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20°'624. 06 ynpouleHHH NOTEHUHAAbHON (YHKUMH 1A
MOJIEKYJA TajNOreHHAOB IeJo4HbIX Metaanos. Mohom-
mad S. N. On simplifying the potential for alkali halide
molecules. - «Physica», 1978, BC94, Ne 2, 281—285 (anra.)

Jlast MoJieKys rajoreHmjaoB 1LieJ. METa/IoB NpeIoxe-
Hbl MOTCHIHAJAbHBIE (YHKUMH BHAA U(r)=——e2})r+/{exp-
(—Br™)[r* npu k=1, 2, rae A, B u m — napamerpul. [To-
Ka3ano, uTo Takue (yHKUHH M. 6. NOJydYeHH B paMmKax
ajexTpocraThy. moaean Augepcona — IMappa nmpu mek-pix
NPEANOAOKEHHAX OTHOCHTEIbHO PACHpeleICHHSl SJCKTPOH-
Hoit maornoctH B MoJeky.e. [apamerput A n B onpenens-
I0T M3 3IKCMEPHM. 3HAUCHHil PaBHOBECHOrO MEXKbSIACPHOrO
pacCTOAHHS 7o M CHJIOBOIL mocTosinuoil k.. [asi mapamerpa

FIT




M TNpeLI0KeNbl Pa3/HYHLIC COOTHOLICHHS,, CBSI3LIBAIOLLHC
Cr0 €O CB-BAMH HOHOB, O0Pa3yIOWHX MOJICKYJY, TaKHMH,
KaK 3(QeKTHBHBIC 3apSALI HOHOB M IJIABHLIC KBAHTOBBIC
uicaa u paauycsl Bajentnnix AO. TlpoBeaeno cpasmenue
NpelIaraeMblX  (DYHKUHIT ¢ QynkumusMu Fenbmana n
Bapumn. Kpurepuem cpapuenns cay:maa TOYHOCTb OLCH-
Kil 3HAYCHHIT CMICKTPOCKOMHY. MOCTOSIHHBIX ~®cXe, Op N
SHCPrHH auccouHaunn na monwot D;. Hauayumne pesyabTa-
TH 1ana Qynkuus ¢ k=2 (cpemnne OWHOKH BHIYHCJICH-
HBIX 3HAYCHHIT WeXe, Qe H D; aas 20 MOJEKyJ COCTaBH.IN
50, 44 u 6,1%, coorn.). ®dynkumn I'eabMana u Bapumn
NpEICKa3bIBAIOT BeMHuHHBL D; ¢ TaKoil K€ TOUHOCTBIO, HO
OWHOKH B OMPCACJACHHH e H WeXe Y HHX B 5 pa3 GoJblie.

A. B. AGpaMenkon
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‘11 J18i. 06 ynpoumeHHH TNOTEHUMANA JJsS MOACKYI
Qranoreuunon meqounnix meranaoB. Mohammad S. No-
or. On simplifying the potential for alkali halide mo-

g lecules. «Physica», 1978, BC94, Ne 2, 281—285 (aura)
JlJist aHAMHTHYCCKOTO OMHCAHMST TOTCHIL. KPHBHIX ralo-
FeHNAO0B 1EJOUHBIX MCTAJJIOB TPELJOKCHO 2. HOBHLIX yNpo:
mennpix notenuuana suaa @ (r)=Texp (6r™2/r u ®(r)=
M‘W “7 =8 exp (—nr™: /r%. Onucanbl cXeMbl pacueTa NapaMeTpos
L TIOTCHIHAJI0B H TalyJHpOBAaHBl 3HAUCHHS M, H My 145 ra-'
/W ¢ gorennaos (10 J) medaounsix meraanos (no Cs). IMoxa-
gaano, YTO MPEJOYKEHHBIC MOTCHINANBl MOXKHO BHIBCCTH 13-
yp-nus Ilyaccona, 3uasi 3QQCKTHBHYIO (-1iI0 3neKTpon-
Joit mJoTHOCTH. IlapaMeTpLl MOTCHUHAJOB KOPPCMHPYIOT ¢
3((EKTHBHLIMH  3aPSaMH, 3 PeKTHBHBIMIL .\w;m,sx,{cplm_
MH PACCTOSHHAMH H TJaBHLIMIL KB2ZHTOBHIMH ulCaaMu of-
§ PasyloUlX MOJCKYJIb HOHOB. [Q”/Q(Lﬂ‘@ﬂ%gﬁn\ore-
> HIZOB C TPCAJOKEHHBIMI TOTEHIHAlaMi, a TaKKT ¢ fq- .
emnanami Teanvana u Bapurn  paccuntausl ey
Di, G, We.
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Z[/ CeOTiIbe Pt Ul Gy 7978
80: 49243h On simplifying the potential for alkali halide :

molecules. Noor Mohammad, S. (Dep. Phys., : Indian Inst; -

PY Technol.,, Kharagpur, India). Physica B + C (Amsterdam) i
1978, 94(2), 281-5 (Eng). Two new anal. forms of the

interaction potential of alkali halide mols. are proposed. These :

forms for the potential generate from a knowledge of the '

. effective electron d. function’ F(r) which enters -the Poisson |
M/ﬂé/{% equation A2U = F(r). In each' of these a new const. assumed to
. be characteristic of the mols. has been introduced. The consts. |
/j VA 1// simply correlate with effective charge and effective distance |
Y parameters and also with the principal quantum nos. (or with ;
the effective principal quantum nos. as in model 1) of the valence

electrons of the combined Jons that are independent of exptl, :
data. Various spectroscopicconsts., namely the ionic dissocn,

energy Di, the vibrational rotational coupling const. e, and '

vibrational anharmonicity /const. wexe, were caled. for these and !

for the Varshni and Hellmann potential functions. Com arisons |

of these consts. show the proposed models to be muc better |

than the older ones. . b e e hmseos Bis I
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/&/ CLOLIELCE  DoCoTiresedd &e V7 4
12 B28.  lloTepunan B3aHMOACACTBHS IS MOJeKya ra- \

NOTGHHAOB LIEJOYHBIX METaJqa0B. Mohammad S. No-!

