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TABLE IV: Experimental and Calculated Values of the g Tensor of 
Cu( l I ) -hwd Sinele Crvstals of a-Glycylglycine at 4.2 K 

experimental calculated 
E", 2.040 2.033" 2.022b 
gYY 2.083 2.085" 2.059b 
g n  2.236 2.236O 2.273b 
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were assumed. To evaluate the energy matrix the AOM orbital 
parameters given in refs 43 and 44 were used. The total energy 
matrix consisting of the ligand field and the spin-orbit coupling 
(there is no electron-electron repulsion to consider in the dl and 
d9 cases) was diagonalized to yield eigenvalues and eigenvectors. 
The spin-orbit interaction matrix is given in Table I of ref 43. 
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