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/110: 162594p Nonempirical Xa-discrete-variational model of
the clectronic structures of simple ruthenium oxides. Dobrodei,
N. V.; Kondratenko, A. V.; Gutsev, G. L. (Inst. Khim. Fiz,,
Chernogolovka, USSR). Zh. Fiz. Khim. 1989, 63(1), 128-34 (Russ).
Self-consistent Xa discrete-variational method was used to cale.,
electronic structure of the series of the clusters modeling Ru oxides
.M ! with different oxidn. degree (KuQz, RuOs, XRuQ:). Also, applicability
< of these models was detd. for describing exptl. photoclectron and

x-ray spectra of these oxides. R
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F: RuO2-

P: 3

132:300257 Infrared Spectra and Density
Functional Calculations of MO2, M (02)MO2, MO4,:
MO2- (M = Re, Ru, Os) and Re03-, Re04- in Solid

Neon and Ar Zhou, Mingfei; Citra, Angelo; Liang,
Binyong; Andrews, Lester Department of
Chemistry, University of Virginia

Charlottesville, VA 22901, USA J.

Phys. Chem. A, 104(16), 3457-3465 (English) 2000
Laser-ablated Re, Ru and Os atoms react with
02 in excess Ne and Ar during condensation to form
the MO2 dioxide mols. as major products. The
oxides with D3h symmetry, the (02)MO2 dioxide

C.A.Ao90, 134




complexes with C2v symmetry the tetrahedral Mo4
= Ru, O0s) mols. are formed on sample annealing.
Photolysis converts the (02)MO2 complexes to the

more stable MO4 isomers. The MO2- dioxide,

(M

ReO3-

and ReO4- anions are also formed via electron cap
by the neutral mols. The metal oxide neutrals and
anions were identified from 0-18 substitution and
natural metal isotopic splittings and from DFT

ca;gn;iprmisptopic_frequencies. ..Doping_with cci14

to sefve as an electro trap gave the same neutral mol.
bands and virtually eliminated the anion absorptions,

which further supports the anion identifications.
spectra density functional metal oxide anion;
ruthenium osmium_oxide,soli‘ngggra;gon,matrix -

IR
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F: RuO2
P& 3 '
132:300257 Infrared Spectra and Density Functional
calculations of MO2, M (02)MO2, MO4, MO2- (M = Re, Ru,
0Os) and Re03-, ReO4- in Solid Neon and Ar Zhou,
Mingfei; Citra, Angelo; Liang, Binyong; Andrews, Lester
Department of Chemistry, University of Virginia
Charlottesville, VA 22901, USA J. Phys.
Chem. A, 104(16), 3457-3465 (English) 2000 Laser-
ablated Re, Ru and Os atoms react with 02 in excess Ne
and Ar during condensation to form the MO2 dioxide mols.
as major products. The oxides with D3h symmetry, the
(02)MO2 dioxide complexes with C2v symmetry the
pqtrahedral7MO4W’(M,75_Ru,___Os) ‘mols. are formed on sample
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annealing. Photolysis converts' the (02)MO2 complexes to
the more stable MO4 isomers. The MO2- dioxide, Re0O3- and
ReO4- anions are also formed via electron cap by the
neutral mols. The metal oxide neutrals and anions were
identified from O0-18 substitution and natural metal
isotopic splittings and from DFT calcns. of isotopic
frequencies. Doping with CCl4 to serve as an electro
trap gave the same neutral mol. bands and virtually
eliminated the anion absorptions, which further supports
the anion identifications. IR spectra density
functional metal oxide anion; rhenium ruthenium osmium
oxide soli neon argon matrix
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02.01-1953.94. TennoBuwe npoLecCH JeTyyero RuO[2] B
MaTpuuax  HaHoOKpucramnuueckoro  Al[2]0([3], BKJIOUAWME

F: RuO2 (Tﬁ)

dazoBoe npesppateHue ‘ramma’'->''ansda’. Thermal
processes of volatile RuO[2] in nanocrystalli Al([2]0[3)
matrixes involving 'ramMa''->''annoda’' phase

transformation / Ji Lin J., Zeng H. C. // Chem. Mater. - °

2001. - 13, N 7. - C. 2403-2412. - A C ucnonb30oBaHueM

MeronoB MKC c ¢ypbe-npeobpasoBaHMeM, NOPOWKOBOI audparum
PEHTT@HOBCKUX nyuen, npocBeuuBapuen BJIEKTPOHHOM
mukpockonuu, ATA, TrA M P MCCIeOOBAaHH CJIOKHHE TeMnJoBHe
npoueccH Jeryyero coeauHeHus RuO[(2] B maTpuy 'rammda'-
Al[2]0(3], Bxiouanue ¢asOBHE NpeBpaleHnd, B MHTepBase
TeMnepaTyp 400-1000pC. CnenoBaniich oOpasusu
HaHokoMmno3uToB RuO[2]-Al[2]0(3], nonyue no 3onb-renesoit
TexHonormu u comepxaBuux oT 0,5 pmo 2,0% Ru. Bubn. 54.
Bu6 54. .