N\ °r An interaction potential for alkali halide molecules. |

'\--«dndian J. Pure and Appl. Phys.», 1978, 16, Ne 7, 646— |

\, 651 (aura.) _ ;
Hcee0Bano TpHMEHEHHE K OMICaHilio B3aHMOJICHCTBHS |
IX MOJIEKYJaX TajoTeHHIOB LN METajioB

B ABYXaTOMHD
>‘f\ ANANHTHY. TIOTEHIHANA, K-Phlfl OT/HUaETCS OT H3BECTHOTO '
MpeACTaBIeHHEM KOPOTKOJEHCTBY- |

notennuasa PHTTHEpa
JOLlero OTTAJKHBaHHs BHIpAXKEHHEM Sexp (—nr™)r® Bue- ;

Y cro Gexp (—br). B JaHHOii pab6oTe mapameTp n BuGpan’
\ pasuuM 1,75, 2 3HauyenHe m BapbHpOBa’oCh B 3aBUCHMO- |
Q cTH OT 3(hQEKTHBHBIX KBAHTOBHIX HHCE] BAJICHTHHX 9JICK- |
N\ TpOHOB coctapasiowux yacTuu. Jlas psaa rajoreninos
'f\‘ {esl. MeTaJJoB PacCuHTaHbl 3HAYEHHA CMEKTPOCKOMHY. -T0-
Q crosunnx Di, @eXe, Be H Ye. OTMeueHO, YTO CPelHHEe mo-
\  rpemHOCTH BOCMpPOH3BEACI:H STHX BeJHUHH MEHbIIe, yey
AN npH  HCMOJb30BanHH notennuana Purraepa. C HauGom. .
NOCTOSIHHHE Ye H f,. !

WHMH owHOKaMH onpe)lcnﬂmca

o-19¥9nIL o

A. B. Hemyxpy




Z \/ "y15 B19. I‘Mnepnonnpmyéﬁ&:ﬁ‘ﬁ Sriepri AMCOWL TS ‘
a pc’ﬂz‘(,‘/z’;" 74,— MOJIEKyJl FajoreHnion 1 eJOYHBIX MeTaJn0B. hakut 'H:"
sef dncere wxKant Jha Lakshmi, Singh Ra] Nandan \-31
g & el ?CFl» £ erpolarizability and dissociation energy of alkah halide,
AL ;I'ufiz < r;lso21ec1zles. «)N-a‘t. Acad. Sci. Lett.», 1978, 1, \e 12, 450
¢ aun. : ;
Ha npuMepe MOJCKYJ DaIOTEIH0B e, yerannos M
npoatan3uponana oMa  ‘aHamHTii. i
3HOpIHH Bsa-}l;\lonci'xcnmm B zmyxa”ro.\mux cucrevax. !
OCHOBY B3AT J13BCCTHHIT TIOTCHIHAN ParTTHEPa, H ANR WO
HCCTIe0BAHO BIHAHIC JIOTIOJTHITCAILHOTO yjena’ (T. H. B
('Z na - mmepnonﬁpvnayo.\xomt), ANAJTHTHY. TIPEACTABICHE
o K-poro cief., — Le2r'o, rae e — 57eXTPOHNBIT 3apAA BiEk-|
MOJLCI{CTBYIOUIIIX (IOHOB M+ X—, r—PacCTosHie MEKIY
(OHAaMH, @ BCJHUIHA L BHpaxacrcs 4epes TONAPHIYCMOCTH
monon. B Kai-BC JCXOMNOft  HH(pOPMAILIE  HCNOALI0AHN
JlanHbe o PaBHOBCCHBIX MEHCBSIIEPHBIX PACCTORHHAY, Cit
JIOBBIX MOCTOAHHHX, K03}, BaH-Aep-BaaNLCOBA " B3ANM0-
neiicraust ® O NOJISTPH3YCMOCTAX  HOIOB. Paccunrraniue
3HaycHHA ISHEPTHH JGICCOIMAINH, HailJICHHBe C YHeTOM &
6e3 yuera BRI A mmepﬂonﬂ-pﬂsye&iocm, COTIOCTABMCTH ¢
SKCIEpHM. AAHHBIMIUL. 6C}1enauo '3aKJIIOYCHHE, UTO BMHAEHe
‘ o paccMaTpHBacMOit 7106aBKH K NOTEHLaTy PuTTHEpA M2
j?; /g% ,{’// 4 (no 0,3% mo oucpru JHOCOIHALN), XOTS uxaz\ugxen:?;
[DOMCXOMUT B JydIlyio CTOPOHY. A: B. Howygy
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) - 83: 198066j Clusters of alkali halid Iecules. Welch, D.
/6/62('///"&6/({[’ ) alka alide mo ;

o
LA f SR -

Jaté

20,2/

Ly
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“

0.; Lazareth, 0. W.; Dienes, G. J.;- Hatcher, R. D." (Brookhaven
Natl. Lab., Upton, N. Y.. J. Chem. Phys. 1978,_-68(5),
2159-71 (Eng). The equil. geometry and formation energy of
clusters (MX)a with n = 1 to 44 and the vibrational spectra of
clusters with n = 1 to 6 for a variety of alkali halides were calcd.
using a simple shell model for the interionic forces." As n
increases, the deviation of the binding energy and at. vol. from
that of bulk crystals approaches that given by the macroscopic
surface energy apd tension. - The rate of convergence to this
asymptotic limit is discussed. Although the vibrational spectrum

converges slowly, the first moment of the spectrum conver

rapidly to the bulk crystal value. Approx. arr:al. formulas wﬁfz
derived which aid in understanding the competing roles of!
electrostatic, repulsive, and polarization interactions in detg. the
equil. surface energy and distortions in ionic clusters and !

