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" -4B8T. Mo.nexynnpuah CTPYKTYypa AHMEPOB XJI0PHCTOro

a.@ &‘3 snist. TepMoHaMityeckue GynKusH Li;X; (X = Cl, Br, J). |
X" el Bauer S. H., Ino Tadashi, Porter Richard F.:

Molecular structure of lithium chloride dimer. Thermody-

T\Qp. namic functions of LixXz (X=Cl, Br, I). «J. Chem.
4

Phys.», 1960, 33, Ne 3, 685—691 (anra.)—MeronoM 37ek-
TponHoil AndpakuKl HCCACA0BAHA ctpykrypa LioClz. M3no-

sena TCXNHNKA SKCMePHMeHTa, I NMpoBeieH anamis 3Kcne-

: piM. AaHHbIX. B npeanosioKeHni NI0CKOiT anMa30MoR06HOI
- CTPYKTYpbl MONYuCHBI CJCYIOLLC 3laueHHst YrJIOB H MeX-
ATOMIBIX paccTosHHil: Li—Li 2,64 A; CI—ClI 361 = 0,03 A;

Li—Cl 2,23 = 0,03 A; < CILiCl 108° % 4°. Tlonyuennsie

" 3HayeHHst CTPYKTYPHBIX NapaMeTpon (CIT) Li.Cly cpanuu-
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‘Takoe e cpaBHeHHe npOBeneno 1151 OI'I JUHMEpoB L|2Br2‘
1 LigJ, (skcnepuMm. n Teopetnu. sHayenns CIT mas stux
- AUMEpOB B3STLl 13 JIHTEPATypHBIX MHCTOuHIKOB). [lpuze-
JeHbl 3HaueHHsl TepMOMMHAMMNY. (-1Hil '(Tena0eMKoCTh, IHT-
pomis, 3HTaAbNHS H cBoGoAnast 3HEPris) AHMEPHBIX CO-

crosiunii ramorenngos JutHs (LizCly, LigBr, n LioJs), pac- -

CYHTAHHBIX B lmTepBane T-p 298 16——500000°K i
E tl'ImemmHoa

’
T N
b

oAl

3 WSS

. o
o



. .t pp— 7591 | L=
g‘, T U 1B130. N parpacubie CHEKTPLI AMEpIbIX rajorel: i 9.66
(( . pos muris, Klemperer William, Norris Wilf | -
‘ red G. Infrared spectra of thie lithium halide dimers. «J. |~
(ﬁ\(jn____,__ _Chem. Phys.», 1961, 34, Nz 3, 1071—1072 (aura.).—Hccxe- 2

0D - . )
l‘j HIIJIOB JUITIA. IToMiMO TIOTVIOMIENIISI, N3MEPCHIIOro pamee

|

!

qopanst IK-CIeKTpHI MOTrJIomeNIsT IapoodpasnLIx rajore: { T e
ST (PIRX e, 1958, Ne 9, 27620) 11 0THECEHIIOr0 K MOTOMepaM, ;

ofnapysKero AOMOANITEILHO IO JIBO IIOJMOCH LT KAMKAOrd |
X’l “ramoremusa (B ca—!): LiF 640 m 460; LiCl 460 1t 335; LiBr .t~ - oo
413 m 295; LiJ 375 m 348. IIpmmmmas maockoe PoMOMT. |
T7477 “crpoemiie JIIMEPOB, ABTOPLI OTHOCAT OTII MOJOCEI K: BAJL ~—i-——--= o
101 Bou 10 Bau. - : B. KopsuKknmo ¢
mrmtoessmem e AL
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;Klnfra:ed spectra of the lithium halide dimers. William 26
lemperer and Wilfred G. Norris (Harvard Univ.). J."
Chem. Phys. 34, 1071-2(1961).—The following values of
the absorption max. of the Li halide dimers in cm.=! were
«detd.: LiF, 640, 460; LiCl, 460, 335; LiBr, 413, 295;
Lil, 375, 248. The 2 observed vibrations were assigned

