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DAREERLES

HbIx aueratusix HOHOB. S p.inner.E. The vibration spectra
of some substituted acetate ions. «J. Chem. Soc.», 1964,
L0/ Nov., 4217—4226 (anra.)

IMoayuenst MK-cnektpsr  (4000—650 cs~!) u  cnekTpul

7. CsHs, C4Hg, CF3, CCls, CBr3, CHCl,, CHBry, CH,CN, CHLF,

;
—— CH_.Cl, CH2Br n CH,J. Yacrora ouenn nutencusnoit UK-no-
Jiocst okoJ10 1600 cae—!, mpHmHCcbIBaeMas aHTHCHMMETPHYIILIM
/'~ pas. xon. OCO-rpynnul, 3aMeTHO BO3PAacTaeT C ycHJeHHeM
3JIEKTPOHHO-AKUENTOPHBIX CBOMCTB R 1 He 3aBHCHT OT Mac-

col R. Murencnsuast mosoca okoso 1400 cx—!, mpunucoipae-

_ Masi CHMMeTpHYHBIM BaJ. koid. OCO-rpynnsl, yMeHblIdeTcs

C pocToM Macchl R i He 3aBHCHT OT 3J1€KTPOHHO-aKLEeNnTop-
Hbolx csoiictB R, Ias oOGbAcHEHHS 3TOro mpeisoKeHa He-
CHMMETpDHUHAsi Hepe30HaHCHast CTPYKTypa KapOoKCHJIATHOI
rpynnst R+-C:0-O-. Hixe 1200 cx~! cnektp aueraruoro
HOHA CXOJEH CO CNEKTPOM COOTBETCTBYIOLIEll YKCYCHOIT KHC-

f 9J1204. KoneGaTenbHbe CEKTPbl HEKOTOPHIX 3amelieli- /W

- KoMO. pac. (2600—200 cx~1) coneit RCOONa, rne R=CHj, —

A e
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/ 95: 123260d Laser Raman and infrared spectra of ionic
and covalent oxalates. Kartha, V. B.;. Venkateswaran, S,
Patel, N. D. (Spectrose. Div., Bhabha At. Res. Cent., Bombay,
400 085 India). 'Indian J. Phys., [Part] B 1980, 5413(1-2),
36-43 (Bng). The laser Raman and far IR spectra of ionic
Na2C204 and various covalent raro earth oxalates were studied in
detail. The spectra of NasC20« were interpreted fully in terms of
the crystal structure for the 1st time. The out-of-plane bendin

and torsional modes of the oxalate ion were obsd. and assigneg'
unequivocally., The rare earth oxalate spectra were interpreted
by comparison with Na2Cz04 spectra. The strength of coordination
increases from La to Ho as indicated by the increase in the
metal-O stretching vibration frequency and changes in the '
ligand vibrational frequencies. _

SR

CA. 199, 95 /v
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' 97: 115574k Stereochemical effects in the quenching of
excited atomic sodium (32P) by carbon monoxide: crossed
beam experiment and ab initio CI potential energy surfaces.
Reiland, Werner; Tittes, Hans Ulrich; Hertel, ‘Ingolf V.;
Bonacic-Koutecky, Vlasta; Persico, Maurizio (Inst. Molekulphys.,,
}I';;leie l{n;é %gz};y,lé)o-gog(? (%erli)n,EF;ed. Rep. Gerl.)). J. Chem..

ys. 1982, . - ng). Electronic to vibration-rota=:

NOMefLLS.

Mo LD | /782

tional-translational energy transfer in the quenching of Na(32P3;2) -
by CO was studied with the state of the art crossed at., mol., and"
/L//fzg ”K[)MM laser beam techniques at 0.16 eV initial kinetic energy, and by ab
-4 initio CI calcns. for the potential energy surfaces involved in the
iy / process. Double differential quenching cross sections were detd.
2/ as a function of scattering angle and energy transferred to the
mol. A pronounced structure in the energy transfer spectra as
{ well as a partial backward scattering is due to 2. different
mechanisms: a direct one and one which proceeds through:
C . A ; / g g i{ complex formation. The observations are explained by the caled.
' / potential energy surfaces (PES) for the first excited states and
the ground state X2A4' which exhibit 2 crossing seams below the

: 2.1-eV excitation energy.
g, w1y HEE
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n-t7l) ) /983
s 7156, TIpumeHumocTsh T anoxKeHHs Koudury-