microcrystals. ' e
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¢ 91: 65347s Optical speetra of the alkali halide molecules, .
Berry, R. Stephen (James Franck Inst., Univ. Chicago, Chicago, |
IL USA). Alkali Halide Vap. 1979, 74~ ¢

)y 123 (Eng). Edited
Davidovits, Paul; McFadden, David Lee. Academig: Ne\\:' eYorky
N. Y. A review wi*h manv rafe. S R
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= I~ R0 Sull Gorece S,
!/{l //é_ '

Al " XU~
X= Zadrzcit .
14 /Ld/ck/
s c‘/ck’/]’"’ ¢fe

cmaa VIL - pany 1us A=y,

LI,
and J, «J. Phys, Chem.», 1979, 83, Ne 7, 837—844 t
(anra.) !

Merononm MaTpuynoj; Heeaenopayy |

HK-CHCKTPOCKOHHH
AHHOH BT HF,-, ‘CIHF-, BrHF- F-, apul Hopop i
M+HF,- W M*+XHF- M — LIeJOYHO; Metay) nonyuyy sy
PH coocarxgenyy Taznorennnop kapyg W e
3HS ranoreuouoaoponon, a TaKKe mHarpyy C HF !

cMecio HF i F,. B CleKTpax nap HOHOB M+HF2~_ Ha-
JI01al0TC s nosockl, nposBaAsiom e WioTonny, cppyr no |
BoZopoay y OTHECeHNe i Korebaunsay vy, V3 aHHoy, '
HF,- (Na]HF,~ __ 1199, 1284 (Yt 8 K+HF,- _ 4, ny6.’
Jer 1314 "y 379 cM—1 Cs+HFz~l2l7, 1364 cM—1),
B cnekrpay cHerem MF—HC) MCI—HF Haligeny ya. -
Thipe nosocyr ¢ Gonbuy H30TONHY, capyrey M0 Bopg. |
poxy, OTHECeHHpIe g ABYM THnay annonos CJHF~ _ ABe

hTid




nodocs B o6macti 2500 cm—!, 933 u 826 em~' (
HCl). Ilpeanonaraercs, 4to nojocs B 06aacTi 2500 -,
cBsi3anb ¢ KoaeGanueMm ¢prop—sogopoa (vs) B F—H

(tin  anmona 1). Tlosmoca 933 cM~! HHTCPNPETHPO: ;.
Kak v; annona sroporo THma (II) c mpHGAHIHTEALIO
METPHUHBIM DAclioJIoJKelHeM aTOMOB raJoreHos. Toac. .
896 cm-! ornecena K aed. koa. CIHF— (I mau 1I). C
Hnecenne mosoc 2800, 850 u 744 cm~! amiiona BrHF-
cnexktpax cucreM MF—HBr u MBr—HF ananoruuso HoF¥
CIHF-. VYseamuenne vs BrHF- (tun I) mo cpaBueHHis
¢ CIHF- cBsabiBaeTcsi ¢ TeM, uTo 3To KojeGanue B
BrHF- Gamie no XapakTepy K BaJ. KoJd. (T0p-BOA0POA
B rajoreHoBojopoie. B crnekTpax CHCTeM MF—HJ »n
MJ=HF x nony JHF- orHecenn: ayGaer B oGaacTH
2950 cm—! n mosoca 763 cM—1 (JDF— —2225 u 548 cm—l).
Hurepnperauus MoJOC HOHA JHFF— ananoruuiia HOHaM
CIHF- u BrHF-, : B. M. Kos6a _
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91: 65348t chrowavc and radio frcqucncy spectroscopy ¢
of alkali halide vapors. Dyke, Thomas R. (Dep. Chem., Univ,
USA). ~ Alkali Haltdc Vap. 1979, 124- 53

Orcgon Eugene,
(Eng Edited by Davidovits, Paul; McFadden, David Lee
Academic: New Yo! York, N. Y. Arevxew wnth 90 refs. _ )
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2 o 2 2 9179241 Alkall Halide Yapors: Steacture, Spectri and:
f/(lé&"vl‘ff’{"{ﬂﬁ Reaction Dynumlen,  Davidovitg, 10, “Meltudden, |'f, }":
Fditors  (Academic Vresst New York, No Y. 1079, 642 ppt
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91: 96772f Formation of exiplex molecules in the recombi=
£ 71‘(;,:‘;7_ nation of halide (1-) ions and charge exchange of alkali.
. nmictal atoms.  Grinchenko, B. I.  (Inst. Vys. Temp., Moscow,
« L% Xe  USSR). Teplofiz. Vys. Temp. 1979, 17(3), 644-6 (Russ).

