Y7,
2
oA

,).r
7
3

e
T




wall £550

c/.uw%p Wmﬁwmd L A ,9001%“9 M%AH L.
Patioces - Y. Obwins, Soc., 1556 vek, L3123

. } Pal/ia/!wx—emuu. Wu(,gp u WM
‘ymc/wa Wmc QWXW 'mviyh(,b) ‘

?*{\i,um w.w t\Q»Q 2_ 4 Cou
\VQM A4 Q Lo wa W@s&

mew LMG.QM \ta,a uu& wtm.
\ls 5y * w) L\Bg'om) '



( 194

2 (1t~
\ — /109670y Jnfrared study of gallium chlorides and bromides
in benzene and n-heptane. _E, Kinsella, J. Chadwick, and J.

—— Coward (City Univ., London, Engl.). fiem"Soc., 1719687
TUITTU69=72(Eng). Their spectra, over the range 500-200 cm. 7},
___ were recorded for benzene solns. of GaCl, and 3r. prepd. by

“the method of Carlston and Tiis coworkers, for solns. of the corre-
A ' ___:sponding trihalides (Ga:Clg and Ga,Bre) in benzene and -n-hep--— -
! tane, and also for hydrolyzed solus. of the dihalides and trihalides. .

Assignments are made for the Ga trihalides in accordance with:-=—

TR Wil |'— previous work and for the dihalides on the basis of a postulated!
! ioxl-Pnj;fmlc;urg_.;__wl’[tefercnces., e .. RCGF_ i ...
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fa [, | | /1993

" 47 B1016. FeoMeTpia M nNOTEHUMANLHAN ISHEPrMs 3neK-
TpOHHbIX cocTosHMi GaX; u GaXs (X=Cl, Br u ). Geo-
metries and potential energies of electronic states of GaX;
and GaX; (X=Cl, Br, and 1) /Dai Dingguo, Balasubrama-,
nian K. //J. Chem. Phys. .—1993 .—99 ,Ne 1 .—C. 293 —301
.— AHrn. '
WUccneposanb 12 3NEKTPOHBIX coctosuuii GaCl;, GaBr; wu:
GaJ;, a Takxe cocrosHus A GaCI;, GaBr;‘ﬁ Ga]; MHO- |
l(/} roxoncburypau metrogom CCM B MONHOM aKTHEHOM npo-,
CTPaHCTBE C YYETOM B3-BMSl OAHO- W [ABYKPAaTHO noszmneH-.
HbIX KOHCMrypauuii, MOCTPOEHHLIX HAa OCHOBE HECKOMbKMX
HcxopHbIx  KoHdurypauui. [locTpoeHsl W NPOaHanM3MpoOBaHbi |
NOBEPXHOCTH NOTEHLUMANbHONW 3HEPrMM [NS OCHOBHOrO W PAA3
B036yMAEHHbIX COCTOSHUI pacCMOTPeHHbIx Mmonekyn. Pac-
CUMTaHbI anepruu auccoumaumum u atomusauuu GaX; u GaXs.
a e Somni S B ~emim oo B._M. Tlpombicnos :

X. 1994, Wi ‘ |



fzc&fz | Om. 42 094 1993

. 119: 103743z Geometries and potential energles of electron),

states .of ‘galilum halides GaX: and GaX; (X = chlorip,

bromine, dnd iodine). - Dai, Dingguo;. Balasubramanian, K. (Do

Chem. Biochem., Arizona State Univ., Tempe, AZ 85287-1604 US\'

J. Chem. Phys. 1993,” 99(1), 293-301 (Eng). Twelve electrong

states - of ~Ga({h, GaBrz, and Gali and the !Ay' elactronic states

GaCls, GaBrs, and Gala are investigated uninxst;he cnmpleu actin

space multiconfiguention scl(-conslstent-field (CAS-MCSC ) techniqy

which included up to 68 700 configurations followed by multirefereny

. singles+doubles CI (MRSDCI) method which included a largy

; configuration space. Potential energy surfaces of 4 doublet electroni
% i L’0€M) states of GaCls, GaBrs, and Galy are obtained. Seven excity
electronic states of GaBrs are also studied. The ground states o

GaXi (X = CI, Br, and I) species are found to be of X 3"

symmotries (Cv), while the ground atates of GaXa species are found

to be of X 'A)' symmetriea (D). The potential ener surfaces of

the excited B states of GaXz compds. exhibit double min, Th'

@ dissocn. energies and the atomization energies of GaX3z and GaX; w

computed.  ___. e e
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