbook
	© 2000


        
        
                
                    
                

        

    



        
    


        
            
                

                
                    
                        Overview

                        
    
        
            	Authors:
	
                    	
                                Ernoe Pretsch
                                0, 
                            
	
                                Philippe Bühlmann
                                1, 
                            
	
                                Christian Affolter
                                2
                            


                    
                


            
            	
                        
                            Ernoe Pretsch
                        
                        
                            	
                                    
                                        
                                            Laboratory of Organic Chemistry, ETH Zurich, Zurich, Switzerland

                                        
                                    

                                


                        
                        
                            
                                View author publications

                                
                                    You can also search for this author in
                                        
                                        PubMed
                                             
                                        Google Scholar
                                    
                                    

                                

                            

                        

                    
	
                        
                            Philippe Bühlmann
                        
                        
                            	
                                    
                                        
                                            Department of Chemistry, School of Science, The University of Tokyo, Tokyo, Japan

                                        
                                    

                                


                        
                        
                            
                                View author publications

                                
                                    You can also search for this author in
                                        
                                        PubMed
                                             
                                        Google Scholar
                                    
                                    

                                

                            

                        

                    
	
                        
                            Christian Affolter
                        
                        
                            	
                                    
                                        
                                            Muenchringen, Switzerland

                                        
                                    

                                


                        
                        
                            
                                View author publications

                                
                                    You can also search for this author in
                                        
                                        PubMed
                                             
                                        Google Scholar
                                    
                                    

                                

                            

                        

                    


        
        

        
            
                	Concisely presents a large amount of spectral data (including prototype spectra of almost every important class of organic compounds)
	Intended as a short textbook and as a hands-on guide for students how to interpret the experimental spectra and to elucidate the behind laying chemical structure
	Easy to use on the experimenting students' bench
	Includes supplementary material: sn.pub/extras



                
            

        
    

                        
    

        
        
    


                        
                            
    
        	
                    
                        
                    6505 Accesses

                
	
                        
                            
                        1382 
                            Citations
                        

                    
	
                        
                            
                        3
                        
                            
                                Altmetric
                            
                        

                    


    



                        

                    

                

                
                    
                        
                            
                                
                                    
                                        
                                    
                                    
                                        This is a preview of subscription content, log in via an institution
                                    
                                    
                                        
                                     to check access.
                                

                            

                        
                    
                

                
                    Access this book

                    
                        
                            
                                
                                    
                                        
                                            Log in via an institution
                                            
                                                
                                            
                                        
                                    

                                
                            
                        
                    
                    
                        
 
  
   
    
     
      
        
        eBook  USD 74.99 
        Price excludes VAT (USA) 
       

      

     

        
      	Available as PDF
	Read on any device
	Instant download
	Own it forever

Buy eBook 
       
       
     

    

   

   
  

  
   Tax calculation will be finalised at checkout

  

  
    Licence this eBook for your library 
     
     
   

    Learn about institutional subscriptions 
     
     
   

  

 

 
 
 


                    

                    Other ways to access

                    
                        
                            Licence this eBook for your library
                                
                                    
                                
                                

                        
                        Institutional subscriptions
                            
                                
                            
                        

                    

                



                
    
        
                
    
        
            
                Search within this book
                
                    
                    
                        
                            
                        
                        Search
                    
                    
                    
                

            

        

    


                
                    Table of contents (8 chapters)

                    
                        
                            	
        
            
                    Front Matter

                
                Pages I-XV
                

            

                
        
            Download chapter PDF
                
                    
                
            
        

    
            

        

    
	
        
            
                                
                                    Introduction
                                

                            
                        
                
                    	Ernoe Pretsch, Philippe Bühlmann, Christian Affolter


                Pages 1-3
                

            


        

    
	
        
            
                                
                                    Summary Tables
                                

                            
                        
                
                    	Ernoe Pretsch, Philippe Bühlmann, Christian Affolter


                Pages 5-48
                

            


        

    
	
        
            
                                
                                    Combination Tables
                                

                            
                        
                
                    	Ernoe Pretsch, Philippe Bühlmann, Christian Affolter


                Pages 49-69
                

            


        

    
	
        
            
                                
                                    13C NMR Spectroscopy
                                

                            
                        
                
                    	Ernoe Pretsch, Philippe Bühlmann, Christian Affolter


                Pages 71-160
                

            


        

    
	
        
            
                                
                                    1H NMR Spectroscopy
                                

                            
                        
                
                    	Ernoe Pretsch, Philippe Bühlmann, Christian Affolter


                Pages 161-243
                

            


        

    
	
        
            
                                
                                    IR Spectroscopy
                                

                            
                        
                
                    	Ernoe Pretsch, Philippe Bühlmann, Christian Affolter


                Pages 245-312
                

            


        

    
	
        
            
                                
                                    Mass Spectrometry
                                

                            
                        
                
                    	Ernoe Pretsch, Philippe Bühlmann, Christian Affolter


                Pages 313-383
                

            