+ 7 In a continuation of previous work (G., 1978), an electron
// exchange mechanism for formation of RH and Ha excimers in '
* dense plasma contg. RH*, Hs*, X-, and Cs atoms, where R = Kr:
or Ne and X = halogen, is proposed. The mechanism is based -

on the fact that the energy of the weakly-bound electron in X--i

and alkali metal is close to the ionization potential of the lowest '

bound state of RHand Hamols. . .
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- 91: 65353r Structure of alkal; halides: theoretical methods,
Jordan, Kenneth D. (Dep. Eng. Appl. Sci., Yale Univ., New '
Haven, CT USA). Alkali Halide Vap. 1979, 479-534 (Eng). |
Edited by Davidovits, Paul; McFadden, David Lee. Academic; |
New York, N. Y. A review with 130 refs. on model and ab initio,
studies of the electronic structure of the alkali halides and their

¢ Jey, doms. T . —
W Cf/ ;
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6 IL184. Morenunans B3aHMOMAEHCTBHSA Mex&ny 0CTOBa- -
MH B IBYXaTOMHBIX MOJEKYASAPHBIX HOHax WENOYHBIX Me- |
Taanos. ereposinepusle coeannennus. Koike F. Core-core -
interaction potentials of alkalj diatomic molecular ions, .
Heteronuclear case. «Chem. Phys. Lett.», 1979, 60, No 9 !
271—274 _amrn) &

Meronom, ommcaHubM - B :'(Koike F., Nakamura H
«Chem. Phys. Lett.», 1978, 53, 31), PacCYHTaHL noTen-
Unanbl B3aHMOJEHCTBHA OCTOB—OCTOB B MOJIEKYI5i pHBIX
HOHax LuiesouHbIX MeTasnoB MM/+ (M\M/=H L; Na, K,
Rb, Cs). VTounena ¢-na s pacueTa noJsipH3auHOHHOTQ °
BKnaaa. B rpaguu. ¢opme NPEACTABJEHBl  pe3yJbTaThy |
PACYeTOB KOPOTKOACHCTBYIOLIHX OTTANKHBATENbHbIX noTex-
A B._Cn3osa
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91: 65349u Photoclectron spectroscopy of alkali halide
vapors. Berkowitz, J. (Argonne Natl. Lab., Argonne, IL USA); |
Alkali Halide Vap. 1979, 155-88 (Eng). Edited by Davidovits, .
Paul; McFadden, David Lee. Academic: New York, N, Y,

= A review with 66 refs. _ .. I S S
o -

C‘}Wr}‘?ﬁ?/f)?a/. M.{é/ﬁ/fy

S /ff;fg/;f//




91: 65351p_ Chemiluminescence in gas phase alkali halide‘;
systems. McFadden, David L. (Dep. Chem., Boston Coll,"
Chestnut Hill, MA USA).- Alkali Halide Vap. 1979, 361-89 ;.
(Eng).. Edited by Davidovits, Paul; McFadden, David Lee.'
Academic: New York, N. Y. A review with 118 refs. o 2 )
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Ceery FSCtOelT.,  Lipppiretilay’ V<
91: 63039u Improved interaction potential for alkali halide
molecules. Mohammad, S. Noor (Dep. Phys., Indian Inst.
Technol.,, Kharagpur, 721302 India). - Int. J. Quantum Chem.
1979, 15(6), 769-82 (Eng). An improved interaction potential
for diat. alkali halide mols. is presented. This potential, in addn. X
to similar attraction terms as in the Rittner potential, includes a :
new exponential for the short-range repulsion. The const. m in .
the exponential can be expressed- in terms of the Rittner .
potential parameters. The new Potential is also correlated with
different properties, e.g., effective charges, effective radii,
ective principal quantum nos., of the combining ions. Various
S,{,g(gt;nfcgpic c':ms?s.. i.e., ionic dissocn._qncrgy D, vnbmtxop:}{
coupling const. ac, vibrational anharmonicity const wexe, as “re |
as 2 second-order spectroscopic consts. ve and fe were cnled.. for
this and for the Rittner potential. The new potent _l’gnes ‘
better agreement with exptl. data than the Rittner pote: .ial. .

A 195G G5/
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9L: 65352q Alkali halide shock tube studies, Mand, A,
(Avco Everett Res. Lab., Inc., Everett, MA USA). Alkali Halide -
Vap. 1979, 389-413 (Eng). Edited by Davidovits, Paul;

McFadden, David Lee. Academic: New York, N: Y review
with 41 refs, . . g B —
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Ufecovatice zacozeiiopse /979
\\ 9 152, Koppe.rismlmvnopnnox CBA3H — JHEPrHs JAMC-
ouMaumn Aas rajorennaos 3aementos rpynn IA mn HIA.
Aond order-dissociation energy correlation for halides of
groups I-A & III-A elements. Pande A. K, Shuk-
la A. R, Ram R. S. «Indian J. Pure and Appl. Phys.»,
1979, 17, Ne 6, 401—403 (aura.)
HccaenyeTcsi KOpRe/slis_3HEPrHil AHCCOUHALHH A5 Tra-
gorenngos saementos rpynn IA u IIIA ¢ npeanaraemoit
90 B KauecTBE MOpSAKAa CBA3H BEJHYHHOIN g/(1/2r¢)?, rne
re — JJHHA cBsi3H M —raJjioren M ¢ — NOPsIAOK CBA3H N0
Mappy (cm. Borkman R. F., Parr R. C. «J. Chem. Phys.»,
1969, 50, 58). OrMcueHo, YTO MPH HCIO/bB30OBAHHH § KOp-
peJsiiiH TOJYYaloTCsl MJIOXHMH, TOrja Kak Js HOBOM Be-
JIHYHHBE! OHM Jyume. Koppeasuun noayuaiorcst napaGosie-
CKHMH (pa3Hble /151 pa3HBIX 3JICMEHTOB), a B pAAe cayuyacs
- (xnopuAbl, GPOMHAB M FOAHAK 11EJOYHBIX METa/I0B, Kpo-
. Me utfist) — AnHCHHBIMH. B. J1. JleGenes

o /980 ~ 9




P B s D202 7
‘("?7_ D LG “/_ f _/_/ A- -/’/%’4”01/ /.7/'{
Lo llT e s 7 Ul 181832y Bond ordev-dissotintion energy correlation
7 for halidea of Geoup f-A aad -A elements, Pande, ALK,
Shulda, A, R Re, RS, (Dep, Phys., Banaras Hindu Uyiy)
Varanasi, 221 005 India), Indien J. Pwse Apple Phys, tora
C16), 101-8 (Eng), 'Che bond orders () were correluted with
dizsoen, encrgy for various halides of Groups TA and 11A
elements. The quantity ¢/(0.0 rd? is a more realistic representation
7 of bond order and its varintion with dizsocn. energy s lineuc in

( \/:a‘) some halides and quadratic in others, | I -
o - R
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"90: 177401r Study of the geometric structure, force field,!
and vibrational spectra of inorganic molccule using an ion

a model. I. M2X2 molecules (M = lithium, sodium, potassium,
51 ", rubidium, cesium} X = fluorine, chlorine, bromine, iodine).’
FEL @ e, Solomonik, V. G Krasnov, K. S, (Ivanov. Khim.~Tekhnol.