a“ W‘\ ‘to the By and B;y bond-stretching motions. -

. Henry Leidheiser, Jr.
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(P, ; 19849 (UCRL-11828(p.193-7)) MOLECULAR BEAM i
1. ELECTRIC RESONANCE EXPERIMENTS ON LiF, LiCl, |
.. & luiBr, Lil, AND NaF. AlvinJ, Hebert, Troy L. Story, Jr., -
bi Francis W. Breivogel, Jr., Craig D. Hollowcll, and Kenneth:
T TSR Street,Jr. (Lawrence Radiation Lab:, Univ, of California,
{ | Berkeley).
N The molecular beam electric resonance method was used
; to study the molecular properties of SLil*F, TLi¥F, SLi**Cl,
\ 3 < - F6L3ICL, SLi®Br, SLifBr, TLi"Br, SLil?'I, and #Na'®F. val- |-
= ; 1 . | ues are reported for rotational constants, dipole moments,
(= e - -\t quadrupole coupling constants, an spin-rotation and spin-
: {V&_lg § L8 T r\. spin interaction constants of molecules in different vibra-

D e et &

e --f----.-»-.- ‘tion states and in low rotational states. (D.L.C.)
-~

-




A8 L’}:i-»*é ol s

Bo =239 ,06€ 0006 ', 2 czgyﬁ{ b150,00§
b,=23682 ;420 +o 0L

"5 23356 8‘1‘(#:0 019 ( Uc., Segl

~

C Y
& i




Vi (digFa s 4ol
_,,@(@,N,%jmx‘ ﬁ "/,%‘Z

%@wg lfum M.y QXM ‘
N&a “% |




4P 3993 7967
LE, Lot Ly & T (L) Be, V)

M M. ﬂ) /@07@/77& M')
/Q/Wj./ﬁw.j 196%, 160 , V'3,
Y6 -#3




oP 2952-X 1965
Litl, KiF, Ll LB, Ll
[ fpowpn. «  tondam- "0N)

Bbass ré) Joxena 4-C.
Tndian ¥ . Fuwe Hppl. PAYS-,
1963, 6 (2), @ TH-707
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f\ 1968, $41.00, 26 =4) .
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: Qw’wkwﬁﬁ [7veu52nae/ et Leusd. - / o,
. '64420w - Interionic distances in the  liquid alkali “halices. |
Melnichak, M. E.; Kleppa, O. 1 (Dep. Chem., Univ. Chicago,
Chicag, 1), Rev.” Chim. Miner.-1972,-9(1), 63-70 (Eng). -

-m .. Methods used to obtain interionic distances are discussed crit.i
((Z \ . -and a'new set of estd.'interionic distances for the liq. alkali|

“halides is obtained. “This set is recommended for use in the.
£ ".evaluation and correlation of thermodn. data for simple alkali
J : halide mixts; . The new-distinces are in very rood agreenient
~..with the x-ray results of Levyand Danford (1964)._- . . |
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wore.azss s .
\IC,Fh,Ch,1GU S)Zi M/s/m”—ﬁ b/ﬁé/ :2, t/:,

Ein iugr_;_oj_.}., | Gordon Roy C., Ionwz.on
. interar'tlon poten‘cia‘!.s and their applica-'
~»t10n to- the theory of alkali halide and
alkaline earth di hal:.de moleculeo, g

“3, Chem, Ih,,'so H 4974, 60, 1111, 4552 “““
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‘Llcctric £i eld gradienus :i.n 81 cal"‘ hal“ de
‘ "moloculec, oo o

’ '--"Can. J. (,h.emo". 1974, 52, N 119 2143"‘
: ’21)5 (aum.,pea q)pamzo).ﬂii?ﬁ m’“

'-."158 160 3~92/

guHHTH




L4 chfomza/_,_cjgyﬁ - 15757

13 B45. Oueprus CBA3H MOJEKYJl rajoreHHnon JHTHS. |
Rai S..B, Rai D. K. Binding cnergy ot hf}':ium halide .

| molecules. «Chem. Phys. Lett.», 1975, 30, Ne 2, 326—328
|- (amrm) . i
Seprist, CBA3H TaJOTeHH/IQR JIHTHSA BBIUHCICHBL B _paM-
| kax noaysmnupuu. Mozxcan Xappuca — Iloma. dnekrpounas

