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Table 1. Bond lengths and their change (Ar.s 1) through spin transition between low spin state (LS)
and high spin state (HS).
[Fe"(pap),]* [Fe' (pap),]
Bond doublet sextet Alus s singlet quintet Alus s
calcd. exptl?  caled.  exptl.?
Fe-Ol 1869 1.882 1921 1931 0.052 1.987 2.005 0.018
Fe-O2 1.869 1.883 1921 1932 0.052 1987 2111 0.124
Fe-N1 1934 1915 2195 2.136 0.261 1923 2.204 0.281
Fe-N2 1934 1.911 2195 2.105 0.261 1923 2201 0.278
Fe-N3 2,019 1.993 2252 2138 0.233 2021 2313 0.292
Fe-N4 2,019 1.994 2252 2202 0.233 2021 2.305 0.284
Bond lengths are shown in A.
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Figure 1. PES of [Fe'" (pap),]*. Figure 2. PES of [Fe' (pap),].
[Fe'"(pap),]* LLCT 212,215,247,249¢eV LMCT 283,
284¢eVv d-d 2.28,2.29,2.72,2.74 eV
Frontier CT d-d
LLCT
[Fe''(pap),|*, [Fe" (pap),] Scheme 1
SCO

[1] O. Sato, Acc. Chem. Res. 2003, 36, 692.
[2] G. Juhasz; S. Hayami; O. Sato; Y. Maeda, Chem. Phys. Let. 2002, 364, 164.