4 ~ 1Inst., Ivanovo, USSR). Zh. Fiz. IKhim. 1975, 53(2), 284-9
y 773 /(4‘555%'/5"/(&1%). In the frame of the polarized ion model, calcns. were
conducted of equil. configuration, bond mwgi', force field coeff. |
and frequency of normal vibration of alkali halide dimer mols,’
é" All examd. mols. possess flat, rhombic equil, configuration (Dan.
symmetry). ‘The results agree with exptl, work and that caled.

by other authors. ) e 8
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21 5108. TouHoe onpepaefeHHe 3HEPrHH  AMCCOUMAUHK '

raJoreHH10B wieaoyHnix meraasnos, Veen N. J. A. van,,

VriesM. S.De, Vries A. E. De. Accurate determina-

tion of the dissociation energies of alkali halides. «Chem..

Phys. Lett.», 1979, 64, Ne 2, 213—215 (amra.) !
IIpoananusipoBan ¢oropparMeHTaUHOHHBI MeTOx onpe-

JleJICHHA 3HePrHH AHCCOIUHAIHH ABYXaTOMHBIX MOJEKYJ, CO-

JeprKalluX aToOMBl LueJ. MeTajuloB, OCHOBaHHHIi Ha (OTO-

: ¢parMeHTaUHH MOJIEKYJ Ja3epHLIM H3JIyueHHeM M onpeje-
%9 JICHHH KHHETHY, 3HEepruH (HParMeHTOB BPEMANPOJETHHIM
meroaoM. TlokasaHo, yTO TOYHOCTb METOAa npeBmmaer 60-

Jee, WeM B MATb pa3 TOUHOCTb AP. METOAOB ONpeJeeHHS

9HEpruH JAHccouHauuH., [IpoBelleHO COMOCTaBJieHHe IHEPTHI

JHMCCOLHALKH HEeK-PbIX laJOreHHAOB LieJ. MeTajnoB, ofpe-:

JeJIeHHEIX MeTOAaMH TEPMOXHM, pacyeTa, NiaMeHHOH ¢o-,

TOMETPHH, aTOMHOIl (hIOOPeCUeHIHH, CXOAHMOCTH TIOJIOC B
¢oTopparmentauuy. E. Huxonaes:

2
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16 B188. , OnTHueckHe CNEKTPbI MOJEKYJ raJjlOreHHJ0B
leqoutbix metaanoB. Berry R. S. Optical spectra of
§1c alkali halide molecules. «Alkali. Halide Vapors.

truct., Spectra and_React. Dyn.> New™ York e. a., 1979,
_77—123 (aura.)

OG3op. [Mana kJaaccudukaunst 3JCKTPOHHBIX COCTOSHHIL
MOJCKYJT TaJOreHHIOB I THAPHAOB IueJ. MeTaJsoB. Pac-
CMOTpEHbI: OCHOBHOE 3JIEKTPOHHOE COCTOfIHHE — MOJeKyJ
(sHepruy amHccoumauuy, KoseGaTesbHble CNEKTPH B ras,
¢dase u B MaTpHUe, 3HaueHHS 4yacTOT KoJsebGaHHil M mocTo- |
SIHHLIX AHFaDMOHHYHOCTH); ONTHY. CMEKTPHl (CneKTpsl ¢o- -
TOJAHCCOUHAUUN, CHEeKTPBl (IyopecueHUtH, CNeKTpbl MNOrJo- -
IeHHs, 3JIEKTPOHHBLIE Nepexoabl, KpHBble HOTeHUHAJBHON
SHEPrHi MOJeKyJ); BO30yiAeHHe MOJEKYJa SJIEeKTPOHHBIM
yaapoM. BuGa. 157. e, B. M. KosGa




U ¢OTRE  2aelOiefeecglbl . 1979
iz‘fﬂmqoénexrponnaa CMEKTPOCKONHA Napos ra-

JOTeHMAOB WeaouHbX MeTanios. Berkowitz J. Photo-

electron spectroscopy of alkali halide vapors. «Alkali Ha-

g lide Vapors. Struct., Spectra and React. Dyn.» New York

)7/ P2 QR A7 e 2 1979, ra. 5, 155—188 (anra.)