PauUMii € TCEBLONOTCHUMANOM JIsi HCCACIOBAHNS OCHOBHOTQ
W B03GYIK/CHIBIX COCTOSTHHII MOJEKYJIAPHBIX CHCTEM: NaCb,.
Li,H, Al, n AIH. Applicability of a pseudopotenfial CI'
j1fiethiod 1o the—tmvestigation: of ground and excited states.
"of molecular systems: NaCO, LizH, Al, and AlH. Pac-
chioni Gianfranco. «Theor. chim. acta», 1983, 62,
Ne 5, 461—475 (aurn) .-

Qe Paccuntanbl KpHBble NOTCHI. 3HEPTHH Uil OCHOBHOTO H.
- CUm HekoTopbix Bo3Gyxaennuix coctosiuitii NaCO, LiH, Al u
, AlH. Hcnoab3oBajcs MeTOA ICEBLOMOTCHUHANa C YUETOM
/w W/{“ B3aHMOZENCTBIS KOH(HIrypalil, MoJyyaolHxes H3 33a4aH-:

yuoro Gaslica C MOMOLIbIO ONHO- H ABYKPATHBIX BO30YXK-
gennit. Tlposoautcst cpaBHenne € AAHHBIMH XapTpH-(oKoB-

i/ i
( ﬂ { (fﬂz ) YCKHX DACuCTOB C YUCTOM BCEX SJEKTPOHOB H BKJIOUCHIHCM

KOppe/IALMiT MCXKAY BAJCHTHLIMH 3/IeKTPOHAMIL O6eyx-
[/( /) 7-3 JlaeTcs 3aBHCHMOCTh De3y/bTaToB OT BbiGopa Gasmca.
v /i ]

R /983, 75 vy T
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18 530.  IIpuMeHHMOCTL METOAA NCEBAOMOTCHUMANA B
;0“073""" ¢ KB pas uccnepoBanmust OCHOBHOTO M BO3GYK-'
JCHHBIX coc_romugii Mosiekyssipublx - cictem: NaCO, Lij
Alz u AlH. Applicability of a pscudopotentiEr'CT"meI{“[%".
o the investigation of ground and excited states of mo-
Ilfic”gr s'lglstems: é\_IaCO, tLizﬁ, Al and AIH. Pacchio-.

. «Theor. chim.
(anra.) o aci», _19§31'6 .2_'...N,? 5’. ,4(.5_1__4 s

Hccaenoana NPHMCHHMOCTh B MOJEK. pacuerax npu--
Ganzkenns neepaonotenyuana (ITI) aast yuera oCTOBHBIX
3EKTPOHOB C ICMOJIb30BaHHEM napaMeTpu3allil, npeas’ao-
semnoit panee (Barthelat J. C, Durand P., Serafini A.:
«Mol. Phys.», 1977, 33, 159), B couerauiii ¢ yueToM KOH- |
durypall. B3auMozeiicTBHSA (KB) mo MeToy HECKO/bKHX,
nexonupx konourypauuit  (HHK) ¢ BrmouenneM 0AHO-
W ABYKpaTHO BO30YKAEHHbIX koudurypauuit (O KB),
¢ orGopom xoudurypauuii, K-pbie. BHOCAT BKIAA B 3Hep-.




THIO HC MeHblIe JAHHOrO MOPOra, I ¢ MOCJeLyIolleil KCT-;
‘panoasuucii. kK noamomy KB. B kau-pe npoOHBIX  3ajau|
‘paccMOTpeHbl pacyeThl MOTCHUHAJIbHBIX KPHBBIX JIHHEIHOIl
cicremel NaCO (I) B ocnosuoM 28+ H B03Gy:ACHHLIX
2I- u 2Z+-cocrosunsx, aAcopOUHOHHOTO Kommiekca LiH'
(II) B ocHOBHOM H HH3WEM BO30Y:KICHHOM COCTOSIHHSAX,
asyxaToMueix mosiekya Al, nw AIH (III, 1V) B ocnoBHOM,
a Il Taxxke H B BO3CYyHCACHHBIX COCTOsHAX. PeaynbTaThl
conocrasJielisl ¢ anajoruunbiMi pacyeramn HHUK Ol KB
¢ yyeroMm Bcex 3sekrtponon (B3, ¢ BkioucHHeM TOIBKO
BasenutHoro KB). Ilpoanannsnposano Bausine BmGopa.
6asnca ma pe3yabTaThl pacyera. Mcrmosnb3opaanm Ga3mChl
ABYX- H TPEX3KCIIOHEHTHOrO THNMA C BKJIOYCHHeM H Ge3
nossipusau. u auddysnusx dynkunii. PeayasraTe pacueron
B npuGanxennu ITIT npeBocXoaHo corviacyioTcs € pesy.b-:
‘TaTaMH noJHuX pacyeroB. Ilokasano, uto mnpubaHKenHe
ITIT nospossieT yAOBNETBOPHTE/JBHO OMHCHIBATH BCJHYIHBL,
K-pLiC O4CHb UyBCTBHTC/bHE K BEOOPY Gasica M yuery
_KOppeJsuHOHHBIX 3 (eKTOD, A. Bararypbsinig
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' 98: 185786a Applicability of a pscudopotential CI method to
}h&invcstigation of ground and cx_ci»:cd states of molecular

