ELSEVIER

Journal of Molecular Catalysis A: Chemical 215 (2004) 1-7

JOURNAL OF
MOLECULAR
CATALYSIS

A: CHEMICAL

HVINO3 10N

www.elsevier.com/locate/molcata

Contents

Articles

Tamas Horvath, Jozsef Kaizer, Gabor Speier

Journal of Molecular Catalysis A: Chemical 215
(2004) 9

Functional phenoxazinone synthase models.
Kinetic studies on the copper-catalyzed oxygena-
tion of 2-aminophenol

2-Aminophenol readily undergoes highly selective Cu-catalyzed oxygenation to 2-aminophenoxazine-3-

one.
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A view on the mechanism of metalloporphyrin
degradation in hydrogen peroxide epoxidation
reactions

The competition between an intramolecular and an intermolecular mechanism of the catalyst degradation
in hydrogen peroxide oxidations is clarified.
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Cleavage of water-insoluble alkylallylcarbonates
catalysed by a palladium/TPPTS/cyclodextrin sys-
tem: effect of phosphine/cyclodextrin interactions
on the reaction rate

Effect of TPPTS / methylated cyclodextrin interactions on the cleavage rate of allylic
substrates as a function of catalyst concentration:

No decrease in the case of the methylated-o-cyclodextrin
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Re-evaluation of the mechanism of the stoichio-
metric hydroformylation of olefins with cobalt
carbonyls as catalysts

Two types of stoichiometric hydroformylation
reactions have been described in the literature,
and have been assumed to proceed via similar
mechanisms. Using a high pressure-high tempera-
ture infrared throughput cell, we have examined
the similarities and discrepancies between the two
systems, and offer a new approach to the under-
standing of these reactions.

Ismail Ozdemir, Serpil Demir, Bekir Cetinkaya

Journal of Molecular Catalysis A: Chemical 215
(2004) 45

Synthesis of novel rhodium—carbene complexes as
efficient catalysts for addition of phenylboronic
acid to aldehydes
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Indium triflate: a reusable catalyst for expeditious
chemoselective conversion of aldehydes to acylals

A mild, efficient and expeditious method has been developed for the chemoselective conversion of
aldehydes to the corresponding acylals in excellent yields, using acetic anhydride in the presence of
catalytic amount (0.01-0.1 mol%) of In(OTf);. Ketones remain unaffected under the reaction condition.
In(OTf);3 can be recovered and reused without any loss of its catalytic activity.
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A facile conversion of epoxides to halohydrins
with elemental halogen using isonicotinic hydra-
zide (isoniazide) as a new catalyst
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Carbon monoxide—ethylene copolymerisation cat-
alysed by [PdCl,(dppp)] in methanol-water or in
acetic acid-water as solvents (dppp = 1,3-bis-
(diphenylphosphine)propane)

H,0-McOH
————

The complex [PdCly(dppp)] yields a perfectly I, IT'and IIT

alternated polyketone in MeOH-H,0O
(H,0 =20% (mol/mol), 4100kg/(gPdh) at
45atm and 90°C) or in AcOH-H,O

[PdCly(dppp)]
CO + CH——

(H,0 = 55%, ca. 28 000 kg/(g Pd h)) as solvents.
In MeOH-H,O keto-ester, ester—ester or keto—
keto end-groups are observed whereas in
AcOH-H,O0, the polyketone shows only keto—keto
end-groups. A mechanism for their formation is
proposed and the role of H>O and of the acid in the

formation of active species has been explained.
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Ruthenium(Il)-assisted asymmetric hydrogen
transfer reduction of acetophenone using chiral
tridentate phosphorus-containing ligands derived
from (1R,2R)-1,2-diaminocyclohexane

Several chiral and unsymmetrical tridentate [NNP]-type ligands with sp>-N and sp>-N were synthesized
from optically pure (1R,2R)-1,2-diaminocyclohexane. Their ruthenium(II) complexes have been used as
enantioselective catalysts for the asymmetric proton transfer reduction of acetophenone with enantios-

electivities in the range 14-99% e.e.
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Non-heme iron polyazadentate complexes as cat-
alysts for oxidations by H,O,: particular efficiency
in aromatic hydroxylations and beneficial effects
of a reducing agent

Iron(II) polyazadentate complexes catalyze the hydroxylation of aromatic compounds by H,0O,. Addition
of appropriate reducing agents (hydroquinones, PhSH or tetrahydropterins) led to important increases of
the yields based on H,O, (up to 69, 33, 18, 40 and 47% in the case of anisole, toluene, ethylbenzene,
benzene and naphthalene, respectively).
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Palladium-catalyzed asymmetric arylation of 2,3-
dihydrofuran with aryl triflates in water in the
presence of surfactants
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Simplified single-step synthetic route for the pre-
paration of a highly active gold-based catalyst for e =[AuCl,]” AR, _ Auo
CO oxidation

Satya Paul, James H. Clark A series of novel silica supported palladium catalysts bearing N-N, N—S and N-O chelating ligands have
been prepared and characterized on the basis of STA, BET, DRIFT and XPS. Structure-activity