        

    
	
        
            
                                
                                    UV/Vis Spectroscopy
                                

                            
                        
                
                    	Ernoe Pretsch, Philippe Bühlmann, Christian Affolter


                Pages 385-404
                

            


        

    
	
        
            
                    Back Matter

                
                Pages 405-421
                

            

                
        
            Download chapter PDF
                
                    
                
            
        

    
            

        

    


                            

                            
    
        
            
                Back to top
                
                    
                
            
        

    

                        
                    

                
    

                
                
    
        
            
                Keywords

                
                    	
                                
                                
                                    UV/VIS
                                
                                
                            
	
                                
                                
                                    organic compounds
                                
                                
                            
	
                                
                                
                                    spectral tables
                                
                                
                            
	
                                
                                
                                    spectroscopy
                                
                                
                            
	
                                
                                
                                    structure determination
                                
                                
                            


                

            
        

        
            
                
                    About this book

                    
                        While modem techniques of nuclear magnetic resonance and mass spectrometry changed the ways of data acquisition and greatly extended the capabilities of these methods, the basic parameters, such as chemical shifts, coupling constants, and fragmentation pathways remain the same. This explains the ongoing success of the earlier editions of this book. However, since the amount of available data has considerably increased over the years, we decided to prepare an entirely new manuscript. It follows the same basic concepts, i. e. , it provides a representative, albeit limited set of reference data for the interpretation of 13C NMR, 1 H NMR, IR, mass, and UV Nis spectra. On the other hand, the book has undergone a number of changes. The amount of reference data has been doubled at least (especially for MS and IR) and the order and selection of data for the various spectroscopic methods is now arranged strictly in the same way. In addition, the the enclosed compact disc contains programs for estimating NMR chemical shifts and generating isomers based on structural information. Unfortunately, our teachers and colleagues, Prof. Wilhelm Simon and Prof. Thomas Clerc are no longer among us, and Prof. Joseph Seibl has retired years ago. Their contributions to developing the concept and the earlier editions of this work cannot be overemphasized. We also thank numerous colleagues who helped us in many different ways to complete the manuscript. Weare particularly indebted to Dr.
                    

                
            
        

        
            
                
                    Reviews

                    
                        The book begins with correlation tables for H and C NMR, IR, UV, and MS. The mass spectrometry sections includes common fragments, absolute masses, isotopes and isotope patterns of all the natural elements and halogen combinations. The next section contains combinations. The next section contains combination tables, based on functional group, which list the characteristic spectral values for each spectral method, with useful comments. This section would be a very valuable introduction for beginning students. The book comes with a CD which has programs for molecular drawing, all structures possible for a given formula, and estimation of H and C NMR chemical shifts, limited to 15 heavy atoms. R. Gary Amiet, Dept. of Appl. Chemistry, RMIT University Chemistry in Australia, Magazine of the Royal Australian Chemical Institute, 2001, Vol. 68, Issue 5, p. 36 This book is intended as a short textbook and a hands-on guide for interpreting experimental spectral data and elucidating the chemical structure of the compound behind it. This is the third, and completely revised, edition of the book whose earlier editions were highly successful. The new edition follows the same basic concepts as earlier editions, in that it provides a representative set of reference data for the interpretation of C NMR, H NMR, IR, mass and UV/Vis spectra. The amount of reference data has been doubled (especially for MS and IR) and the order and selection of data for the various spectroscopic methods is now arranged strictly in the same way. The CD-ROM supplied with the book contains programs for estimating NMR chemical shifts and generating isomers based on structural information. An extensive hypertext-based tutorial describes the main features of the programs. The book should be considered as a supplement to textbooks and reference words dealing with the particular spectroscopic techniques which generate the data included in the book. The use of the book to interpret spectra only requires the knowledge of basic principles of the techniques, but the contents are structured in such a way that it will serve as a reference book also to specialists. LabPlus International (Belgium), 2001, Vol. 15, Issue 1 This volume continues a long-standing series of compilations of spectroscopic data and empirical rules to calculate spectroscopic parameters. These have never been arranged in a classical textbook fashion but were restricted to supplying a data body for comparison with experimental values. Although much work has been done over the years to develop experimental techniques avoiding the input of empirical data, data systems such as Pretsch's books are still of great importance. They often allow problem solutions without sophisticated techniques, specialized knowledge and additional spectrometer time beyond routine measurements. Practically all teachers in spectroscopy and countless students know these books and work continuously with them. The present volume, now authored by E. Pretsch, P. Bühlmann and C. Affolter, is the latest in this series and has been greatly updated and enlarged. The size has mor or less doubled but the data arrangement has been retained according to the spectroscopic methods (C and H NMR, IR, MS, UV/Vis; Chapters 4-8) so that readers who are familiar with previous editions will find immediate access. Helmut Duddeck, Inst. of Org. Chemistry, Hannover/Germany Magnetic Resonance in Chemistry, 2002, Vol. 40, Issue 3, p. 247
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