S 30p, NOCBSIEHHKNIL _ PACCMOTPEHHIO COBPEMEHHOIO
CHILLLES72/7  cocroamiin B o0aacTi HCCACAOBAHHI [aJOreHil1on weou-
Hbix Meramnop MX (M — meraan, X —raJorel) METOI0M

$OTO3/1eKTPOHHOIT CNEKTPOCKOMIH. IMepeuncaensl o 00CYK-

JeHbl Hek-pble HauGojee OOUlHE METOABI HHTEPIPCTALUIH

doroanektponnux cnekrpos (PIC): mpuvencHue TeopeMbl

Kynmenca; orHecenue NOJOC MO BHAY HX KosebaTenbHOil

CTPYKTYphl C (DOTOHOHH3AILNE(l CBA3BIBAIOLLIX, paspbixJsio-

mux 1au HecssiswBalouwux MO, mcmosb3oBanie aHaJIorui

_p_®3C aas_rOMOJOTHUHBIX TPYMM MOJEKYJ, HAMPHMED,

©
X 1981 N9 -



HX, Xp MX 1 MXj Onucansl OCHOBHBIE SKCMEPIIM. MeTo-
A noayuennst ®3C gas mapos MX. Paccmorperio 60.1b-
110e KOJ-BO TCOP. M IKCHEpHM. AAHHBIX, a TAKIKC BO3IMOK-
Hble TIPHUHHBL HEK-PbIX MPOTHBOpeUHil B JaHHLIX, MOJY4eH-
HBIX pa3iuunuiMit asropamu. IToapoGHo o0Cy:KaeHbl crpa-
BepuBocTh omucanns MX B BHAC HOHHOIl CTPYKTYPB
. M+—X- u pesyabTaThl PacueToB Pa3MHUHLIX CB-B MX
(aHepruit aHccOLHALMH, YACTOT koaeGaunuii, IlT HoHu3awu)
Ha ocHOBe MpOCTOif adekTpoctaThy, Moaean. Ilpusenenst
pesyJbTaThl NPHMEHEHHS TaKOIl e HOHHOIT MoJean aif
OMHCAHUS XapAaKTePHCTHK GOJBIIHX KJIACTepOB, COCTOALLUIX
#3 MX: auMepoB H KPHCTaJIIOB. Kpome Toro, kpatko 00-
CyJKaeHbl JaHible HCCACLOBaMiit Napos MX mertonom doro-
JHOHM3aIl Macc-CleKTPOcKomiH, Buoi. 65.

O. A. Bacueiiko

T = assnrnawv_
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16 B1065.  Wccaenosauus ¢ B030YX
L{eNOUHBIX METaJJIoB, 06pa30BaHHbIMH

ke

JNCHHBIMH ~aTOMaMH.
OTOJMCCOLH- .

I'IEH Sh )i\ 1

auHH r_@,or_emum—l%mu e'ra.nnos:_,«cncpxule.uoqnue»]
aToMbl. Berso hn R. Studies o d atoms

produced by photodissociation of alkali
“kali atoms. «Alkali Halide Vapors. Stru
_ ‘React. Dyn.» New York e. a., 1979, 345—
Bo3 % OG3op paloT, TMOCBALICHHBIX nccieaonal
-qquauHn coeit MX (M —arom e MeTaia

-rasiorena) W BTOP. MPOLECCOB ¢ yuactieM a7
GyKAEeHHOro aToMa X*(2P). B cpsi3u ¢ BbICO

.crocoOHOCTbIO X*, 06ycoBIeHHOH MaJioil BeJIHUH
qHajsa HOHH3AUHH 1-ro BO30yXACHHOT
Hpes0it HIIH MeHbllUe BeJIMUHHBL 3EKTPOHHOrO CP
A MOJIEKYd), 3TH aTOMBl Ha3BaHbl «CBEPXILE.>.

> 10N E

halides: superal:
ct.. Spectra and.

o (HoTOAHCCO- .

—aroMma .
KTPOHHO-BO3-
Koil peaxil.
HOil TOTeH-
o cocrosimust (cpaB-
0/CTBa MHO-

yoK-



naercs MexaHuam (OTOAMCCOUHALMH MX (nmpupoaa npsaMO:
ro mpolecca € YYacTHEM Pa3phiXJSIOLLEro BEPXHero 3JeK:
TPOHHOTO COCTOSHHS MX*, yrioBoe pacmpejeienie H €O-
cTOsIHHE TPOAYKTOB poToauCCONHALNH), pacnpeacacHie 1o
SHEprHH BO3HHKAIOUIHX aTOMOB M* § BO3MOXHOCTH HCCJIe-
710BaHHsT 3aBHCHMOCTH 3((EKTHBHOCTH BTOD. MpOLECCOoB OT
ckopoctH M* mpu BapbHpOBaHHH JJHHBL BOJHBL (OTOAHC-
CoUHNpYIOLIEro cBeTa. PaccMOTpeHbl KCMEpHA. JNaHHBlE O
CeYCHHAX TYLICHHS Pe30HaHCHBIX cocrosunit Cs, Rb, Na u
K npH CTOJKHOBEHHSX C XHMHUECKH-HHEPTHBIMH H XHMHYEe-
CKIl aKTHBHBIMH Mosexyiamu. OGcyxaalorcs npocThle MO-
mean Tylennst (MpAMOIN MeXaHH3M M MexaHH3M o0pa3oBa-
HHsT KOMMJexca), MpeicKasbiBaoulie OTpHI. SHepreTHY. 3a-
BHCHMOCTb ceueHnsi Tywuenus. KpaTko paccMOTpeHbl  0co-

GeHHOCTH TYIUEHHST BBHICIIHX B030YyKAEHHBIX cocrostHuit M**,
Buba. 72. oo - E. E. Hukutun




Sof €t e Ll 79¥9
. ° 16 Bb1064. Ceuenus peaKuuii aTOMOB LIETOYHLIX Me- !
DAL Sl s ~TANIOB € MONEKYJIAMH TATIOTEHOB. Davidovits P. Cross

2 ' sections for the reactions of alkali atoms with halogen {

: ‘molecules. «Alka Halide Vapors. Struct, Spectra "and

‘React. Dyn.» New York e. a, 1979, 331—344 (aura.)