————

SR - |
i

g 2 A2 /Z__ | sHeprus § BHIYHCASETCS BapHAll. METOAOM  TOJbKO A
a2 "~ | zByx 3/mexTpOHOB, HAXONAUUXCS B-TIOJE ATOMHBLIX  OCTaT-
T xoB, ¢ BonmoBoii (Qynkumelt Tina Iafitiepa —Jlonpona, =
f | BaauMofeiicTBHE AaTOMHBIX OCTaTKOB Ha paccTosinmiy R |
W 0 omuchiBaercsi  notenuuanoM En(R)=Aexp(—R/p)+1/R.:
| Jnst BHIYHCJIEHHS] JHEPTHH, CBS3H Us ucnosbsyercst Bripa- |
i wente Up=Ivi+Toe+PP+En+E, toe lof  u lyo—noten-| -
| Imaabl HOHH3AWMH BaNeHTHOTO cocrosiiust Li u rasorena, !
T cooTB., a PX—BeauunHa T. Ha3. SHEPTHH  aKTHBALHH -
_J razorena, PaccuHTanHbie M SKCNEPHM. BENHUHHBI SHeprHil |
CBSI3H XOPOILIO COTJIacyloTCst MeXALy coG0ft. 32 mekmoueny-

X. [ 97'5:_ A/:L% eM Monexynm'LiJ_ TpuBenenbl pe3yabTaThl pacyera & aaq |
T I |_nmpnnqlz_&le_il-_ﬂ&l@-“g’}.;m_,_ - A. B, Hemyxun [

e
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A new gcnerallaed expanslon for the poten-'
' tial energy curves 23 diatomic molecules‘ E
y / oA ‘/-—-—\‘

"J. Chen. Phyo.", 1975, 52, N 55 1593"1701..

(aann.) .
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“ ZT\ :—C—Jé} T 971293, Onmicckue. cnektpu_HoHon Fp—, Clo~ n Cla—|
L

B coepunennsx M+Fy—, M+Cly~ n MFCL~, H30AHPOBAH-|

==&~~~ nbIx B aprowotoii Matpiie. Andrews Lester Opti-m—
N A e cal spectra of the difluoride, dichloride, and trichloride -
Gy A ~"=-d-—jons in the matrix-isolated M+F,~, M*+Cl,~, 'and M*Clz=—~—
A 2 species. «J. Amer. Chém. Soc», 1976, 98, Ne 8, 2147—
TUOTTTTTRED 7 T 2152 (amral) : :

! Usyuenst  YP-cmektpul _monos  M+Fo=, M+Cl- wmi__
| — M+Cil;— (M=Li, K, Na, Cs), B MaTpulC aproHa Ha cam-!
e L. ¢drposoit nongoxke mnpu 1-pe 17°K. B cnexrpe M*F,~.
OIE L ¢ Cv. . oGHapyKeHa MHTEHCHBHast mojoca mnorjouteHHs ~300 HM,
caninl el (340 mm nmam M*ClyT), KoTOpam npHmicana nepexony e
@.’c}uu’»z rff: | o—o* B mlranoum(gé\; anuoue. Hpennongmeno, uTO HH-|
- i . ) 0J10C uM B cnektpe - M+Cls— i S
v A moxoca 250 m b cnextpe. M+Cls~ oGyconae-;

ZR

/A%

Sor G F
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"Ha B3aHMOJENCTBHSIMH aTOMOB Meraiia ¢ atoMami Cl i, .
peaxuusmMu_mexnay.CsCl_yi Cl, B marpuue. Iloxasano, uto,
OTHOCHT. HHTEHCHBHOCTb_T0Jioc 250 u 340 my Pe3ko -3a-'
BHCHT OT KOHU-HH M u Cl,. Ilpopeneno conocraBieHHe:
. 9Hepruil o—o*-nepexopos- Cl, n Cly=. OrMeuensl BapHa-
UHH 3HepriH, mepexonoB B M+*Fp~, obycJoBiennble BAHS-
HHEeM HHAYUHPOBAaHHOrO _annosptoro Movenra M*. Cre-’
JIaH BBIBOX, YTO BJHSHHE L[EJOYHOrO MeTasjla Ha CHNEeKTPhl!
NOTJIOLeHHs] aHHOHOB COOTBETCTBYET HOHHOI MOJesi Io-
JISTPH3YTOUTHXCH HOMHEIX map. ycraHoBJjena Gosnee BHICOKas |
(oronmTiy. crabuabnocte M*Cly= _B__Matpiilie "o _cpas-
nennio & M¥F,~, npuuem manGoace yCTONUHBLIM SIBANETCST
CstCly=. BuGn.'29. - B, A




e = e
¥ %{ 19 B164. " OnTueckue CIEKTPbl HOHOB AHGMTOPHAA, IH-|

'XJOPHAA M TPHXJOPHAA, MOJYYEHHbIE METOAOM H3OJSILHH |

7; uonnsix nap M+F,~, M+Cly~ n M+Cl3—~ B marpuuax. An-'