wstems: _sodium carbonyl (NaCO), lithium hydride (Li:H),
Jjiatomic aluminum and aluminum hydride (AlH). Pacchioni,

ianfranco (Inst. Phys. Chem., Freie Univ. Berlin, D-1000 Berlin, 33

%ed. Rep. Ger.). Theor. Chim. Acta 1983, 62(5), 461-75 (Eng).
The potential energy curves for the ground and first excited states of
wme mols. involved in very different problems of theor. chem. were
{etd. employing the pseudopotential (PP) SCF procedure followed by

‘sultireference double—excitation CI treatment. The influence of the

thoice of the basic set is widely discussed. The PP results are overall

. excellent agreement with the results obtained from the analogous

il electron calcns. when sufficiently flexible basis sets are adopted.
Some small discrepancies encountered are due to the use of minimal
basis sets. N o

A Y. xad

C.A. 1983, 98 N a4




/V[Zf

ﬁ[i L) UM,

CIMP T4,

9%
X /«053 /.9

I /983

15 b¥2. ésﬂnznupZécéue . pacueTbl pPaBHOBECHOI1 reo-
’Merpuu W TEH30pPOB $IAePHOrO MArHHTHOTO IKPaHHPOBAHHS
anep ¥C, 70, 2Na u "Li aasa cucrem Na+/CO u Lit/CO.
Ab inition calculation of the equilibrium geometry and
‘the BC, 170, ¥Na and Li NMR shiclding tensors of the
'systems Na+/CO and Li+/CO. Weller Th,, Meciler W,,
Plcifer H, Lischka H., Holler R. "«Chem. Phys
Lett.», 1983, 95, Ne 6, 599—603 (aura) . -

Hesmmupnyecknm merozom MO JIKAO CCIT nposenena
'ommmaamm JIHHelHOil reoMeTpHH cucrem Na+/CO u

Li+/CO. WHcnonb3oBaH 06asic CrpynmHPOBAHHBIX TIaycco-
:BbIX &-1uit 8s4pld/5s3pld nast atomos C 1 O, 10$6p/755p_
nas Na u 9s/5s ans Li. Jlis obenx cucreM HaiileHH JaBe
«crabumpueie cTpyktyp CO...M+ (A) u M+...CO (B)..
Jauna csasn C—O ynemmena H yMCHbLIEHA (no cpas-.
HeHHI0 ¢ H3oJHpoBaHHOiT MoJekynoit CO) na ~0,01 A
B cTpyktypax A u B coorB. Paccroanue O—M+ B crpyk-
Typax A Ha ~0,3 A Gosbwe paccrosuusi M+=C B
TpyKkTypax B, npuuem ot paccrosmns anst M=Na Goxb-
‘we, yeM aas M=Li. Oas oGeux cHcrem CTPyKTypa A
"HeMHOrO craGmibHee cTpykTypnt B. Ilpu maiiaeHnbx pasuo--

