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The fas-infrared spectra(500-200 st.) of
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5B30. Pacyerst meromom CCIl  JIKAO' kaacrepos
/ ‘ R o (NbeBrip)Clg?>~ . (NbgBrsCls)Brg2~. Reiser Ber'(
67 y/ 6 nhard. LCAO—SCF-calculations of the cluster (Nbg-\
6 6 Bri;)Cle~ and (NboBreCls)Brs?-. «Comput. and Chem.s, -
; AN 1981, 5, Ne 2—3, 107—110 (anra.) :

/ w Q/W) Mertozom. -CCIT JIKAO paccuntano 3.JeKTponHOe CTpoe-(
.HHe KaactepoB (NbsBri2)Cls2— (04) (l? 1 (NbeBrsClg) -

Brg?~ (Dza) (11). PacueTsl NpoBOAHTHCH-B 6a3HCax, CO—

TOLAX 13 400 i 264 AO, npeacraBieHubix B BiHAE Pasa.

no 3798 u 2250 anementapHeiM rayccoBmiM ¢-wiam (Fd).

MaTpuunbsie saementel kaactepuoro Ilt B Mertoze JIKAO

¢ BLIUHCISIHCL ¢ HenoJb3osanuem pasa. IIt, ssasiowerocs
;/Z,ém /l{ : cyneprno3uuseit atromMuex Ilr, paccunranublx B npubaxe-

.nun Xaptpu-Poxa-Caeiitepa, B paa no 216 I'd.-B npouec-
W}Q//L@ ) ce HTepauuii mompaBkH K KJaactepuoMy It Haxoauamcs B

417 /)y PESYIbTATE UHCICHHOTO [PEUICHHS  TPEXMEPHOTO  yp-His
M M fﬁM} Ilyaccona sBuyTpn w PATHYCOB, COOTB-IHX ATOMHEIM

X, 1982 19 NS .
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{pamirycaM ¥amsoro M3 atoMos B Kiacrepe. Omsucana G6/10K-
cxema Tipoliecca BBIMHCICHHIT Ha ABM. Has 1 u 11 Bbuuc- '
Jonbl TIOTHOCTH: OSAGKTPOHHLIX — COCTOAHMI,  OGCYZKACHH
.snepretiy, cnexrpn MO 1 pacnpejenesie MO no cumMer-
_pHIL U. A. Tonoas”
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“120: 227406g The electronic structure of Nb:Brs. Meyer, H.
Juergen (Inat. Anorg. Chem., Univ. Hannover, Hannover, Germany).
Z. Anorg. Allg. Chem. 1994, 620(1), 81-4 (Ger). The bonding ‘in
NbsBrs was investigated with the aid of extended Hueckel and ?ﬂO'
calcns. to gain some understanding concernin stability and possible
chem. altering. Seven electrona occupy motal-metal nding states
of a NhsBra unit. Six of them aro responsible for strong o bonds
within the Nba cluater, Ono to two addnl. electrons may be
incorporated to "occupy mi orbitals, which slightly increase the
bonding in a Nby clu_nlc;. rather than between adjacent clusters, )



F: Nb2Br10
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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 electronic structure of dimeric M2X6 (M = Al, Ga, In, I; X =F,
Cl, Br, I) and M2X10 (M = Sb, Nb; X = Cl, Br, I) 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 examd. using the natural orbitals of the
metal-halogen bond. The inversion of the halogen NQR frequencics
for the compds. of transition and nontransition elements is explained.
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