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91: 148713j Lithium-oxygen Raman bands of lithium-6

///- m/f and lithium-7 carbonates. Hase, Y.; Yoshida, I. V. P. (Inst.
“ . Quim., Univ. Estadual Campinas, Sao Paulo, Brazil). Spectrochim.
Acta, Part A 1979, 35A(4), 377-8 (Iing). The Raman spectra’

of polyeryst, 6Li:COa and 7Li2CO3 were recorded in' the Li-O°

vibrational region, and showed 4 weak bonds for each compd. !

Results were compared with those from the IR spectra of the

{- LiOy4 tetrahedrons, — ——— e e
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/7‘?/ ’Jj 91: 18714k Low frequency bands' of lithium carbonate
crystal. - Hase, Y. Yoshida, I V., P, (Inst. Quim., Univ.
- Estadual Campinas, Sao Paulo, Brazil). Spectrochim. Acta, Part
/}” STAI R A 1979, 35A19, 379 (Eng). The IR and Raman spectra at
<300 em w2 .corded for polyeryst. 6Li2CO3 and 7Li2COs. No
isotopic frequeicy shifts for Li+ translations were obsd. The no.
of obsd. bands was compared with that of the CO32- translational
and rotational modes by factor group anal,  *
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17 B48. AB INITIO. Mccaeposanue reoMeTpHuCCKOro
CTPOEHHsT MOJEKYJIbI RLiJgQ;,_Kouona.non C. I, Co-
nomounink B. T. «)K. CTPYKTyp. XHMHH>, 1983, 24, N\e 2,
163—164

Merogom Xaprpi — PoKa C HCMNOIL3OBAHIEM JBYXIKC-
nonenThoro Gasicoro naGopa OI'T Xyaunari — Jlanuiura
paccuiTanbl SHEPrHH HEK-pPBIX reomeTpiu. Koudurypauit
monckyast LipCOj, AMMOJBIBIC MOMEHTEL i 3ace/ICHHOCTH
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no Maaankeny. Haitaeno, uto MuitiiMyMy fioJioit suépruii
oTseuaer cTpykrypa (I), ne mpoTuBopeuallast pesyjbTaTaM
aKcnepHM. Hccsefosanuit. [Tposesena ONTHMH3AMNS reoMeT-
pHY. MApaMETPOB, PacCulTaibl SHEPTHH MOHOMOJCK. pacna-
Za N0 HECKOJAbKHM KaiajaM If CIlJIOBble MOCTOSHHEIC.

A. B. Hemyxuu
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7 JI146. initio McciaepoBaHHe NROTEHUHANLHOJ INO-
BEPXHOCTH H Kone(’)arenbnoro cnekTpa -Moaekyan Li,CO;.
Konosaanos C. I, ComoMOHHK B. I. <K, CIDYK-
Typ. XHMHID,-1985, 26, Ne 1, 15—21

Meropom Xaprpu—®Poxka—PyTana B ABYX3KCMOHEHTHOM
Gasuce Xysunari—Haunuunra (DZ) nposemeHo HccaenoBa-
HHe HEKOTOPHIX yuacTKoB noteHu. nosepxuocty (ITIT) mo-

_Jckyabl kapGonara Juths LiyCO;. OrmenbHHe TOYKH Ha

IIT 6uan paccuuTasl B Gasice DZ, pomosnHeHHOM mnoJs-
pH3auHOHHBIME d--IHAMH Ha aTOMaX KHCJIOPOAa # YIJepo-
na. Haiineno, uTo eauHCTBEHHAst paBHOBeCHast KOH(HTrypa-
flHst MOJIEKYJIH HMeeT cHMMeTpHio Cpy C ABYMs OHAEHTAT-

/m%dﬂ] p/[,ﬂ-)lxo KOOPAHHHDOBAHHBIMH aTOMaMH JHTHs. BHmoauen pac”

WOLLENLD UL
M/y/ cl///@

YeT CHJIOBOTO MOJsSI H KOJNeGaTeqbHOro CHEKTPa MOJCKYJHL
Pesy/bTaThl COMOCTAaBJEHB C HMEIOUIHMHCS B JHTepaType
nanusiMe no HMK-cnektpam Kap()OHaTOB LIEeJOYHBIX MeTaJ-
JIOB. o . o Pesxo“e
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15 51088.  Ab initio mccaenoBanHe noTeHuHanbHON no-

‘BEPXHOCTH M Kose(aTeqbHOro cnekrpa MoJekyanl LirCOa.