/I N LS



BCCHHIX TEOMCTPHAX MPOBCAEHB PAcyeTHl TEH30POB SIIEPHO-:
ro MaruuTHOoro skpanuposatns C, V70, ®Na u.’Li B pam-’
Kax CBSI3aHHOIT CaMOCOIrJIaCOBAaHHOII TEOPHH BO3MYLICHHIL.
Tlpi sTOM HCTIOAb30BaJcs Gonbuinii Gasnc 10s6p2d aas C,
O 1 Na n 9s2p mast Li. MaMenenns 3KApaHHpOBaHHS siep
13C y 70 mpu KoMmmiekcoo6pa3oBaHHH 3aTParHBalOT B OC-
‘HOBHOM KOMIIOHEHTY, meprnenankyaspuyio K csasn CO. Has|
snep 13C 3Ta KOMNOHCHTa yMeHburaercs (casur B caaboe’
-miose) Ha 20—25 MJH. 1. B CTPYKTypax A i yBeJHYHBAeTCs
‘Ha 35—40 Man. 4. B cTpykTypax B. CooTs-liiue H3MCHEHHs
~ans sagep YO umelor obparublii 3HaK: YBeJHYGHHEe Ha
75—90 Mam. A. B cTpykTypax. A u ymenpuwenne Ha 10—,
15 MaH. A. B CTPyKTypax B. BhuliciienHble H3MeHCHHS
‘3KPaHHpOBaHHS Malbl IO CPABHCHHIO C H3YYeHHOIl pamee;
cucremoit A13+/CO («Chem. Phys.», 1982, 72, 155). Tlpo-:
BCICHO COMOCTaBJieHHe ¢ 3KcmepHM. AaHHmMi SIMP s
'CO, aacop6HpOBaHHBIX Ha LeEOJHTaX, COAEPIKAUHX KaTHO-
He wen. Metaanos. OGcyxacHa KOPPEIAUHS MEXIY H3Me-
‘ZHeHHSMH SIAePHOrO MarHHTHOrO 3KpaHHPOBaHHA H Tmepepac-
NpejesicHHeM 3NeKTPOHHON IVIOTHOCTH NPH TNPHOMIKEHHH!

KaTHOHa. : -Todw
Kar, SURNFINNIES S, S oo M. Topuan
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f 98: 204737d ‘Ab initio calculation of the equilibrium geometry
and the carbon-13, oxygen-17, sodium-23, and lithium-7 NMR
shielding tensors of the sodium(+) ion/carbon monoxide and
lithium(+) ion/carbon monoxide systems. Weller, T.; Meiler,
W.; Pfeifer, H.; Lischka, H.; Hoeller, R. (Sekt. Phys., Karl-Marx-Univ.
Leipzig, DDR-7010 Leipzig, Ger. Dem. Rep.). Chem. Phys. Lett.

lgng . In ab~initio SCF calcns., 2 min. in the
stabilization energies were found for the Na+-CO and Li+-CO
complexcs, The min, corresponding to CO..Na+ is slightly deeper
than in Nat...CO.- The min. corresponding to CO...Li* is deeper than
in Li+...CO. The 13C, 170, 23Na, and 7Li NMR shielding tensors were
commputed with the coupled-Hatree-Fock method with large Gaussian
basissets. . N 2o

C.A-1983, 94 vAY
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17 B1221.  AKTHBAauHS JAHOKCHEA yriacpopa L{EJIOYH b~

MH MeTaJJamMu. 2. Hrdpakpacubie cnektpet M+CO,—
Mp**CO?~ B aproHoBLIX W AIOTHEIX -MATPAAX—Carbon

i i =teatt fats—2—tmfrared ‘spectra

of M+CO,~ and My**CO.*- in argon and nitrogen ma-
trices. Kafafi Zakya H, Hauge Robert H,
Billups W. Edward, Margrave John L.
«Inorg. Chem.», 1984, 23, Ne 2, 177—183 (anra.) .
Hamepennt MK-cnektprt npoaykTos peakumi atomos Na,

K u Cs ¢ monekynamu CO, B MaTpHumax H3 aprona H
asota. ITapn merannos coocaxmamu ¢ CO, cMelIaHHBIM
C_H3GLITKOM HHEDPTHOTO.Ta3a, Ha MEAHYI0 MOANOKKY NpH

; 15 K. s oTHeceHHs Losoc B CNEKTPAax HCMOJb3OBANOCH
ﬂ nsotonosameutenie mo C.u O u ¢dortoaus B MaTphue.
M Tloxasano, uto Bo BceX p-UHAAIX O6Pa3ylOTC  MOJNCKYJH

Neld), - dm 19059 /987

.tina M+CO;~, AnA K-phiX yCTaHoBACHO CHMMETpHSt Copp.

