
[bookmark: _GoBack]REFERENCES to COUPLINGS : 
The coefficients in the file Karplus_coefficients.txt are from many references.  These references are given in this document.  The 3-tuples of coefficients are denoted by Karplus1, Karplus2, … in the case of the review article, and Karplus01, Karplus02, … from anything else.
From reference 1, a review article by Coxon -
References to 3J Karplus coefficients : Coefficients in Selected Three-Parameter Karplus Equations, 3J = A cos^2 + B cos + C, for Vicinal NMR Coupling Constants, Ranked According to the Magnitude of A 3-bond   A B C    Reference number in paper 

HCNF 70.8 -44.1 -7.2     138 
CCCSnb 50.4 -7.6 5.2     144 
HCOP 15.3 -6.2 1.5      110 
HCOH 13.56 -2.05 -1.02     75 
  	10.4 -1.5 0.2     70 
JCCOP 9.1 -1.9 0.8     111 
HCCH 9.0 -0.5 -0.3      8 	
HC\alpha NC’ 9.0 -4.4 -0.8     105
HOCC 8.36 -1.41 -0.69     75 
HCCC 8.06 -0.87 0.47     92 
HCSiH 5.83 -2.59 0.84     76 
HCOC 5.7 -0.6 0.5    81 
5.5 -0.7 0.6    82 
CCCC 4.48 0.18 -0.57   132 
HCSC 4.44 -1.06 0.45    96 
CCOC 4.4 1.1 0.5   121 
3.70 0.18 0.11    122 
HCCNc 3.1 -0.6 0.4     66
HC\alphaC’N -4.6 3.0 0.8    105 
The entries in the table are illustrative, rather than comprehensive, and do not take into account the recent trend to develop multiple Karplus equations for different structural elements. The main text or original publications should be consulted for full details.
Online references are also included.  Karplus0…
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