! 60( ‘drews Lester. Optiat spectra—of-the difluoride, di-

L ] chloride, and tnchlorlde ions in the matrix- 1solated1
M+F,=, M+Cl,~, and M*Cly~ species. «J. Amer. Chem. |

" — Soc.», 1976, 98, Ne 8, 2147—2152 (aura.)
{ é’é;‘{ ' B cnekTpanbloil oGnacti 200—800 nM npu T-pax 10 u
-17 K uccseg0BaHbl CIEKTPH! MOTJOUIGHHST HOHHEIX Map aTo-
.MOB men MeTaJ108 (LI'Na K, Rb 1 CS) ¢ QT0poM HJIH
= sl

5 » xnopom uaomxponaxmmt B aproHoBHX MaTpuuax. Hase- '
g/w/(,;% + pennble HHTEHCHBHBIE noJockl morjoumenus 300 umM B cayyae |
M+Fo— u 340 um aaa M+Cle~ oTnecens! K g—-0*-nepexoay :
)’2{47% . annona jgurajorennga. dtot mepexon aas Cly~ coorsercr-|
ByeT aHepriH, B 2 pasa menbulieil u3pectnoit ana Cly, uto
corsiacyercsi € HOHHOIT MOJEJbIO NOJAPH3yeMBIX HOHHBIX !
nap. B cayuae aHHOoHa TPHXJIOPHAA, NOJYYCHHOrO NpH B3a-:
HMOZCHCTBIN METajia C XJOPOM I B pe3y/ibTare p-UuA

@ CsCl ¢ Clz B ycnoBiax MaTpHUBI, HAG/IOACHA HHTEHCHBHAS |
mosoca 250 aM. AHajornunas moJoca A4s amHOHA TPH(TO- |

.,/ pHIa 13-32 IKCHEPHM. TPYAHOCTEl e 3apPCTHCTPHPOBAHA. |
X/;'yoé, ,9 O. T. I‘apxymai

o %5 V_g
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Frommd X Jtﬁ)bg Watts Robert O, Study

- Clementi Enricg,: Barsotti R:i.c:c_auv;‘g_io9

2 of the structure of molecular complexes.
{ XIV, Coordination numbors for selected

E - ion pairs in water. "Theor. chime - acta"

L 1976, 43, ¥ 2, 101~120 4
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welch D.O., Lazareth O.N., ‘Pienes. G.J., :
‘Hatcher R.De Alkali’ halide moleculess: ' ;;'
configurationa and nolecular characteﬁa- X
Lf_tic: of ‘dimers’ and trimera. "J. Chem. a3
Phys."s 1976. 64, W z. 835-839 (am"x.) ;
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fa/w/zy/z : | /G
/.’4{/ 5J1339.  doromounsaumonnas u ¢doroanekTponnas,
/d/{b{[’w 'CNEKTPOCKONIST MOHOMEPOB, AMMEPOB M TPHMCPOB TraJoH-!

Ros menounbix merannos. - Photoionization and photoclec-!
/{’MZMMM tron spectroscopy of alkali halide monomers, dimers, and!

trimers. Berkowitz J, Batson C. H,, Good-!
man G. L. «Metal Bond. and Interact. High Temp. !
Syst. Emphasis Alkali Metals. Symp. 181 Mcet. Amer.!
:Chem. Soc., Atlanta, Ga, March 31—Apr. 3, 1981». Wa-i

/ shington, D. C., 1982, 275—299 (aur..) :
B crathe 06G30pHOro ‘XapakTepa AeTaNBHO' OGCYICHB'

Y® $oT03JIEKTPONIBIC CHEKTPH JABYXaTOMHEIX MOJIeKys1 ra-'