OG30p Pe3ybTaToB TO 1I3MEPEHHIO. TOJHBIX - CeyeHiii |

“p-UHH M KOHCTAHT cKopocTeil npoIeccoB M+Xe>MX+X

{M — aTtoMa uleJs. MeTasia K, Na, Rb, Cs, X, moJexyaa |

-ranorena Jo, .Brg, Clp). O6cyxmaercs Meton Anddysuon-

L7 HBIX TIaMEH, METON MOJEK. NMYy4YKos (H3MepeHHe ceyemuit
; f p-IHH H BOCCTAHOBJEHIE CEUEHNil P-INI MO HCKAXKeHusy
CeueHHii YNPYroro paccesiis) H METOA - HHHUHHPOBaHHs

yKa3aHHBIX p-Uit (oToMNCCOUHaNNeli napos coneit B aT-
Moctepe Moaekya Xp. Bce MeTOMB! AaioT GIN3KHE CeuCiilg,
K-pble BapbHpyIOT B HuTepBane ot 100 1o 200 A? B 3apu-
‘CHMOCTH OT Napbl peareHToB (HamMeHbulee CEUeHHE nag
p-wnn Li ¢ Jp, naunbonbliee — A p-IiH Cs ¢ Bry).
"DKCMepHM. BEJHUHHBI CEueHHil YAOBJCTBOPHTEIBHO COraa-
.CYIOTCS C PACCYNTAHHBIMI HA OCHOBE MOAeTi rapnyHiposa- |
nust. KpaTko' o6cy»KaaeTcst 3aBHCHMOCTD ceuenit OT cKo- '
pPOCTH H MposiBJCHHE sthderra npeas. (2o rapmiHipopa-

; /// . HHuf) pacTsKeHHs CBA3N X—X B BeanuyHHe TNOJHOrO ce-
Q"/g J)/ Y/ Cuemnst_p-wni., BuGn 52 .. E. E. Huknrun_



- % )} 10Dbz9%.  Mukpososnosas m paaHOYACTOTHas CREKTPO-, /‘[/g;
’quwwaf KOnHs napoB  WIENOYHOTaNOMAHBIX COEXMHEHMii, Dy -:
ke T. R. Microwave and radio-frequency spectroscopy
/y’&Wﬂfﬁ/ of alkali halide vapors, «Alkali Halide Vapors. Struct.,.
J Spectra and React. Dyn.» New York e. a,, 1979, 125—153]

(aura.); . i

OGsop_skcnepuyM. paGor mo MB- PY-cnektpockonuit,
nap, i) 307 COEAHHEHH]], BBIMOTHCHHELX
BILIOTh Q0 KOHLaA r"PaccMaTpHBaeMble 3KCHECPHM. Me-| -

TOILI BK/oYaloT MB-a6cop6u. CNEeKTPOCKOMHIO ¢ BHICOKO-

M?‘ 0/’ fﬁvff&fz T-PHLIMH fYeHKaMH, MOJIGK: NYYKH C HCIIOJIb30BaHHeM Mar-,
HHTHOTO H 3JICKTPHY. DE30HAHCOB, a TaKke LUTAPKOBCKYIO,

_ M 3CeMaHOBCKYIO CNeKTpocKomHio. B ocnose Teop. aHadn-’

A 32 BPAILATEJbHLIX CMCKTPOB BHICOKOrO Pa3pelleHtst HCloJb,
ﬂ’/&f’;‘% 3yercs pewrense IsnxeMa aJs ABYXaTOMHBIX MOJeKysa. Ot-
MedeHa YHHKAJIbHOCTb 3KCIepHM. AAaHHBIX, TIOJYYaeMEIX npu

aHAMH3 €JIOYHOTAIOHAHBIX COCMHHEHM]],
KaK=B~OTHOICHHI~TOUYHOCTH;~TaX 11~ B-OTHOWCHAN TIOMHOTL

uHpopMauun. [Jaunele BKIIOYAIOT TOYHbIE MEKDbALCPHHEE

PaccTosiins, KoseGaTeMbHLIC YACTOTHI, NMOCTOSHHBIE NOTEH-

UHATbHOM ¢-IHH, 3JeKTPHY. JHMO.JIbHBIC MOMCHTH, napa-

METPEl lePHONO CBEPXTOHKOrO B3aHMOREHCTBHS, -MATHHT-.

HLI€ CB-Ba H JaHHble MO 3JEKTPOHHOM CTPYKType MOJIeKyJ1.

. HaG6op TlapaMeTpoB MO3BOJSET OCYUECTBIATL NPOBEPKY;
Q?/M/f//)( Pa3NHYHBIX Teop. Moxmeser. HonHas Mogmenr obecneunpaer




YROBJICTBOPHTEJNbHOE — COrMacHe  3SKCHePHM, H pACTETHHIX
JAHHLIX, 32 HCKIIOUGHHEM HEK-PBIX KOJHUECTB. PACXOKACHHTA |
npH pacyeTe TPAJHEHTOB NOJs Yy sAgep rajorcHos. Pacuer :
H3 HAYaJbHLIX NPHHLHIOB, BBEIMOJHEHHBI! A HCCKOJBLKHX
WETOUHOrAIOHAHLIX COeAHHCHHIT, IPHBOIHT K XOpoleMy co- |
TJIaCHIO IKCUEPHM. H pacueTHLIX AaHHbIX. Buba. 90. C. M.

/?)
o vv ;



: 16 B.1>0'60. " Mozenn peakuuii AJas CHCTEM C y4acTHeM !
raforeHHnos weaouneix Mmeramios. Gislason E. A

|

\ReacTion mmodals Tor alkatttraitdesyatems. «Alkali Halide
)’apor’s.. Struct., Spectra and React. Dyn.» New York e. a., l\
i

i

979, 415—440 (amura.) .
O]%?’o_nﬂpxggcmymmnx NpeacTaB/JeHHT O MeXaHH3Max

rapfyHubIX p-1mit THna M+Xy—~MX+X npit unskux (Tep-
2. P~ MH4.) sueprisx. [TepBeiM sTanoM 3Toit P-UHH CAYKHT Nepe- :
c27 sapaaka M+Xy+M++4X,~, satem orpum. mnon X,~ mc-

COLHHpYeT R IOJe MOJMOXKHT. 3apsiaa M+, u PeKOMOHHALISF
+ u X' :NpHBOAHT K 06pa30BaHHIO HOHHOIL MOJICKYJIBL " |

_MX (M — 1rom wen. meranna, X — aToM raioresa). Ceue-_.

