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Figure 51. Proton Powder MIMS ENDOR spectrum: (a) MIMS ENDOR pulse sequence; (b) 
giso = 2.0, A|| = 4 MHz, A = 10 MHz, T2Niso = 0.0 MHz. Microwave ( /2) and RF ( ) pulse 
lengths, 16.0 and 2000.0 nsec, respectively. Delays d0, d1, d2, and d10 are 0.0, 200.0, 400.0, 
3000.0, respectively. Number of orientations equals 100. B = 342.949 mT and 9.6 GHz. 

Figure 52. An example of a SECSY experiment: (a) SECSY pulse sequence and (b) the re-
sultant simulation for giso  = 2.0, A|| = 4 MHz, A = 8 MHz, T2Niso = 0.02 MHz. Microwave 
( /2) pulse length equals 16.0 nsec and the delays d0 and d1 are 0.0 and 1000.0 nsec, respec-
tively. dx, dy = 16.0 nsec, sx, sy = 256. Number of orientations equals 1 (45o). B = 342.949 
mT and 9.6 GHz. 

A novel method for the interactive fitting of CW EPR spectra is presented be-
low. This method allows a user to directly manipulate the simulated spectrum in an 
intuitive manner in order to achieve a fit to the experimental data. Peaks in the 
simulated spectrum are simply dragged and dropped to align them with the corre-
sponding peaks in the experimental spectrum. As the features in the spectrum itself 
are manipulated rather than the spin Hamiltonian parameters, a detailed under-
standing of the relationship between the two is not required by the user. 

The basic CW EPR simulation involves the search for the resonant field posi-
tion, Bi, for each transition, i. The intensity, Ii, and linewidth, i are calculated and 
with the resonant field define the peak [Bi, Ii, i]. The simulated spectrum is then 
generated by adding each peak to the spectrum using an appropriate lineshape 
function. 