; , . JIOHR0B wea04nbIX MeTanios (I'IIIM). OcnoBroe BuuMaHue
Mlﬂ///éfé /Zé(- YACICHO aASKBATHOMY JOKA3aTeNbCTBY CYLIECTBOBAHIS mH- -
7 ‘ 0 ﬂ/%{’)ﬂ /j/@ mepos TIIIM. Ha npnmepe LiHal nokasano wuammuune s

/7 “neperperoM nape LiHal nimepoB u Tpumepos. ‘TMoayyenwt
[J/Zg ; ‘(j,[w _ oroanekrpoinbie 1 Q)orqxxorlrxa_auuoxmbxe CNEKTPHl AHMEPOB'
LiHal. .Ha ocHoBe noayucHHBIX Zanubix o0cy)KaeHa 3jeK-

TpoHHAs CTpyKTypa noros T'IM. Bu6a. 31. 10. B. Umxon

c/b./‘%‘/,,//ér”f
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Fory 24y,

CONoLH.

97: 203381a I:\cnt(‘d states of polar negative ions, Gnrrctt,
\" R, (Health Saf. Res. Div., Oak Ridge 2ozt le Ouk Ridge, |
I'N 37820 USA). oJ. Chem. l'lus 1982, 777). "‘() 73 (l'n;,)
T'he spectra of clectronically excited states of «eusply polar neg. |
‘ons are discussed in terms of general fentiuzes may boi
predicted for such systems.  The general Jropss are then!
siudied through a systematic treatment of Li haliZe und Lx|

hydride anions. Only one or two excited clcc‘romc Tevels exxst‘
for these systems, and the binding energies are so low that a’
limited no. of bound rotational levels are assocd. with each of the.
excited states. For the states of lowezt hinding cncrvxes,
abnormal rotational level spacings re demonstrated. " Also, a!
discussion is given of the implication for ciectron scattering and!
photodetachment studies, of the hlgher lying dnpole states wh\chi
cro;s ovcr into the contmuum L

guL
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20 wp0reruisrd /984,

. / 97: 44703r Solution of Rittner potential for alkali metali
/é _KMW‘, halides by the Simons-Parr-Finlan method. Ghodgaonkar,!
A. M.; Ramani, K.; Prabhavalkar,’P. D. (West. Reg. Instrum.!

’g Cent., Univ. Bombay, Bombay, 400 098 India). Proc. Nucl.

ALL/N /AL D  Phys. Solid State Phys, Symp. 1951 (Pub. 1952). 24 C,
199-200 (Eng). The Rittner potential problem is solved by

using the Simons-Parr-Finlan (SPF) technique, and an equation!

is developed to correlate SPF coeffs. with spectroscopic consts.i

and polarizability of constituent ions. An excellent agreement is

obtained for dissocn. energies for 20 alkali halides with available

exptl. data, and a satisfactory fit for SPF coeffs. is also obtained.

B, gasis

Ch 1982, 9%, 6



Innospusgre /983,
a,/l//V/{ " 97: 136811a° Estimate of entropy of vacancy migration in
’VLLW 1kali halide crystals. Galanov, Yu. I. (Tomsk. Politekh. Inst.,
g‘omsk, USSR). Izv. Vyssh. Uchebn. Zaved., Fiz. 1982, 25(8),
104-5 *(Russ). An expression was developed to calc. the entropy,

of vacancy migration as function of rate of vibration:of the:
crystal lattice. . - iy

S

&gcmaw ®
041983, 9% w16



L X

/Y =5 M/&)y

i,

Z

+2

/882,

10 B375.  JlunoabHble MOMEHTHI, MOJEKYASiPHbIE TOTEH-
UHagbl MOHM3AUHH M ACHMNTOTHYecKas copma 3nexrpou{
HOIl NJIOTHOCTH AJASL TaJOMIOBOJOPOAOB H APYrMX rerepo-
SIAEPHBIX NBYXAaTOMHBIX MoJiekya. Dipole moments, molecu-
lar ionization potentials, and asymptotic form of electron
density in hydrogen halides and other heteronuclear dia-.
tomic molecules. March N. H, Mucci J. F. «J. Chem.
Phys.», 1982, 77, Ne 9, 4555—4557 (amrm) |

CHCTeMaTH3HPOBAHL HMEIOIIHEeCs]_B_JHT. JaHHHE 10 M-
NOJLHBIM MOMEHTaM TaJlOHA0BOAOPOAOB H TCTCPOAMACPHHIX
ABYXaTOMHEIX Mosiekys thma MX (M=Li, Na; X=F, Cl,

