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C a BZ 90468w Vibrational spectra of the heptabromodigallate and
2 }heptachlorodlgallate ions. Grodzicki, A.; Potier, A. (Lab.

Acides Miner., Univ. Soi. Tech. Languedoc, Montpellier, Fr.).

J. Inorg. Nucl. Chem.: 1973, 35(1), 61-6 (Fr). The vibrational.
spectra_ of KGa;Br; in the solid state are given. Bands and
lines Were assigne [With ref. to C,0;. The symmetry of the jon
is Gy (or C,). Assignments for the bridge are v(Ga-Br-Ga) =
195cm™, vas(Ga-Br-Ga) = 222 em -1, Consequently the follow- f

— et R ——
ing reassignments for Ga.Cl;] ~ for the bridge (Ga-Cl-Ga) are /

QQC) proposed: y.(Ga-Cl~Cv_a% =275 "cm), va(Ga-Cl-Ga) = 286 /
cm™l, - S
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KoneGaTenbHbiii CNEKTP M NPOCTPAHCTBEH- |
Has rpynna cummerpun  KoIn(OH)(SO,);. The vibra-
tional spectrum and space group of KiIn(OH) (SO,)..
Botto I. L., Baran E. J, Garcia A. C. «J. Mol.
Struct.», 1986, 143, 59—62 (aur.z.) : ‘
Uccneposanst UK- u KP-cnektpnt  KoIn(OH) (SOy)2.i
. Tlposemen ¢hakTOprpynmoBoii aHaau3 BHYTP. T,
M[, SO,2-. Panece ycraHoBJeHAa  pPaBHOBEPOSATHOCTb ABYX
[é CTPYKTYp: ¢ mnpocrtpanctsennoii rpynmoit Ce. nan C2/c.
Coraacue MK- u KP-uactor, cBHacTenscTByeT 06 OTCYT-
" CTBHH LEHTpPa CHMMETPHH, T. €. O IPOCTPAHCTBEHHOH CHM-
/{ ’WW/ metpun Ce. K cnmM. Bad. xoa. SO ortmecen AyGaeT Ji-
mnit KP-npu 1012 u 981 cm~!; B MK-cnekTpe . okasanach
paciensiennoit nosoca npu 1149 cm~!' (vs). HMK-nonoca
CPe/UL. HHTEHCHBHOCTH mpH 722 cM~' oTHecena K JHGpall.|
koa. OH. Cpuenan BmBoj, uto nosencine SO2~ B nam{o.\x|
COCAHHCHHH Ma10 OTJIHYACTCS OT MOBCACHHA B- AP. CTPYK-|
Typax, T. e. npucyrctBHe In(34) HecyurecTBEeHHO BJHSET,

Ha cpssn. S—=0O._ - E!7Pa3ymona)|‘
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' 125:311182s FT-IR study of alkali fluoride complexes. Chen,
Rong; "Li, Weihong; Zhang, Qiyun (Coll. Chem. Mol. Eng., Peking Univ., |
Beijing, Peop. Rep. China 100871). Guangpuxue Yu Guangpu Fenxi 1996, |
16(4), 41-44 (Ch). Far-IR andb%?—élm%ecggco%alkali fluoride |
complexes such as KInF,, KAIF,, R ., n aF,, CsGaF, were
studied by FTIR Spectroscopy. Some vibration bands ‘were assigned. |

)04 ) The structures of these complexes were discussed. !
UK oy
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F: KGaF4 j
P: 3 i
132:142110 Ab  initio study of the molecular
structure, isomerism, and vibrational spectra of MAF4 M
= Li, Na, K; A = Al, Ga). Solomonik, V. G. Sliznev,}

V. V. Ivanovo State Chemical Engineering Academy K
Russia J. Struct. Chem., 40(3), 368-379 |
(English) 1999 The equil. geometrical parameters, forcei
consts., vibration frequencies, IR intensities, and;
isomerization and dissocn. energies of M mols. are|
calcd. by Hartree-Fock and 2nd-order Moller-Plessett!
perturbati theory methods in the Li(9s3pld/4s3pld),| "
Na,Al(12s8pld/6s4pld), K(14s11p3d/9s8p3d),

C-AResv, 2
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F(9s5pld/4s2pld), and Ga(l3s10p5d/6s5p2d) bases of}
grouped Gaussian functions. The calcns. show that the';
structures corresponding to the bi- (b) and tridentatei
(t) coordinations of the M+ cation by the AF4- anion are.
isomers. The b configuration is energetical most,
favorable for LiAF4 mols. The b and t structures of!
NaAF4 have clos energies, and the t configuration is|
basic for KAF4 mols. Simple empiric relations between|
the mol. consts. in the series|
LiAF4.fwdarw.NaAF4.fwdarw.KAF4 are found and the mol.!
parameters of RbAF4 CsAF4 are estd. A combined anal. of;
the ab initio and exptl. data availa in the literatureg
for MAF4 mols. is carried out. A no. of bands obsd. in:
IR spectrum of the matrix-isolated MAlF4 mols. are
assigned to their tridentate isomer. |
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132:142110 Ab initio study of the molecular
structure, isomerism, and vibrational spectra of MAF4 (M
= Li, Na, K; A = Al, Ga). Solomonik, V. G. Sliznev,

V. V. Ivanovo State Chemical Engineering Academy

Russia J. Struct. Chem., 40(3), 368-379 .
(English) 1999 The equil. geometrical
parameters, force consts., vibration frequencies, IR
intensities, and isomerization and dissocn. energies of
MAF4 mols. are by Hartree-Fock and 2nd-order Moller- |
Plessett perturbation theory methods Li(9$3p1d/4s3p1d),'
Na, Al (12s8pld/és4pld), K(14s11p3d/9s8p3d), F(9s5pld/4s
and Ga(13s10p5d/6s5p2d) bases = of grouped Gaussian
functions. The calcns. that the structures
corresponding to the bi- (b) and tridentate (t)
coordinations of the M+ cation by the AF4- anion are}
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isomers. The b configuration is energetically most |
favorable for LiAF4 mols. The b and structures of NaAF4l
have close energies, and the t configuration is basic]
KAF4 mols. Simple empirical relations between the mol.'!
consts. in the se LiAF4.fwdarw.NaAF4.fwdarw.KAF4 are'
found and the mol. parameters of RbAF4 CsAF4 are estd. !
A combined anal. of the ab initio and exptl. data availa |
the literature for MAF4 mols. is carried out. A no. of
bands obsd. in th spectrum of the matrix-isolated MALF4 |
mols. are assigned to their trident isomer. i