- Kounopanon C. I, Comomonux B. I. <K crpyk-
Typ. X, 1985, 26, Ne 1, 15—21 :

Meronom Xaprpn—®Poka—PyTana B ABYX3KCIOHCHTHOM

-6asuce Xysunarn—/Hauunnura (DZ) nposeacno mcesnepona-

. HHC HCK-PBIX YYaCTKOB noTeHUHaabnoii mosepxuoctu ([1IT)

‘MoJIeKyabt kapGonata antHsi Li,COs. Oraesbiibic ToukH Ha

’ S TIM paccuntansl B Ga3TTC, AOMOMHCHIOM MOJSIPH3ALHOKIL-

' ] 11 d-QyHKUHAMH Ha aTroMax KHcJopoza i yrJiepoaa. Hai-

" Z)ZZLL . /[ﬁ(‘/leuo. YTO CAHNCTBEHHAst paBHOBeCHAsI KOH(HrypauHus Mo-

(,/ Jexyasl uMmeeT cHMMeTpHIO C2p, C ABYMSI GHACHTATHO-KO-

” . OPAHHHPOBAHHBIMH aTOMaMH JHTHs. Bhinmoanen pacuer cu-

/ZLﬁ/L(L ”Z ") JI0BOTO MOJIT H KOJMeGaT. CNCKTPAa MOJCKYJH. PesyabTaThl

COMOCTABJCHLI C HMCIOLIHMHCS B JIHT-pe aauueiMH no UK-

[3”?/2//9/}(/; /[t/ -cneKTpaM szfpﬁouaro'r;uggn.Vuc'ra.{mosf P_esu_)‘\gg'
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[ 102: 191542k Ab initio study of the potential surface and

vibrational spectrum of the lithium™ carbonate moleculp,

.Konovalay, S. P.; Solomonik, V. G. (Ivanov. Khim.-Tekhnol. Inst,,

Ivanovo, USSR). Zh. Strukt. Khim. 1985, 26(1), 15-21 (Russ),.
The potential surface of Li2CO3 was studied by, the Hartree-Fock-=
Rootﬁnan method by using double-zeta basis sets with consideration
of polarized d-functions on O and C atoms. The single equil..
configuration has Ca. symmetry with 2 bidentately coordinated Li,
atoms. The force consts. and mol. vibrations of Li2CO3s were calcd.:
The results are compared with IR spectral data of alkali metal
carbonates. o .

¢ A 7988, (04, N L
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113: 656220 Molecular ;jcou:ctx'y and vibratioual frequencies
the lithium carbonate. molecule, Ramondo, F; Bencivenni, I..
(Dip. Chim., Univ. di Roma, 1-00185 Rome, Italy). J. Mol. Struct,

C19%0, 221, 169-74 (Eng). MO calens. are reported for different

structures of the mol. LizCOs. The calens. were carried out at the
RHF-SCF level employing contracted Gaussian basis sets: 3-21G and
3-21G~. Configurations of Cz and Ca, symmetry were examd., and
were found to be stationary points. The bidentate structure js the!
stable equil. form of Li,COs, while the monedentate one is a sad(l!c‘[
point for Li atum migratiou around the group CO;2-, The nonplanar;
Cav structure ja the highest cnergy point on the hypersurface!
explored. Harmonic vibrational frequencies were computed for COy2-i
and_for_bidentate LizCOy vrith Gy symnetry, !

o

CA- 1990, 113, v &
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F: Li2CO3
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175138. KapGonarsl  wENOYHBIX  MCTANOB. Cnextpockonia  KP,
HEOMNHPHYCCKHC pacueTel M cTpykTypa. Alkali carbonates: Raman
spectroscopy, ab initio calculations, and structure / Koura N., Kohara S.,
Takeuchi K., Takahashi Sctsuko, Curtiss L. A., Grimsditch M Sabounm
Marie-Louise // J. Mol. Struct. - 1996. - 382, 3. - C. 163-169. - Aurn.
Heomnupiueckum meronom CCIT B Gasuce 6-31I'd{*} nccnenonano
anexTponHoe ctpoctie Li[2]CO[3] i K[2]CO[3]. HanGonee BoiroamsiMit B
06OHX ~Cly4asX —OKa3BIBAIOTCA MIOCKHE CTPYKTYphl. Paccumranmble .
rapuouuq 4aCTOThI COMMIACYIOTCA € AAHHBIMH cncncrpon KP
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