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Abb.: Grenzflachendiagramm fur die 3d-Orbitale
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d9-Spinsysteme
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Figure 1. EPR spectrum of ®CuPc—"N(pyrr.),~"*N(aza),, 0.01 ™
in concentrated sulphuric acid. The low-field region of the
spectrum was rerecorded with increased gain. T=133K; mic-
rowave power, 20 mW; microwave frequency, 9.255 GHz; total
width, 93.11 mT. A =19.8mT; BN=1.36 mT; g,=2.203.

Doscher et al. Org. Mag. Res. (1984) 22, 658
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WAL OF MLAGRITIC RESORANCE, Séres B 110, 127054 ( 156)
ARTCLE 30, 007

Simulation of Mn(ll) EPR Spectra Using
a Full Spin-Hamiltonian Approach

Alax B Coffing® and Jack PEBacH

Dyparreent of Pleynnlogy and Brop
PioD Mor

e, Brons, Mo Fork fodel

Raemred Octobar %, 1994 reviad Jamary 2, 1996

(a)

FIG. 9. Experimental and theoretical CW-EPR spectra of Mn(II) aquo.
{a) Experimental spectmum of Mn(II) aquo taken at © GHz and 77 K. (b)
Simulation using our best fit parameters of the ZFS in the full calculation:
D = 155 G: E/D = 1/3. Number of values of f# = 70; number of values
of b = 100. (c) Simulation using Tan. ef al. (3) parameters for the ZFS
in the full calculation: D = 198 G: E/D = 0. Number of values of # =
200: number of values of ¢ = 1. Other parameters used for the calculations
are By = 0.1 G: a = —920.0 G: microwave frequency = 9.1 GHz: temperature

= 77 K. resolution = 1.0 G.
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by Unnversay, Albert Exstets College aff Maduoie,

Simulation von Hochspinsystemen wie
Mn2+ nicht einfach:
Basissatz im Spinhamiltonian ist 36 x 36

Verbotenen Ubergange dml#0, dmS>1

Quantenmechanische Berechnung von
G-Tensoren und hf-Tensoren ebenfalls
nicht einfach:

Spin-Bahn-Kopplung

Relativistische Effekte

d-Orbitale mit mehreren ungepaarten
Spins
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Fe-S Centre

A) B) C)
Sy Sy Sy Sy

%,

F
S Sy S/ Ie\ _7'7_-.|1;.\
S A
2Fe2s I Sa N "5
F
P < /Ee\ /
Sy 8 o ST 4Feds
3Fe4s
Figure 1: [ron Sulfur Clusters
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Figure2: The Rieske protein, A) Crysta structure of the Rieske
protein from Thermus thermophtlus (PDB I NYK) wath duster and
ligands shown. B) Cartoon of the 2Fe-2S cluster with 7t ligands
labeled.
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