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14 b81. B0o3MOXHbIEe CTPYKTYpbl O™, nonyqennue no-
‘nyamnupuyeckum merogom CCII—MO. Conwa
7‘" Possible Og* structures obtained by a semiempirica S’C'F‘—*'
IzXO m)ethod «J. Chem. Phys.», 1969, 51, (e 12, 5703—5705'
aHra : ;
[Mpennoxennwlt panee (cM. PPKXn, 1970, 8521) Bapi-
. aut noayaMmnupuy. Metofa CCITI—MO, yuHTHIBaIOLIKIT MeX-
MoseK. AHddepeHIHaabioe - MepeKpblBaHHe, HCMOJb30BaH
@‘_ os pacqua nouoit apepriut nuccounamii Dr cucremst Ogt:
7 na 20,30, BceneacTsie pacueTHblX TPYAHOCTeNl Bapita-
umsi TeoMeTpHY. MapaMeTpoB Oblna OrpaHHYeHa Hek- -pEIMH]
‘maockuMH Kondurypaunsamu, Hafigeno, urto crpykrypa Os*|
B BHJE TPeX 3KpHBaJeHTHHIX ¢parmenToB O, (LEHTPHI TsXKe-
{CTH K-PBIX 3aHHMAIOT BEpUIIHbl NPaBHABHOIO Tpeyronblmxa)l

CTPYKTYp, Anst K-pbix Dr=12 KKkaa (uto cocraBaser ~2/3|
'OMBITHOrO 3HayenHs). YKasaHo, 4TO BEPOSAITHOE OCHOBIOE CO-!
‘crosinne cuerembl Ogt orpevaer- S=5/2. O6cyKACHBI COOT-i
HOWICIHS MXKAY PE3YJLTATAMH B PAMKAX PasiH4MbiX pa-!
\CUCTIBIX MPHOAHKEHHIL. .- ___E. Illycroposuy|
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———  50300n “Possible Os structures obtained by a semxempmcal_‘
'SCF-MO method.. Conway, Dwight C. (Dep. of Chem.,!
-Texas A and M Univ., College Station, Tex.). J. Chem. Phys.[—
1969, 51(12), 5703-5 (Eng) A %emxempmcal SCF-MO method;
—which considers intermol. differential overlap has been used o
.compute the (otal dissocn. cnergy (to 20: + O:*) for various;
— . __'planar structures of Og*. The 5 more stable structures with—
(dissocn. energies about two-thirds the C\ptl value are all possible;
'structures at the potential min. The spins of the § “‘lr,-like’" L__

‘electrons are probably parallelin the O¢* ground state. RCJQ |
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7 11 B1025. +Qg(g): conpeMeHHOC COCTOSHHE BBHIYHCIH-
TesbHOro onpeaenehns ero TtepmopuHamukd. Og(g): The
present state in- computational evaluation of its ther-
modynamics / Slanina Zdenék // Thermochim. . acta.—
1990.— 173.— C. 171—176.— Anuru.

 Ha' ocuoBanui pe3yibtatoB HeaMmupuu. pacyera Og .B
asyxskcnonentioM (DZ) u DZ c moasphsau. &-uHsMI 0a-
ancax (Blanous C. P., Schaefer H. F. // J. Phys. Chem.—
1988.— 92.— C. 959), cornacuo K-prx AE=Exn(D3s)—
—En(Dg) =50 kox/monb (DZ), onpelesneHO COOTHOLIEHHG
H30MEPOB, 2 TaKKe BKJAafbl B 3uTanbnuio H, autpomiio
i TenaoemkocTs Cp B 3aBucumoctH ot T. Ilokasawo,-uto
conepxanie Dig Qopmbt H3MensieTc OT 100% B muurep-
pane 100—500 K po 579% mnpu 3000 K(DZ). Bausnue
nsomepnaMa na H 1 S MOHOTOHNO, B TO BpeMs Kak 8Cp
HMeer Maxcxmim npu ~2000 K. B. A. Boaotiu
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115: 124¥/4n A computational study of the ozone dimer.
Slanina, Zdenek: Adamowicz, Ludwik (Dep. Chem.. Univ. Arizona.
Tucson. AZ 85721 USA). J. Atmes. Chem. 1993, 16(1), 41-6 (Enyg).
Ab-initio calcns. were done for the ozore dixer by using the
second-order Moeller-Plesset perturbation approach =i:h the 6-31G*
and 6-31 + G basis sets (with an evaluation of the basis—set—st:perposition
error and the fourth-order corrections). The min.—erergy structure
exhibited C, symmetry (with some patterns resembling the structure
of the water dimer). The caled. dimerization energy varied between
-13 and -1 kJ/mol. Monomer-dimer shifts in the vibrational’
frequencies were rather small (about 10 cm-! or less), while the
intermol. frequencies varied between 30 and 120 cm-l. Thke ozone
dimer could influence some spectral observations under atm. .

N ‘ &

conditions.

c.A 1993, 18 N6
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( 5/02/ =18 B1042. KBautoBo-xummuueckmii pacuer AMMmepa o30Ha.
A computational study of the ozone dimer /Slanina  Z.,

 Adamowicz .L. //). Atmos. Chem .—1993 .—16 Ne | .—C.

41 —46 .— Anrn. ‘. :

Pasnuunbie mopuduKauuu Heamnupuy. metopa Xaprtpu —

DoKa ¢ y4eToMm INEeKTPOHHON KOPPENSUMH MCMONbL3OBaHbI pns’

pacyera CTPYKTYpbl W 3HEpreTMd. X-K [AMMEpa MoneKynbi

030Ha. YCTaHOBNEHO Hanu4Me TONMLKO ORHOro MUHUMYMa

3HepruM puMepa, ' K-pblii  OTBEYaeT CTPyKType, MWmeroweii:

ORHY nnockocTs™ cummeTpuu. HalipeHsl aHeprus o6pasosaHus.

_ AUMED3,. K-Pas B 33aBUCHMOCTM OT METOAA -Paciera W3MeHs-

VL{ . ” . nace ot —13 po —1 k[w/Monb, MOMEHTbI uHepUUH Aumepa
M ero ‘cobcreeHHble uacToThl Konebanuii. PaccumTaH Taoke

CABUr COBCTBEHHbIX 4acTOT MOHOMEPa B CBS3aHHOM COCTOS-

HuM. OTMEYEHO, 4YTO HanU4Me AWUMEPOB O30Ha MOMET 3a-

METHO WCKa3uTb ONTHY. X-KM aTtmocdepbl. B. U. Pongyrun

X. /993, N I§.
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F: cyclic-06+ ‘\M\\S—O(:-

P: 35131:65078 Infrared spectra of cyclic-06+ and trans-
06+ in solid neon and argon. Zhou, Mingfei; Hacaloglu,
Jale; Andrews, Lester (Department of Chemistry,
University of Virginia, Charlottesville, VA 22901, USA).
J. Chem. Phys., 110(19), 9450-9456 (English) 1999
Charged transient species in the O system were trapped
in solid Ar and Ne using electron impact, Townsend
discharge, and laser-ablation methods. T previously




identified 03-, 04-, and 04+ species are obsd. in
these expts. Absorptions at 1435.0 and 1429.5 cm-1
in solid Ne are characterized as cyclic-06+ and
trans-06+, resp., from énnealing behavior, isotopic
substitution, multiplet structure in mixed
1602+1802 expts., and d. functional calcns.

Cyclic-06+ is obsd. at 1416.1 cm-1 in solid Ar, a
smaller displacement than found for cyclic-04+ in

solid Ar.



