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Alkynol polymerization catalysed by
Grubbs-type and Hoveyda—Grubbs ruthe-
nium alkylidene complexes: A computa-
tional study

DFT studies of alkynol polymerization by
Grubbs-type and Hoveyda—Grubbs catalysts
indicate that the a-insertion path is kineti-
cally preferred over B-insertion. Besides
typical linear products that can immediately
undergo the next insertion step, cyclic
products can be also formed, by oxygen-
chelation to the ruthenium centre or as
less stable rutenacyclobutene species.
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Synthesis, photophysical and photochemical

properties of metal-free and zinc(Il) phtha-
locyanines bearing a-naphtholbenzein units

The synthesis, characterization, photo-
physical and photochemical properties of
phthalocyanines bearing d-naph-
tholbenzein units were described. The effect
of the concentration on the aggregation and
solvent effects on the absorption spectra of
phthalocyanines were investigated. The
fluorescence of the phthalocyanines was
effectively quenched by 1,4-benzoquinone
(BQ) in tetrahydrofuran.
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New ionic fluorenylnickel complexes: Syn-
thesis and solid state structure

Two new, the first structurally characterized
nickel complexes with fluorenyl ligands,
[M(THF),]*[Ni(n®-Flu)(n'-Flu)]~ (M = Li,
and Na) have been obtained in the reaction
of nickel bromide with fluorenyllithium and
-sodium.

NiBro(DME) + MFlu —» [M(THF),])"

M=Llin=4
=Na.n=
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Bis-cyclometalated complexes of Pd(Il) and

Pd(IV) from iminophosphoranes: Synthesis,
structure and reactivity

Transmetallation of iminophosphoranes
from [Li{CgH4(PPh,=NPh)-2}], to chloride-
bridge dimers [Pd(p-ClI)(CN)], affords
mixed  bis-cyclopalladated  complexes,
which were obtained regioselectively as
cis(C,C)-isomers. Complex [Pd{CgH4(PPhy=
NPh)-2}}(CeH4-(2-NCs5Hy4)-2)] is regiose-
lectively oxidized to the stable Pd(IV)
derivative [Pd(OAC),{CsH4(PPhy=NPh)-
2}(CgH4-(2-NCs5Hy4)-2)] by treatment with
PhI(OAc),. This compound undergoes
reductive elimination, releasing the ace-
toxylated phenylpyridine and keeping the
orthopalladated iminophosphorane.
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Metal—ligand bonding and metal atom

dynamics in Fe—Fe and Ru—Fe triple-decker
sandwich complexes

The >’Fe Mossbauer effect spectrum of
[Cp’FeCp’FeCp’|BF4 (Cp’ = C5(CH3)4H (1) at
92 K shows the presence of a major
quadrupole-split doublet as well as the
presence of a small paramagnetic resonance
ascribed to a decomposition (oxidation)
impurity. The bottom trace is the difference
between the theoretical fit values and the
experimental data.
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New cyano functionalized silanes: Syn-

thesis, characterization and diphenylamine
detection

A series of novel tetrahedral silicon-
centered cyano functionalized silanes have
been synthesized and well characterized.
They all display strong violet-to-blue emis-
sion and exhibit obvious fluorescent
quenching response to diphenylamine,
indicating the excellent candidates for blue
emitter materials in OLEDs and for diphe-
nylamine detection.
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Pyridyl- and pyrimidyl-phosphine-

substituted [FeFe]-hydrogenase mimics:
Synthesis, charaterization and properties

The contributions to the LUMO of 3 are
comparable from the two [Fe,S;] centres
and the ligated PNNP, which is
different from other [Fe,S;] mimics, such as
complex 2.
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