3P022

NMR 3d SOMO
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SOMO
SOMO
H-1, H-2, C-13, N-15 NMR M"(Him),(NO,), (M = Co, Fe, Ni; Him =
imidazole)
DFT SOMO
NMR
Ni(Him)4(NO,),
Ni(Him)y(NO,), R-3 Ni" (Him), S
[1]
Ni(Him-d,);(NO,),
H-1 H-2 MAS NMR 281K 9
Hz H-1
50
2
NMR ESR
2.185% 2
A =0.01 0.01MHz
D 0.882cm™ T?
NMR 0.6+ 0.1MH

C-13 N-15 NMR
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DFT

DFT NMR
UB3LYP X o
Ni" (Him), LanL2dz
ecp
Ni 6-311+G CHN 6-31G(d,p) full
X
CH NH CH NH
1.10 1.05 ecpBl fullBI
1-'H
fullBl 175
ecpBI fullBlI
Ni(Him)¢(NO,),
site NMR ecp full ecpBl fullBl ecpBIHb  fullBIHb
1-'H 0.51 0.46 0.52 0.76 0.89 0.60 0.71
2-H 0.73 0.65 0.58 0.85 0.80 0.89 0.81
4-'H 0.68 0.60 0.56 0.82 0.83 0.82 0.80
5-'H 0.68 0.31 0.40 0.44 0.59 0.50 0.66
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H-1 MAS NMR H-2 MAS NMR
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