CTaHOBJIEHO, UTO 3HAYCHHA JIHEIX MOMEHTOB
(D) xoppeanpyior ¢ Mmoxek.. [Tt nonnsaumn (/). [Tokasa-
HO, YTO (b-IHS 3/EKTPOHHOI IIOTHOCTH P OJIbIIHX

r M. 6. 3anHcaHa B acHMNTOTHY. dhopme p(r) =po(r) [I'+
+Acos0/r?’], rae komcranra A=D/2], 0 —yron wmexny
OCbI0 MOJIEKYJIBI, CBSI3BIBaiOWlell 2 aTOMa, M HanpaBienHey
BeKTOpa r. . Koputko

. 1983, 19, /0 Crfa X (X-F )

9 Qenolgoternepre [ )
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102: 32683r A’ ncew representation of potential onergy cur_\'es;
for diatomic molecules. Arteca, Gustavo A.; Fernandez, Francisco!
-M.; Castro, Eduardo A. (Div. Quim, Teor., INIFTA, I?OO La Plata,
Argent). J. Chem. Phys. 1984, 81(10), 4540-5 (Eng). A new
method is given for constructing potential energy curves that allows\\
one to incorporate available exptl. information systematically. It
consists of a variable transformation that {)mporly takes into account
the behavior of the vibrational potential when the nuclei are fnr!

//LJW WM Apart. As_a result, the. Dunham power series are changed into al

sequence with improved convergence properties. Potential energy—-curves,
obtained in this way are free from spurious max. and unphys.:
singularities. The method predicts dissocn. energies for both ionjc
and covalent mols. that are in much closer agreement with expt. than '
those obtained by other procedures that make use of the same input'
data. Results are given for 20 alkali halides and 3 covalent mols, o

C.A 1985, o2 n//‘/..



Heix Metannos. The structure of alkali halide clusters!
Diefenbach J, Martin T. P. «Surface Sci.», 1985,
156, Ne 1: Small Part. and Inorg. Clusters Proc. 3rd Int.
Meet., Berlin (West), 9—13 July, 1984. Pt 1, 234—240

f _ (anra.) ) E
[Z//w/LL TIpoBeseHbl pacueThl MOMHOM 3HEPrHH PA3NHYHBIX KATHOH-

/’/ ‘ -' | . /gg y
/[//7 /}2-7/ 23 B1115.  Ctpyktypa Knacrepc‘m ra.'lorémmon ule.noq-';

HbIX KaactepoB THna (Mn,X,_1); M= . Me-l
/47%(7{// M{W’}T_ama, X —ato 3 TKCCTRON HOHHON MO-
: 1e M) ¢ HyJeBBIM IHNOND MOMCHTOM H MOJEJH,

noasipuzyeMoctH Howos (MITH). Ha ocuoBanun ganumx no'

~ ZMOZ/%sncpan 134 onpesie/ieHHEIX HCXOAHHX CTPYKTYD HaiiieHH

. ;HanGOosee CTabHJbHBIC TCOMCTPHY. KOHQHIYpalHH HOHOB
(NanCln_y)+. CornacHo pacueraM, JHWDb KaacTepbl cOCTa-
R Ba MX;t, MsXyt 0 MgX s+, DOMKHBL HMCTb crpyx-rypy')

U/p/u/m [L " cxoamyio ¢ ananornunbiMH kaacrepamu u3 NaCl. IIpu no-
704 7 ‘/f .- mowu cokongencaunn NaJ u CsJ B uuepruoM rase noay-
/ YeHbl cmemaﬂﬂ%macrepxﬂ. HIGHTHOHUHPOBAHHLIE MeTO-

X-/988; 19, w3 a



aoM MC B BHAe KaTHOHOB Na.CsyJzyy—1*. Cornacho
Macc-CNEeKTPaJbHBIM JaHHBIM MOBBLIIEHHON CTaGHALHOCTBIO
o6aanaior Housl NaCszJs+. PacueTw noamnoit 9HEePrHH NOKa-
3bIBAIOT, 4TO HaHGOJblICE YMCHBUICHHE 3HEPTHH NPOHCXOQ-
‘aut npu 3amene aroma Cs ma Na B monax Cs,Js+,

‘ I. B. 3aropesckuii
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T - 144#,
101: 157813u The structure of elemental and molecular clusters.
M Martin, ‘I'. Patrick (Max-Planck- Inst. Festkoerperforsch., Stuttgart,
./Lég/ﬂ/a Fed. Rep. Ger.).