/)L W/ZW C 3KBHBAJICHTHBIMH aTOMaMH KHcIopoma. CQOTB. YacToTH
/ J ‘

AHTHCHM. BaJ.' Koai.- paBHbl (m~2): NaCQ, 160]1,6 (Ar),

) 3 1609,9 (N,), CsCO, 15953 (Ar). Hass CsCO, mo-!
wﬂﬂw KCQA (N2) sCU, ( r) Jsa LsCO, no

JIyYeHO TaKxe .zsémft,cz'w—‘g_y (A1), pasnoe 1352,8 cM=T (Ar).’



B cnektpax nponykr6s peakuun K, Cs+CO, oGuapyxe-.
Hbl TaKXKe MOJOCH MOJekyn Tina M+COZ~, x-pue cy-
/IECTBYIOT B BHAe LBYX H30MepoB: cHMMeTpHH Cipp C!
sKkBHBavieHTHMI H C, C 'HeIKBHBAJNEHTHHIMH aTOMaMH
kHcopoaa. Ilpeanosnoxeno, uto mosexyast M,CO, oGpa-,
.3yidTcst B pe3yJbTaTe BTODP. P-LHH MEXAy JAHMCPOM Me-,
‘tazna u CO,.. Onpenesenbl CleA. 3HAYEHHS YaCTOT KoJe-
'6anuit vs, Vi H Wy ansa MoCO, cummertpui Coo B MaTpitie
‘u3 Np» Cs,CO, 1328,7,7TT86;7 u 7452, K,CO, 13423,
‘1184,0 u 7388 CM"‘, H 4acToT KoneGaHm{ Vi A Vo AnA-
: CHMMETpPHH C, Cs,CO, 1320,0 1 1050,0, K;CO; 13286 u
1052,1 cm—l. Omeqeuo, uUTO INpH HK (bomé‘ Hanyue-
,HHEM HCTOYHHKa Hepucta B cnektpodoTomerpe Con-thop-:
‘ma nepexogut B C,. P-uns Na+CO; nger-c neGoabIHM'
BHXOAOM B Ar-MaTpHue, HO AKTHBHPYETCH TNOCPCACTBOM
- Y®-potonnsa Hg-nammoit (100 BT) Bo BpeMs HJH mocae
KOHAeHCAaUuHH. B NpHOMMKEeHHH TPeXaTOMHON  MOJeKYJ bl
paccyHTansl BajieHTHble yriel aias CO,~ B KCO, (131,1°).
‘u CsCQ, (126,9°) wu nas .CO.~ B K,CO, (1259°) =«
'Csp,CO, (123,1°). TMonyuens TakKe 4acTOTH KoJebGaHHI
moueky1 K,CO,, K;CO3; KCsCO; n Cs,CO; B MatpHue
3 Ny II emomelm“cxenmenonmcm -1
Ins Hecaeayembx ¢uctem B Matpuuax. - C. B. Ocun
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/ /[l [4{ H11B1221. KoneGateabHble CNEKTpH M c‘rpyx’rypa' Mmo-

A iekyn M(CO;) u My(CO,). Vibrational spectra and’

4 ) structure of M(CO;) and M,(CO;) molecules, Benci-

/{d M. venni L., D'Alessio L., Ramondo F., Pelino M. «Inorg.
A 7w ‘chim. acta», 1986, 121, Ne 2, 161—166 (anra.) -

. Hamepenn HK-cnektpn u cnektput KP mpoaykros co-

KoHAcHCalHH NapoB e, Meraana (M=Na, K, Cs) ¢

CO,;, H30MHPOBaHHLIX B MmaTpuuax Ar u ‘Nz Ha MERHOA

noasoxke npu T-pe 12 K. CnekrpajbHas KapTHHA 3aBH-

CHT OT COOTHOIIEHHS KOMMOHEHTOB MAaTPHUMW H.OT T-pH.

