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120: 283312k IR-spectra of the gallium-sulfur dioxide system

isolated in argon matrixes. Chertikhin, G. V.. Zaitsevskii, A. V.

Sercbrennikov, L. V. (Khim. Fak., Mosk. Gos. Univ., Moscow,

Russia). Zh. Fiz. Khim. 1993, 67(8), 1642-4 (Russ). The IR

spectra were studied of the reaction products of Ga + SOz in an Ar

matrix. The principal product of the reaction is GaS0; existing in at

least 3 isomeric forms: the bands 1034 and 940 cm-1 belong to the 1st

/ isomer (a cyclic structure with a Ga-O bind), bands 1254/1227 and

[L/é W/f 1130/1110 cm-! belong to the 2nd isomer (acyclic structure), and
bends 1084/1067 em-1 belong to the 3rd isomer (probably having an

V“WMg { ) ionic structure).
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. - 4B1188. - MK-cnekrpul cHcTems Ga--50; wu3onuposa-;
HOM B apProHOBLIX MAaTPHLax /Yeptuxun . B, 3aniyesc-|
kuiA A. B.,, Cepebpennuxos JI. B. //XK. ,43. ximun . —1993!
.—67 Ne 8 .—C. 1642—1644 .—Pyc. !
Msyuenbr UK-cnektpel npogyktos pluwu Ga--SO; s Mmartpu-
uax u3 aproHa. lMokasaHo, YTO OCHOBHLIM APOAYKTOM pP-umu’
ssnserca  monekyna GaSO; cywecrsyiolias no KpaiHen,
Mmepe B Tpex usoM'C'phnmzvp’opmax: K nepsomy u3omepy.
(uMknuy. crpoeHus- co csa;iuu Ga—O0) ortHeceHsl nonocsr.

1034 u 940 cm™', ko BTOPOMY (aumknuueckomy) — nonocsl

' 1254/1227 u '1130/1110/CM“', JTPeTHA  M30omep, BepoaTHO,
,,(,7[ /’ . MMECT MOHHOE CTPOEHME, M K HEMy OTHeCeHa nonoca 1084/}
g /1067 cm™'. z
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F: HGaS :
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25145. Hecnenopanne MoJeKyISpHOii CTPYKTYph! H HK-cnextpos HGaX u
HXGa (X=0, S u Se) B xapTpH-poKOBCKOM NPHETIHKEHHH M B NpHOMHKEHHH,
BLIXOZAIICM 32 mpenebl Merona Xaprpu-@oka. Hartree-Fock and post-
Hartree-Fock study on molecular structures and IR spectra of HGaX and
HXGa (X=0, S, and Se) systems / Nowek Andrzej, Leszczynski Jerzy //J. Phys.
Chem. 1994. - 98, N 50. - C. 13210-13214. - Anru.

Heamnnpuuecknm meromom CCIT MO JIKAO, a Taoke ¢ yyerom INEKTPOHHOIT -
KoppensunH B pamkax MIT2-MIT4 paccyHTaHBI NOBEPXHOCTH MOTEHLHATLHO
OHEprHH s runorery. cucreM HGaX u HXGa (X=0, S, Se). Hcnoms3osan
TPEXIKCMIOHEHTHBI 6asHe ¢ BmoucHHeM nonsphsan. dynxumii. Heenemosana -
OTHOCHT. CTaGHILHOCTS H YHEPTETHKA JIHCCOLHALIMH C PA3phIBOM 06eHX CBs3eii.
Ino6anbioMy MHHHMYMY OTBEYAIOT CIUTBHO H3OTHYTBIE CHCTEMBI HXGa, yro
NPOTHBOPEYHT NpaBiiIaM Yomua.

Rue X n&, /996 |
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F: HGaSe

P:3

2B6145. Hccnenobanue MojexkymapHoii crpykrypsl H HK-cnextpos HGaX u
HXGa (X=0, S u S¢) B xapTpH-$OKOBCKOM NPHOMKCHHH H B NPHOTHXKCHHH, |
BhIXOAsLIeM 3a mnpeneast Meroma Xaprtpu-®oka. Hartree-Fock and post-;
Hartree-Fock study on molecular structures and IR spectra of HGaX and’
HXGa (X=0, S, and Se) systems / Nowek Andrzej, Leszczynski Jerzy // J. Phys. -
Chem. 1994. - 98, N 50. - C. 13210-13214. - Anurax.