Festkoerperprobleme 1984, 24, 1-24  (Enp).

A review with 78 refs. is given on the structures and related

roperties (including ‘mass spectra and dissocn. energies) of several

Einds of at. and mol. clusters (including alkali metal halides, rare
gases, and metals). T o

(pgs, emppt-
ipe )
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X = ﬁf{/ 04 F Steparov N, F,
ot al.

/ @c%,a/;) /v/wm S Vy% St~ .
Mel. 1989, Lo
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/}/ ZQMwﬂ 8 1173. lllenoquo-hdnoponﬁue JIMraoreHHAbl Kak npn;'

- mepn koaeGatenbHoii csasu. Alkali hydrogen. bihalides
as candidates for vibrational bonding. Ault B. S,
[6}%0%“ Manz J. «Chem. Phys Lett», 1985, 115,  Ne 4—5,

392—394 (amra.) | i ;
wﬂ [L A 06cyx<1xaerca KonebaTenbHasg CB3b B _COCHAHHEHHSIX
+.XHX-, rae X —rajioreH, a M — IIEeJ0UHOI MeTas.

Honel eniigy .

&t @
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17 B1160.  DHeprum JQHCCONMAUMM M MOPSAAKH ~ CBA3KY
Aas1 ABYXAaTOMHBIX l‘il.’lOl'CHHJLOB HEJOYHBIX MCTAJJIOB..|
Bond dissociation energies and bond -orders for diato-!
mic alkali halides. Reddy R. R, Reddy A. S. R,!
Reddy V. K. «Theor. chim. acta» 1985, " 67, Ne 3,!
187—191 (aura.) o

Hast ouenkn suepruit AHCCOLH AL (Daj) 1 nopsiAKOB:
cBasell (g) B MOJEKYJ2X TaJOreHHAOB INed.  MeTad-
JIOB  MpeJoXKeHW cJlefl. BHpaxeHHsi: Dap=Dp-
431,973 £03838%, D 4 p=D 4 p (1—0.20188xrg) L 52 99y, g=
=1,5783-10- 3(0),.-27'0/3;) V2 rne DAB—(DAA Dpp)V2i
Ax—pasuoc’rb smempoorpuuarenbnocreu no Iosuuryy
(xa—xp). 3naucuns D, p, BHUHCJACHHBIE 1O 3THM ¢-JaM,
OTJIHYAIOTCS OT ISKCNePHMEHT. He GoJee, ueM hna 4,5 u
5,3% cootB. Ilonyuennble pe3yJbTaTbl COMOCTaBJAEHH ¢!

- p. OUEHKaMuL., . ___B._.M. Koa6a

/e
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nuyxarommx FaNOTeHHAAX IWeJouHbX MeTannos, Bond,
~dissociation energies and bond-orders for diatomic al-;
kali halides, Reddy Rajuru R, Reddy Agara-!
1a S. R, Reddy Vanka Krishna. <Theor. chim.:
‘actay, 1985 67, No 3, 187—191 (aura.) o
Ilas IBYXaTOMHBIX MOJIEKYJ TaJIOTeHHAOB  LIENOYHHX

"3JICMEHTOB npone}leu pacuer SHEPPH!{ AHCCOUHALHH H IO-.
‘PAAKa cBsA3ell ¢ HCHOJIbBOBaHHeM NPOCTHIX SMHHPH‘{ co- !
jOT!lOUIBIlIll(

Dap=Dap+31,973 exp (0,363 Ax) ( 1)
i o |
Dap=Dap(1-0, 2075Axr,) +52, 29Ax N )

