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i 17B84. O pasnopecun MEXKAY ONHOATOMHBIM M JBYX-
ATOMHBLIM NAJJIaIHEM H NOTEHUHAJN NOABAEHHS Pd.. Gin-
gerich Karl A. On the equilibrium between monato-r
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mic and diatomic palladium and the appearance potential
of Pd.. «Naturwissenschaftens, 1967, 54, Ne 2, 43 (nen.)
- C nomoubio Macc-cnekTpometpa n paBloBectoM nape nag

fTa/lsafiieM 3aperucTpipoBannt Mosekyns _Pd. Ux notern- -
{UHaT maasacuys Haifimen pasubiM 7,7#0,3 8. OTHOWGMHIe

napuitanbublx - 1asaeniit “PpafPra, - cocrasmier 3,3 105,
2,5-10° 1 1,4-105 npn 1975, 2025 i 2085° K COOTBCTCTBEH-
Ho. Pacuer nposesen B npeanonosxenii, uto cevelne Homi-,
Jaunn Pd: B 1,6 pasa Goabuie cevennst_nas_Pd. I0. Xonees'
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133:301515 Theoretical Studies of the
Coordination and Stability of Divalent Cations in
7SM-5. Rice, Mark J.; Chakraborty, Arup K.; Bell,
Alexis T Chemical and Materials Sciences
Divisions Lawrence Berkeley National Laboratory
Departments of Chemical Engineering and Chemistry,
University of California Berkeley, CA 94720-
1462, USA J. Phys. Chem. B, 104(43), 9987-9992
(English) 2000. The coordination of divalent
metal cations to 2ZSM-5 has been investigated using
gradient-cor. d. functional theory (DET) .
Coordination at both isolated charge-exchange sites
and pairs of charge- exchange sites was considered




for Co2+, Cu2+, Fe2+, Ni2+, Pd2+, Pt2+, Ru2+, Rh2+,

and 2Zn2+. Thermodn. calcns. of the stability of
M2+ to redn. to MO and demetalation to form MOx
particles were also carried out. The results

indicate that Cu2+, Co2+, Fe2+, and Ni2+ are
coordinated preferentially to five-membered rings
contg. two Al atoms, which are located on the walls
of the sinusoidal channels, whereas Pd2+, Pt2+,
Ru2+, Rh2+, and Zn2+ are coordinated preferentially
to six-membered rings located on the walls of the
sinusoidal channels. Examn. of the stability of
dimer cations of the form [M-O-M]2+ shows that such
structures are not generally stable to hydrolysis,
with the possible exception of [Cu-O- Cu]2+. The
findings of these calcns. are in good general
agreement with exptl. results.
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132:212842 Theoretical Studies in Palladium and

Platinum Molecular Chemis Dedieu, Alain Laboratoire

de Chimie Quantique, UMR 7551 CNRS/ULP Universite Louis
Pasteur Strasbourg 67000, Fr. Chem. Rev. (Washington, D.
c.), 100(2), 543-600 (English) 2000 The quantum chem.
studies of Pd and Pt mol. systems carried out since 19
are reviewed with 482 refs. to complement earlier
comprehensive reviews. covered include; mononuclear
systems; polynuclear systems; reactivity of Pt
complexes; and catalytic cycles.
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