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;/ 84 169%65) Study of the hydrogen mol. and the dihelium

dication using three- and four-purameter noanintegral

nitrogen 1s basic functions. Leclere, Jean €. (Inst. Chim,

i é-/ Univ. Liege, Liege, Belpo. o/ Chem. Soc., Faraduy Trans. 2
/ , 1976, 7200, TaY 64 (). Cround state_energies of He and
Heszt were caled. by o CLmetho d using ntimerical integration for

: UZ mol, | _und electron integrals. A new 4 parameter hasis

function was jresented as a get eralization of the fundction of V.

Guillemin and . Zener (1929) and gave a signilicant iwsprovement

in enerpy compared with nonintegeal 102 and 3 -paraimeter basis

functions. Th results show thu at the internuclear distance the

Y i "W 1t L e " . - N "(fl.‘

‘//./ nonintegral - basis functions re good approxas. 1o the S
I IVW encrgy of W, Kolos and € €0 Koothawn (1960). Calens, were
L abo performed on Lt and e * >
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/" ° , 951063. Bausnne KaTHOHZ HA CTPYKTYPY BOABI M pac-

npexeaenne B Heil 9JMEKTPOHHON NMJIOTHOCTH AJS HEKOTOPBIX
Kommaekcos Mn+.H,0. Cation influence on the structure
and electron density of water in some Men+-H,0 com-
plexes. Hermansson Kersti, Olovsson Ivar,
Lunell Sten. «Theor. chim. acta», 1984, 64, Ne 4,
265—276 (auru.)

Hesmmupnuecknm merogom CCIT MO JIKAO 3 IByX-
3KCroHeHTHOM Gasuce I'd, BKIOUalOLIEM NOJSAPH3ALHOHHBIE
(yHKUHH, NpoBeACHLI pacyersl__monoruapartos Mn+.H,0
(M=Li, Be, Mg u Al). PJaccromum M—pO (HKCHPOBaHK
NpH 3HaucHuax 1,85; 1,618; 2,050 u 1,85 A cooTB, aas Li,

?Zﬁﬂ L‘Lé} Be, Mg u Al, Ha ocHOBEe H3BeCTHLIX IKCMEPHM. H Teop. aaH-
HBIX. TeoMerpuu. napamerpn H,O onTHMH3HpoBaHbl, Co-
KWW%Q TJIaCHO IMOJY4YeHHBIM Pe3yJbTaTaM, PaBHOBCCHOG PACCTOSHHE
O—H B BOZe MOHOTOHHO pacter B pany Li+<Mg2+<

N <Ber*<AP+ or 0,9516 y Li+ xo 0,9968 A y A+ cumbar-’
~~ HO pocty sHeprun css3u H:O ¢ xaTonoM. Yron HOH rHA-
PaTHOIf .BOXb HA_~1° OTHuaercs_oT 3HaueHHs B cBobop-

X-198Y, 79, 89 B Myt H, A0,



HOil BOJie M He OOHApYKHB2eT CHCTEMAaTHY. H3MEHeHHs B
HCCJIEIOBAaHHOM PSRy KoMIaekcoB. CHJIOBbIE TNOCTOSHHBIC
BaJeHTHOro koJjebannss O—H yMenbaioTcsa npu yseauue-
HHH 3HEpPrHH CBsA3M KaTHOHa c Bojcit. Ilepepacmpeaeseinne
3JIEKTPOHHOIT TJIOTHOCTH, CONPOBOKAAlONIEe H3MEeHeHHE BHYT-
penneii reomerpui H,O npu koMnsiexkcooGpa3oBaHiu, 3HaUH-
TeJabHO cJaabee OGYCJOBJNEHHOrO NPAMBIM BJHSHHEM  BHEUI-'
HEro 3;eKTpHY. MOJs. YBeJHuCHHE 3JCKTPOHHOIl MJIOTHOCTH
npubausuTesbHo nocpeanne cpasy Mr+—O (ocoGenno e
koMmaekcax Be?+ u, AP*) npu nepeMelleHHH 3JEKTPOHOB
or.- H x O BeaeacTBHe KOMMJIEKCOGpa3oBaHHsA, TOBHIIACT
noasipusaumio HyO. ITokasano, yTo B 00JaCTH J0KaJM3a-
IHH HeMOJEJEHHON Napel 3MeKTPOHHAsA IUIOTHOCTb TOHH-
eHa. g ~ 9. Tepman
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¢ 107: 84174y Ab initio studies of collisions between lithium(1 +)|
ions. Cooper, I. L.; Dickinson, A. S;; Sur, 3. K; Ta, C. T. (Sch.
Chem., Newcastle Univ., Newcastle upon Tyrne, UK NE1 7RU). ..
Phys. B: At. Mol. Phys. 1987, 20(9), 2005-23 (Eng). SCF and CI
procedures are used to cale. the potential erergy curves and the
ronadiabatic radial and rotational couplings for the Li** system.
The lowest six 134, four 1II; and one '3; states are included. The

std. perturbed-stationary-state approach is emglo_ved to study

collisions between Li+* ions at 10-80 keV. The caled. charge transfer
me/ cross sections agree with the observations for Li2* formation a2 >33
eV,
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132:42118 Theoretical Study of Two-Photon above
Threshold Dissociation an Related Processes in Na2+
and Li2+. Magnier, Sylvie; Persico, Maurizio;

Rahman, Naseem Taboratoire de Physique Moleculaire et
des Collisions, Institut de Physique Metz F-57078,
Fr. J. Phys. Chem. A, 103(50), 10691-10698
(English) 1999 The authors present wavepacket
dynamics simulations of above threshold dissocn.
(ATD) in Na2+ and Li2+. The authors consider
resonant 2-photon processes in which both the

C- A 2660, 738



intermediate and the final state belong to th
dissociative continuum. In both mol. ions ATD expts.
can be planned with moderately high laser
intensities. If a vibrational initial state other v
= 0 1is selected and/or a 2-color excitation is
envisaged, a wider range processes can be obsd., such
as interference phenomena and Rabi oscillati between
continuum states.



