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KoJneGaHuit IleKOTOPbIX OKT8311pM‘IL‘CKHx anxHouoB. Pan-

dey A. N, Sharma D. 'K, Dub!ish A. K. Force ,I
constants and mean amphtudes of vibration of some oc- |
tahedral anions. «Spectrosc. TLett.», 1973, 6, Ne 8, 49]— |
498 (aura.)
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r e I‘ 6 2\ 119971p Force constants and mean amplitudes of vibration
3 “9f some octahedral anions. Pandey, A. N.; Sharma, D. K.;
ublish, A. K. (Dep. Phys., Meerut Coll., Meerut, India).
Spectrosc. Lett. 1973, 6(8), 491-8 (Eng). The modified orbital '
> valerice force field (MOVFF) was employed to compute the i
force consts. for FeFg-, GaFg¢*~, InCle3—, SbClg~, and M&+Q, i
(M = Mo, W, and Te). e general va i
fofce consts. and mean amplitudes of vibration were also caled. |
ca. for M®Qq at 0, 298,16, and 500°K. The MOVETF calens. gave |-
"e ' neg. values for the bending force const. (D) for FeFg?~, GaFg-, |
—~ and Ba,CaWO;. A comparison of stretching force consts. !
W6-Cely indicated that the Ga-F bond is stronger than the Fe-F bond; ;
the Te-O bond is stronger than the Mo-O and.W-O bond; the :
W-O bonds in Ba,Ca and Ba;Mg environments have equal .
strengths. The mean amplitudes corresponding to bonded dis- |
5 tances in WO~ and TeOg~ are nearly equal and are smaller ;
.than that of MoOs-. o :
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" 105: 123136t New ‘empirical correlations hetween molecular
constants of dihalides of iron, cobalt and nickel. Khnrit(mnv.l .
Yu. Ya; Gerzha, T. V. (Mosk. Khim.~Tekhpol, Inst., Moscow,
USSR).  Zh. Neorg. Khim. 1986, 31(8), 2154~7  (Russ). New!
empirical correlations between the force consts. k& and the equil.
length re of the metal-halogen band were formed for the dihalides of
Fe, Co, and Ni. k& = 138.57r2-0.65 (k Expressed in mdynes/A and r
in A), which with satisfactory accuracy was applied for mols. of.
)mn]nhnrlirdos‘pf' the same metals,
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Teopernyeckujy PacyeTr anekTponHoro cTpoe-

HHA noHa (FeFg)3-. Theoretical calculation of the elect-,

ronic structure of - the (FeFs)3- ion, Ferniandez:

V. M. Garcia, Rodrigo G. Fernandez, Puevo L. «J.

Mol. Struct. Theochems, 1988, 166, 241—246 (avra)
Hesmnupuuecknm meropom GCIT MO JIKAO s npH--

GHXEHHH 3aMOpOXKEeHHOro 0CcTOBa B. Gasiice ¢-uuii . csi3-

TCPOBCKOro THMA HCCAENOBAHO 3/MEKTPOHHOE CTpOeHHe OK-'

Tasapuy. nowa (FeFg)3— p HHTEpPBase  OJHH  cBA3ell

3,2—4,0 ar. en. PaceNGTpeno PasiHYHOe pa3fenenHe Ha

OCT0B M BAJICHTHYIO OGOJIOYKY H NpOBefeHb pacuetn ¢
NpOCKTHPOBaHIeM i Ge3a Hero. [Ipusenenm NoJHHe nt

; OpGHTaJbHLIC SHEPrHH, PaBHOBECHWE IUIHHHL  CBSA3efl, cH-:
Uél/] : JIOBHIC TIOCTOSIHHEIE H YacTOTH M KOJeGaHHs a;g. O06-
CYKACHO BJHAHHC HENONHOTH OPTOrOHAJNBHOCTH OCTOBA "

BaJICHTHOIT 06GOJOYKH Ha ¢dopmy  sizepioro noreHuHaga

AJIL OCHOBHOroO cocrosunst. OTMmeueno, uto BKJIIOYCHHe B
paccmoTpenne AHGGY3HEX 4s- 1 4p-b-unit Metanna NpH-,

BOMHT K YAJNHHCHHIO CBA3H, B. JI. JleGenen

ob /988,18, v//
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109: 99075g Theoretical calculation of the clectronic structurci,

of the hexnﬂ,uorofcxjr»nrt’g[v(l’ch)jj]jon. Garcia Fggmndez,_l/.w M.

Fernandez Rodrigo, G.; Puego, L. (Fac. Quim.," Univ., Oviedo, |
Oviedo, Spain 33007). THE CHEM 1988, 43, 241-6 (Eng).
The electronic structure of the octahedral hexaﬂuorofcrrate(l[l)
anion has been caled. as the first step of a study on the electronic:
properties of the Fe(3+) ion in fluoride lattices. The consequences of
nsufficient core-valence orthogonality in the shape of the ground |

iq,bccn paid to the effects of diffuse 4s and 4p. metallic functions on the!
to

tal and orbital energies. The predicted equil. iron-fluoride
_diswncekamees,well_with,obsd.,dnta._ . :

C.A.1988,(09 N 12
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118: 261367p The vapor phase complex HF-FeF;. An ab initlo
molecular orbital study. Scholz, G. (Centre of Inorganic
Polymers, Rudower Chaussee 5, 0-1199 Berlin, Germany). Chem.'
Phys. Lett. 1993, 206(56-6), 655-9 (En&). Similar to the HF-AIFs
complex, the, HF-FeFs complex has a C. structure. The HF and
Fels subunita are nearly undistorted and cennected via a long Fe-F
bond (:~208 pm, MP2 level). The HF subunit has a nearly free
rotation about the FeFs subunit,
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