Ipu orHomenun M:COp;=1:1.B cnekTpe 0OOHApYXeHH

‘noJocsl HoHHOro Kommiaekca M(COj) c cumMerpHeit Cay,

; 'HMelolllero IJIOCKYI0 LHKJAHY, KOHQHrypauuu. Ilpm oTHoO-

.ZL * ﬂ . wenHH . M :CO,=2:1 o6pa3yloTci HOHHblE KOMILIEKCH

\M;(CO,), umeromne W-o6pa3uyio CTPYKTYPY C- CHMMeT-

fuel Cao. Ilpu &1 Matpuupt KoMmiekc M;(COz) nsomep-

3yeTcsi B KOMIJIeKCe C HEeIKBHBAJEHTHHIMH cBa3siMH C—O

M H c cummerpHeii C,. TeoMeTpHu. napaMeTpnl KOMIUIEKCOB

/ onpenesieHsl ¢ TMOMOLLbIO pacyeTa HOPM. KOJ., YUHTHBas

« X /q N / 12C/13C u.'80/180 — n3otonuy. cAsuri uactor. IIpu oTxure

\X‘ _7. ) I~ j MaTpHUH B CHNEKTpax MOABJAIOTCA MOJOCH KapGoHaToB,

L H. A. T'apGysosa
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d 106: 75241v Vibrational spectra and structure of M(CO:) and
/s M2(CO:) molecules. Bencivenni, L,; ' D'Alessio, L.; Ramondo, F.;
QX/ : Pelino, M. (Dip. Chim., Univ. Roma, I-00185 Rome, Italy). Inorg.

Chim. Acta 1986, 121(2), 161-6 (Eng). At, Na, K, and Cs were

codeposited with CO; in excess of matrix gas at 12 K. The IR

spectra revealed the presence of ionic aggregates corresponding to

M(CO2) and Mi(CO2) (M = Na, K, Cs). Both mol. species have Ca

symmetry; M(CO:). species have a planar ring structure, while

M:(CO2) have a W-shape structure M2(CO2) mols. with C; symmetry

were identified. . The geometrical parameters of all .the mols. were

detd. by 1:C/13C and 160Q/180 isotopic shifts, Raman spectra were

; recorded, and the results are reported. The effect of photolysis on
71 “the structure of these-mols. was examd... Photolysis promotes the

C W,Z/L/k formation of Na(CO:2) and transforms the M2(CO2) mols. with Ca

Dx @ N i,
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MOTEHUHANbHON 3HEPrHH s
X+...CO, (X=Na, K) cucrem. Potential energy surfaces,
for the X+---CO; (X=Na, K) systems. Mota Fernan-
d o, Novoa Juan J., Perez Juan J. «J. Mol. Struct. Theo-
chem.», 1987, 149, Ne 3—4, 193—200 (awur..)

Basucuule uaGopu MOJICKYJISIPHBIX OpGHTaJell, H3BECTHHIE
B Jautepatype nog Ha3paHuaMu MINI—1 u MIDI—1 (Sa-
kai Y., Tatewaki H.,, Huzinaga S. «J. Comput. Chem.»,
1982, 3. 6) ucnonbsonauu B pacyerax nosepxuocrefi
noteHu. sHeprud mas cucrem Na+...CO, u K+...CO,. Tlpu-
BeJeHBl TaGJHUB MOJHBIX 3HEPrHil H 3HEPruil B3aHMoneiicT-
BHSl A5 HCKOTOPHX H3GPAHHHX COCTOSIHHIT; .MPH 3TOM
COOTBETCTBYIOUHE BHIUHCJICHHSI NPOBOIHJHCH KaK B Xap-

w{[ /] g TpH(HOKOBCKOM anGJer(ewnu, Tak W ¢ yuerom 3ddeKkToB
SYIEKTPOHHBLIX KOpPeJAuHi BO BTOPOM MOPSAKE TEOPHH BO3-
MmyweHui. JJan cpaBHHTE/bHBIT aHAMH3 JOCTOHHCTB H HEJLO-

717 TAaTKOB AJs Kax/JO0ro H3 HC[IO.’IbSYCMHX 6Ga3HCHBIX HaG6o-
poB. . B. T. ITaabunkos

b /98, (8 W8 T L7 (L)




