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Figure 53. Progressive optimization of spectral simulation. Each step represents one correc-
tion of a peak position and linewdith. The arrow represents the desired shift in field position 
(x component) and the desired change in linewidth (y component). 

In principle, the technique can also be extended to the fitting of pulsed EPR 
spectra using the frequency domain approach [62]. Each peak in the ESEEM spec-
trum is given by one or more frequencies, a complex intensity, and a linewidth. 
Derivatives of the ESEEM frequencies with respect to each of the spin Hamilto-
nian parameters can be calculated and utilized in an identical fashion to that used 
for CW spectra simulations. 

Fully automated fitting of experimental spectra using this methodology is also 
possible. This requires an algorithm to identify features in both experimental and 
simulated spectra. 


