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108: 173883s Determination of Re(M2+-F-) for chromium(l+:
iron(l+), nickel(l1+), and manganese(2+) in ionic fluoris
lattices from the isotropic superhyperfine constant. Fernande:.-:
Rodrigo, G.; Florez, M.; Pueyo, L.; Moreno, M.; Barriuso, M. 7
(Fac. Quim., Univ. Ovicedo, Oviedo, Spain 33007). Cryst. La:, -
Defects Amorphous Mater. 1987, 16(1-4), 281-7 (Eng). The de:-
of equil. metal-ligand distances in transition-metal fluorides ;.5
the obsd. isotropic superhyperfine const. A, is analyzed in the lis}; ¢
cluster-type calcns. at the Hartree-Fock-Roothaan level. T:.
MnFe(4-) wavefunctions obtained at different metal-ligand distang,
confirui that the covalency paramecter X\, is proportional to ¢,
(3do]2s) metal-ligand overlap integral. This behavior is also obsd, =
theor. refinements such as the core projection and the cluster-lay’:,
interaction are included into the SCF process. Thus, this res.-
greatly support the method previously used by M. Barriuso and M
Moreno (1984) for deriving the true Mn2+~F- distances for Mn2*-dg;c:
fluoride lattices from obsd. values of As. The present method werg
also very well for the unstable Cr+, Fet, and Nit cations. T,
Re(Fe*-F-) distances in Fe*:LiF, Fe+:NaF, and Fet:KMgF; 2
reported here for the first time. Ionic radii and values of 10Dq ¢
also given for these unstable systems.

C.A-1988, 108, NAO~ BTl T Kblgls
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111: 66732¢ Optically active vibrations of lithium and nr~-z~:odium|
uranium hexafluorides (LiUF¢ and «-NaUT%). Ohwada, Ken!
(Div. Chem., Japan At. Energy Res. Inst., Tokai, Japan). pl.
Spectrosc. 1589, 43(4), 714-18 (Eng). Normal coordinate analyses
of the optically active vibrations of LiUFs and a-NaUFg were madc.r
with the assumption of an idealized structural model. On the basis
of the results of this treaiment, all of the obsd. bands so far reportedi
were successfully assigned to the intramol, vibrations (UFs-) &s well'
-§s the optically active lattice vibrations [M(Li,Na)...UFs-]. The forcei
}onsts. concerning U-F and M-F bonds were obtained within the
ramework of the modified valence force ficld. The present anal.,
based on a whole crystal, is powerful not only for assigning the
optically active lattice vibrations but also for elucidating the vibronic
structure of the electronic absorption spectra obtained at low—tcmp.(
measurements. S o
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