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ad: 151782q Vapor phase Fouricer transform far infrared

(FT-FIR) studies of aluminum chloride, aluminum iodide,

and gallium chloride at 100 to 500°C. Klacboe, P.; Rytter, E.;

e Sjoegren, C. E; Tomita, T. (Decp. Chem,, Univ. Oslo, Oslo,

Norway). Proc. SPIE-Int. Soc. Opt. Eng. 1981, 289(Int. Conf.

Fourier Transform Infrared Spectrosc.), 283-6 (Eng). The vapor

spectra of the title compds. were recorded between 50 and 700

em-! with an evacuable FT-IR spectrometer by transmission and

: emiission techniques. Special vapor cells were made of Ni and

fitted with windows of diamond. Quite analogous spectra were

Zé ’( recorded in absorption and emission. At temps. higher than
300° in emission spectra had the better quality above 100 cm-1.

The equil. between the dimer and monomer species were studied

as a function of temp. Seven of 8 IR active dimer (D2x) bands’
were assigned. For Alls and GaCls derived by combination with’
Raman vapor data. A SO -
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2B147. HeoMnupiueckHii KBaHTOBO-MeXaHHYecKHil KoneGaTemsusli aHamm

miMepHbIX Monekyl A[2]X[6] (A=Al, Ga; X=Cl, Br, I). Ab initio quantum !

mechanical vibrational analysis of dimeric A[2]X[6] molecules (A=Al, Ga;

X=Cl, Br, I) / Ystenes Martin, Westberg Nina, Ehrhardt Beate K. //
Spectrochim. acta. A. - 1995. - 51, N 6. - C. 1017-1029. - AuriT. eaMmupiyeckum
Meronom CCIT MO JIKAO B HeckomsKHX rayccoBrix Ga3icax (o D9S) ¢ .
BKIIOUCHHEM momdpH3all. M mHpdysHbIx ¢-umii ¢ yueToM smexTponHOlT -

Koppenaunn B pamkax MII2 paccunTansl paBHoBecHas —reoMmeTpHs,
KoneGaTeNbHbIE YACTOTHI M HHTCHCHBHOCTH (C MacuITaGHpOBAHHEM CHIOBOrO
‘nos) mia A[2]X[6]; A=Al, Ga; X=Cl, Br, 1. ITomyuennsic pesymsTaThi
| COrJIACYIOTCA € DKCIIEPHM. JAHHBLIMH. YTOYHEHO OTHECEHHE PAA MOJOC B

'KOeGaTeNbHEIX criekKTpax. OTMEYeHO, YTO CMEIIAHHBIE CHCTEMBI CHMMETPHH
D[2h] Al[2]CI[2]Br{4] u AI[2]Br{2]CI[4], BimimMO, He OueHB ycTOiiuMBbLI Mo H
OTHOWICHHIO X JIHCMIPONMOPLUHOHHPOBAHINO, HO MODKHBI HAXOMMTLCA B |

o6HapyxHBaeMbIX KomHuecTBax B cMecsix Al[2]CI[6] i Al[2]Br{6]. Bu6u. 57.
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F: A2I6
P:3
134:242937 Analysis of electronic structure and quadrupole
coupling in dimeric transition and nontransition halides in terms
of the density functional theory.  Poleshchuk, O. Kh.; Koput, Ya.;
Latoshinska, I. N.; Nogai, B.; Shanina, Yu. A. Tomsk State
Pedagogical Institute, Tomsk, Russia. Russ. J. Coord. Chem.
(2000), 26(11), 784-791. in English. :
The clectronic structure of dimeric M2X6 (M = Al, Ga, In, I; X=
F, Cl, Br, 1) and M2X10 (M = Sb, Nb; X = Cl, Br, 1) was analyzed
using the d. functional theory. The calcd. parameters of the NQR '
spectra were compared with the exptl. values. Binding of the bridging
and terminal halogen atoms was cxamd. using the natural orbitals of
the metal-halogen bond. The inversion of the halogen NQR
frequencies for the compds. of transition and nontransition elements is
cxplained. ] ) o
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