/Z/é f"' f& b 12 1073, /19/3? %

v ITOBEPXHOCTH TNOTEHItHAJABLHOM SHEPTHH AAf |
cucrem X*...CO, (X=Na, K). Potential energy surfa-;
;ces for the X¥..7CO, (X=Na, K) systems. Mota Fer-’
‘nando, Novoa Juan J., Pérez Juan J. «J. Mol. Struct.:
. Theochem», 1987, 149, 193—200 (anrx.)
* Hesmnupuueckum mertonom CCIT ¢ Xucrou 3HCPTHH KOP-
‘pensunHH no TeopuH Bo3mymwenuit Meanepa — Ineccera:
2-ro nopsiaka npH ¢ukcuposannoir reomerpun CO, npose-
aennt pacuets komniaekcos Xt...CO, (X=Na, K). Hc-
noab3oeans 6asucst MINJ-1 u MJDJ-1*. Yutena cynepno-
3u1. owHGKa Ga3HcHoro naGopa. BapbupoBaan paccTosiue
R(X...C) u yron O wMmexny uanpasienusmup X...C H
O—C—O0. B Gasnce MJINJ-1 oGa noTenumaJbHLIX ceve-
Hus BRoab R muMmewoT a6c. MunuMymbl npH 0=0 (Rm=
=6.24a, aass Nat+ u 7,153a, ans Kt). Duepriun KOMIJCK-
coo6pa3oBaniss B STHX TOYKax paBHn —I143 H
K/—S,S kkaa/moab aas Nat it K+ coorsercrsenno. 3. JI.'T.

a«/m,@_/g, it @L L,
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| 106: 182833in Potential energy surfaces for the X+e e ecarbon

dioxide (X = sodium, potassium) systems. Mota, Fernando;:
Novoa, Juan J.; Perez, Juan J.  (Fae. Quim., Univ. Barcelona,:
Barcelona, Spuin 08028). THEQOCHEM . 1987, 34(3-4), 193-200,
(Eng). ‘There was- caled, the potential energy surfaces for the
Na+...CO: and K+..COz systems, obtained at the Hartree=Fock level,
wsing - the tecently proposed MINI-1 busis wet. The interaction:
energy of both systems wis computed at the sae level and also,
with the inclusion of the electronie correlation along with 2nd-order:
Moaeller-Plesset, using the MIDI-1* and further extended busis sets.
These vesults support the accuracy of those obtained with the MINI
and MIDI-1* busis sets when the counterpoise correction is carried’
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-1 B1347. B3aumopeiicteie Na 'H K € MOHOOKCHAOM
yraepona B TBepaom aprome. Hccaenosanue HK-cnekrpos
u neamnupiueckue pacuersl. Reactivity of Na and K with
carbon monoxide in solid argon: an infrared and ab
initio study. Ayed O., Manceron L., Silvi B. /[ J. Phys.
Chem.— 1988.— 92, Ne 1,— C. 37—45.— Auru.
Mamepenn MK-cnekTpsl NpofyKkToB, o0pa3ylolluXxcs NpH
coxonencaunn aromon Na n K ¢ monexyaami CO B Mart-
puuax u3 Ar npu 13—I14 K. B omimuie OT  CHCTEMH

. Li/CO, B cnmextpax pas0. MarpHl OTCYTCTBYIOT I0JOCH

NPOAYKTOB, aHaJOrHuHblX MomokapGouuway Li. Ilpn oGay-
yenpn MaTpHi B BHAuMoMm H Y®-mnanasone B MK-cmekr-
pax 3aperHcTpHPOBAll PfJ HOBBHIX MOJOC, K-pble Ha OCHO-
BaHHH aHaan3a H3oTonmulx casuros no *C u "0, a rax-
e (OTOJIHTHY. UYYBCTBHTEJbHOCTH TMOJIOC CBA3LIBAIOTCA C

-coennnenusiMi THna MCy0z, MyCo0z, MoC3O; H, BO3MOK-

Ho, M3C;0;. Metogamu CCIT n KB BHINOJHEHH HE3MIH-
pHY. pacueThl PaBHOBECHOII reoMeTpHd. CTPYKTYPH, pacmpe-



JACNCHHST  SMEKTPOHHOIT IIOTHOCTH M KOJeGaT. chekTpos
Monekyn NaCO, NaCoOp,nm NasCy0;  Coraacno pacyery
anst NaCy0,, cmekTp K-pOro Jyulle BCCro OMHchipaeTesl B
npeanosoxennu aucumM. rpynnst OCCO-, cBsizaumoii ¢
MeTasioM cBsi3bio M—C, 3HCPTiS - HH3WETO YPOBHA JeKHT
Ha  29° KKaan Belule  Anccounan. mpefieda  Na(2Sy,)+
+2CO(X'Z+). Oas Na;CyO, npeasno:keHo HOHHOC crpoe-
nae Nat-O—C=C—O-Na+, [Ipenckasauuulii. xoseGar.
(CHCKTp_ Xopowo coraacyercs ¢ HaGmonaemeiM. C.B. Ochu

Lcate,
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