Journal of Molecular Catalysis A: Chemical 215  relationship between these catalysts has been discussed on the basis of DRIFT and XPS data.
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Reforming of n-hexane in presence of [1,2-bis-
(salicylidene amino)-phenylene]—zirconium com-
plex chemically bound on modified silica gel
support
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Solvent-free oxidation of benzyl alcohol to ben-
zaldehyde by fert-butyl hydroperoxide using tran-
sition metal containing layered double hydroxides
and/or mixed hydroxides

Mn, Cu, and Co containing layered double hydroxides and/or mixed hydroxides show good activity and
selectivity in the oxidation of benzyl alcohol by TBHP to benzaldehyde in absence of solvent.

Solid catalyst
CH,0H + (CH;),COOH————» CHO + (CH,);COH
94°C.<5h
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Preparation and photocatalytic properties of Zr*"-
doped TiO, nanocrystals

The photocatalytic property of the Zr*'-doped " —=-Tio2
. . 1 —e—Ti0.94Zr0.0602
powders is not only higher than that of the pure 0] —A— Ti0.882r0.1202
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Crater structures on a molybdenite basal plane
observed by ultra-high vacuum scanning tunneling
microscopy and its implication to hydrotreating

Crater structures were observed on a natural
molybdenite basal plane by STM. Atomic struc-
ture was continuous from the surrounding terrace
to the crater bottom, with no steps at the rim of the
crater. Atomic corrugations were higher at the
crater bottoms than on the terraces, indicating
higher electronic density of states in the craters.
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Crystallization and characterization of high silica
silicoaluminophosphate SAPO-5

SAPO-5 with a high Si content, synthesized by
using dipropylamine as a template in ethylene
glycol show higher activity for toluene alkylation
reaction than samples prepared from the gel with
up to 0.6 molar ratio of silica.
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Gas-phase ethanol photocatalytic degradation
study with TiO, doped with Fe, Pd and Cu

During the gas-phase ethanol photocatalytic degradation in a continuos flow system, bare-TiO, and Fe-
TiO, are deactivated in opposition to what was observed for Pd-TiO, and Cu-TiO,. Pd and Cu oxide
deposits can be capturing the photogenerated electrons, thus avoiding the formation of O,*~ radicals that
generate acetates.
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An FT-1R study of the adsorption and oxidation of
N-containing compounds over Fe,03/Al,0; SCR
catalysts

On Fe,03/Al,0; SCR catalyst hydrazine can be o [ “
intermediate in the oxidation of ammonia to nitro- 4
gen, while hydroxylamine-type species, can be et

—_— NH:NH; -
intermediate in the oxidation of ammonia to / . / '
NO, on contrary to those over Fe,03/TiO, indicat- Arorin RNE
ing that Fe,03/Al,05 is less selective in SCR R e '
reaction with ammonia. S~

., 0 > N0
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Hydrothermally synthesized high silica mordenite
as an efficient catalyst in alkylation reaction under
liquid phase condition

High silica mordenite samples have been synthesized hydrothermally using low aluminum contents (Si/
Al molar ratios 40 and 60 in the gel) in the presence of orthophosphoric acid as promoter. These materials
showed excellent catalytic activity and selectivity towards linear alkyl benzenes in the alkylation of
bezene using 1-dodecene as alkylating agent under mild liquid phase condition.
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Molecular building block approaches to chiral
porous zirconium phosphonates for asymmetric
catalysis

Chiral porous solids based on BINOL-derived Zr
phosphonates have been synthesized via a mole-
cular building block approach, whose dihydroxy
functionalities coordinate to Ti(IV) centers to form
active catalysts for the asymmetric additions of
diethylzinc to aromatic aldehydes with high con-
versions and e.e. values of up to 72%.
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Theoretical estimation of acid—base properties of
Lewis and Brgnsted centres at the V-W-O catalyst
surface: water molecule as the probe in DFT
calculations

Water molecule adsorbed on models of active sites postulated on the surface of V-W-O catalysts served as
a probe for sites acidity and basicity. Geometry, OH stretching frequencies and water binding energy were
chosen as three computed parameters to characterise the Lewis acid and basic sites and Brgnsted acid
sites situated in varying environment.

Conghua Liu, Youquan Deng, Yuanqing Pan,
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Effect of ZSM-5 on the aromatization perfor-
mance in cracking catalyst

Journal of Molecular Catalysis A: Chemical; reaction pathways over ZSM-5 zeolite contained FCC
catalyst in catalytic cracking reaction.
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Acylation of toluene using rare earth cation
exchanged zeolite B as solid acid catalyst

The catalytic activity of rare earth cations exchanged zeolite B was studied for the acylation of toluene
with acetic anhydride as an acylating agent in the liquid phase. The correlation of catalytic activities of
the different catalysts with the cyclohexanol dehydration as well as DRIFT spectroscopy showed that the
toluene acylation is a Bronsted acid catalyzed reaction.
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