Hesmnupuueckum MeronoM CCIT MO JIKAO, a Takxke ¢ y4eTOM 3J1eKTpOHHOIT
xoppessuni B pamkax MIT2-MIT4 paccyHTaHb! MOBEPXHOCTH NMOTEHUHATBHOIN |
sHepruH s runorerny. cicreM HGaX n HXGa (X=O0, S, Se). Henom3osan |
TPEeX3KCMOHEHTHBIH 6asic ¢ BXIIOYeHHEM MospH3al. GyHKLHI. Hocnenonaua
OTHOCHT. CTaGHJIBHOCTb H YHEPreTHKA THCCOLHALHH € pa3pbiBoM o6eHx cBsa3eii.
I'moGansHoOMYy MHHHMYMY OTBEYAlOT CHILHO H3orHyThle cHcremsl HXGa, yro r
npomaopeqm npammau Yomua.

Pac.X. w4, 1996. |
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P:3
4B153. Onextponnas ctpyktypa monekyn X[2]Y[3] (X=B, Al, Ga; Y=O, S).
Teopetnucckoe usyuchie. Electronic structure of X[2]Y[3] molecules (X=B, Al,
Ga; Y=0, S): A theoretical study / Jemmis Eluvathingal D., Subramanian G.,
Santosh S., Leszczynski Jerzy // Proc. Indian Acad. Sci. Chem. Sci. - 1995. - 107,
N4.-C.423-429. - Aurn. R
~ Heamnupuuecknm metosom MO ' metonom ¢yikuionana mioTHoct:
ncenenosansl Monekyast X[2]Y[3], X=B, Al, Ga; Y=0, S. Ina B[2]O[3],
B[2]S[3] u AI[2]S[3] npeanoutiTenshoii apasercs M30THYTas CTpyKTypa
cummerpiit C[2v], B To Bpems kak Al[2]O u Ga[2]O[3] umciot nunciinyio
CTpyKkTypy. O6a Teop. noaxona (MI12/6-31 Fd(*} 1 B3LYP/6-311+T Dd{*})
JAI0T COMOCTAaBHMbIE PE3yNBTATHI.
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133:125573 The bonding character -of the cyclic
AlSO and GaSO species: ab initio investigations at

density  functional theory and the electron’

_correlation.levels. _ Bu. Y.  Key Laboratory of

N



Colloid and Interface Chemistry of the Educational !
Ministry, Shandong University Jinan 250100,
Peop. Rep. China Chem. Phys. Lett., 322(6), 503~
512 (English) 2000. The structural properties have
been predicted for cyclic AlSO and GaSO at DET, MPn,
QCISD(T) and CCSD(T) levels with a 6-311+G* basis. .
Results indicate that the cyclic AlSO species possesses
a 2A'' ground state with a 2A' excited state higher by:
16.2 kcal/mol at CCSD(T)/6- 3114G* 1level, while the
cyclic GaSO only has a 2A'' ground state without a 2A';
excited state. Various calcns. yield dissocn. energies|
within 4.0 kcal/mol of 65.8 and 52.3 kcal/mol for thel
two ground states, resp. These two cyclic AlSO and GaSO:
species in the ground states should be classified as:
thiosuperoxide. However, they are not as ionic as LiO2'
or LisO, and are also less ionic than the cyclic AlO2. K
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135: 262517a Novel bonding character of the cyclic AlS; and |
GaS; systems. Song, Xin—Yu; Nie, Yi;. Bu, Yu—Xiang (School of
s Cﬁzéistry & Chemical Engineering, Shandong University, Jinan, Peop.
~ Rep. China 250100). Chin. J. Chem. 2001, 19(7), 637—640 (Eng), Sd-
ence Press. The geometries, the harmonic vibrational frequencies and

//l/%(@ " the bonding_properties have been predicted for cyclic AlS; and GaS, l
: species at the d. functional theory (DFT), MPn (n = 2, 3, 4), QCISD(T)
4 W and CCSD(T) levels with 6—311+G(2d!) basis. set. 'I'he novel bondmg
// characterxs dxscussed e b s =
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