4an. =

ﬁ%/{g/,\,g @




rie Dap=(Daa:Dsp)": w Ax — pasmnocrs 3J1eKTPOOTpH-'
uareabHocteit no Ilayaunry (Xa—Xp), a Te — MEKDb-'
Aneptioe paccrosuue. ITonyyenHne no stum ¢-nam smep-;
THH RHCCOUMALHH CDPABHHBAIOTCA C NAHHHMH, BHBEeICHHLI-
MI.C MOMOWULIO IMIHDPHY. COOTHOWeHHs ITayausra Dap=
=5AD+30(Ax‘)2 ‘H Marqa -'DAB=DAD+K{I;;
—exp(—aAx?)} (rme K=103 u «=0,29). OGHapy:keHo, !
STO SHEprHH AHCCOUHAUMH AJS (TOPHAOB CHABHO OTKJO-.
HSIOTCA OT OOIIeil TeHAEHIUHH, yTo OGbsCHSeTCH Ociabe- !
HIleM CBSI3H ()TOPA 'CO LUCJOYHBIMH /EMEHTAMH N0 CpaBHe-:
HHIO C OXXHAAeMOH Ha OCHOBAHMH SKCTPANOJSLHH AaHHBIX
st Goslee TAXKEAbIX ranorehoB. Owibka B SHEPrHH MHC-!
COUHALHK N0 "CPABHEHHIO C SKCMEPHM. JAHHHMH COCTaB-
aseT ~4,5 u 53% aas yp-umit (1) u (2) COOTBETCTBEH-|
HO, TOrAa kKak pacuer no ¢-ne ITayauura paer OLIHOKY:
40,2%. Tlopsimok cBs3n ¢ cBsizan CO  CNEKTPOCKONHY. KOH-'
CTanTami @, i B, ¢ moMowpio  cooTnowenns g=
'=1,5783-103(wc?r/Be)'"». PacueTHHe BeJHYHHH OKa3a-'
JIHCh B XOpOIIEM COOTBETCTBHH C JIHTEDATYPHHMH  AaH-|
HEIMH., ‘ i L A0 B
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. /990
/é/}/ / 1138: 65520v Jivelvonic struetitdcs of Cinium ballde MoRemers

snnd dimers:  ionizatien cnergics and electron afliniiica.
- % “Comasello, Pasquale;  Von Niessen, Yolfgapy  (Dip. Fis., Univ,
=/) Catania, 1-95129 57 Catania, Italy). Mol Phys. 1999, 69(6),

1043-88 (Ling). ‘T'h2 electronic structurz.of lithium halide LiX (X =

¥, C1, Br) monowmers and dimers is investizated by focusing mainly

on the vertical ionization energies in the eutire valence region. Ior

the monomers the clectron affinitics are also studied. The

investigations are performed using two Green-function methods to

calc. the ionization energies and the clectron affinities with the

inclusion of correlation and relazation cffects. For the clectron

~affinities large basis sets on Li and the halegens were employed. For

/4@ 07 ﬂ /(7 the monomers LiCl and LiBr, Keopmans' approxn. provides good
/ ). results for the lowest ionic states, Lul present investications
demonstrate that for the higher-enacrgy states and for the remaining

mols. many-body effects are strong. ‘U'his feature is also obsd. in the

theor. detn. of the clectron affinities of the monomers, where shifts of:

10-20% from the Koopmans values are noticed. In the inner valence

region correlation effects dominate the ionization process for the!

essentially halogen-localized Cl 3s and Br 4s orbitals, in particular

for LiBr and its dimer. For the bhromides calens. indicate a

breakdown of thz mol.-orbital pictare for the ionization of the o
C A ’ /gg O) inner valence orbital. Satisfactory results are also obtzined for the

dimerization anergics.
ENZ A
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M,{ /KZ ;1182491 Construction principle for stabic xuulhpl)-nc',.,atne

"fu‘d molecular systems. Part I Tnplv -negative chm'z,'cdI

WMM ‘JW w-eienmas, Scheller, M. K., Cederbaum, L. 5. (Dip. Chim., Um\;

3, 05100 Perugia, Italy). o Chem. l’lna 1994, 100(1")(

055 (Eng).  Following a recently introduced construction

7%;0{//1 o naple, triply-neg. charged compds. are designed and investigated.
s apecific series of svstems discussed are MaXs3- alkali halides and!

Wone oalk, earth halides. For the highly jonic members in !hcxc'

£d4 /7 .« <t considerable evidence for their stablhty to fragmentation nnd‘
méﬂ/LZ/Z e(// ¢ iactron autodetachment is obtained at various levels of theorv . .
Lo Ol

Ll 1efd o
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