7

Ao




" CTBIe, TpONOPUHOHAIbHOEe OOGMEHHOMY HHTErpaty M—Xwu |

Hie p-UMM OmpefesseTcsl paccTosHueM R, Ha K-pom rnepe-:
Cekaercst Hava/IbHbli (KOBaJIeHTHEI) H KOHEUHHbIl (non-
HHit) Tepmb, R=e¥(Im—AX,), ‘rae Iy — nmoTeHIHAN |
HOHH3aumuH aToMa M, A X,— 3JIeKTPOHHOe CPOACTBO MOJe-- !
Kyas Xp. OcHOBHAas TPYAHOCTh B MOJAEMHPOBAHHH yKa-
3aHHOI p-IMM H OlEHKe CeYCHHS 3aKjiouaercs B BeiGope- |
BeMHYHHBL A, K-pasl, Kak INOKa3bBaCT cpaBHeHHe TEOpHH

C SKCTepPHMEHTOM, JeXHT B Npelejax OT BepTHKaIbHOro:-,
3JIEKTPOHHOrO CpPOACTBA M0 anuabaruy, C 3T0fl  TOYKH

3peHHsT PacCMOTpeHBl pas/iHuHble (OPMYJTHPOBKI. MOACH’
I 1aHO OMHCaHHe p-IHH KaK HeaanabaTiu. mpouecca, mpo-

TeKalolero no cicreMe BHOPOHHDBIX HeanHabaTHy. TEPMOB..,
B’ kaxpoit Touke .mepeceyeHHsl BEIMHC/TETCA B3anmoseii- |

nepeKkpbIBaHHIO KoJjeGaTesbHbIX GbyHKIHT MOJIEKYJIb X, u
noHa Xo—. MakciMm. BeposSITHOCTb nepexoia onpeaeasieT

_ ab¢eKTHBHOE MexaToMHOe paccTosinne B X, 1O K-poMy

BOCCTAHAB/AHBAETCS 5/EKTPOHHOE CPOACTBO, I 3aTeM pac-- |
cTostie rapnyruposanist R. KpaTko 06Cy/KAaloTCi pacipe--
JeNeHHST BOSHHKAIOWIMX MOMEKYH X TO KOJeGaTe/bHBIM' |
coctosnuam._Bu6a. _80. _ E. E. Huxumr
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17 B142. ToayuenHe W JeTEKTHPOBAHHe Napop  Lue-
nouHo-rafouaHbx coeannennit. Greene E. F. Produc-
tion and detection of alkali halide vapors. «Alkali Hali-
de Vapors. Struct., Spectra and React. Dyn.» New York
e. a., 1979, 33—76 (auru.) - )

O630p. PaccmoTpennt BOMPOCH BbIGOpA KOHCTPYKIL. Ma-
TepHAJ0B JJIsi H3TOTOBJCHHS HCTOYHHKOB NMapoB LIENOYHO-
ramouannx coemunennit (IIIC) cnoco6ul mosmyuenus na-
pOB B TJIaMeHaX, 3aMKHYTBIX siueiikaX, YNapHbIX Tpy6ax;
croco6r hOPMHPOBAHHS MOJEK. NYuyKoB 3Gdy3HOHHOTO I

ra3ofMaMHY. THNA. PacCMOTPEHB CmocoObl  H3MepeHHs -

kunetny. sueprun” monekyn LITC . m yraoBeX pacnpepe-

. JIeHHit TMPH MHX pacceAHHH, PacmpenejCHHiT MO BHYTPEHHHM

cTenmeHsiM CBOGOMBI, M CNMOCOOLI IOJYYeHHsI MOJEKY1 B 3a-

‘aHHBIX COCTOSIHHSIX. PaCCMOTPCHbI METOAbI METEKTHpPOBa-

uus' Mosekyn LIII'C: noBepxXH. HOHH3amMell, HOHH3auHejt
SJCKTPOHHBIM YAApoOM, XHM. HOHH3auuell, a Takke ¢ no-
MOLIBI0 60JOMETPOB M ONTHY. MeToxaMu. PaccMoTpenw |
TaKKe crnocoGbl MOJYYeHHS aTOMOB H HOHOB TasIOTEHOB i
men. meraanos n3 LIIC. Bu6a._109. ~ E. Hukonaer



7]
z
7945
‘ ., 16 51062.  Peakumonnoe paccessHHe aTOMOB WEJOYHBIX |
Zc?cc'o'r.rz/,a.;:,;;/ MCTAMI0B M raNoreHMmOB WeNOYHBIX MeTalnioB npu Tep- |
N MHUUECKHX aneprusax, Herm R. R. Reactive scattering of |
alkali atoms and alkalj halides at thermal energies. «Al-- |
kali Halide Vapors. Struct., Spectra and React.’ Dyn.»-
New York e. a., 1979, 189—253 (aur.a.) :
’Qgs_op_p_aﬁgug_ HCCJICAOBAHHIO p-LHIT B MOJeK. nyy--
Kax a Jd, 2 anos (M) u raJinoB _ aToMOB .
e, metanioB MX (X — atom rasiorena). Ilawo. o6uee-
OITICalie 3KCMEePHMEHTOB C MoJek, NyuKaMH, XapaKTepHc--
P THKAa HCTOYHHKOB pPeAareHTOB M METOMbI JICTCKTHPOBaHIS, .
OGcy»knaoTes - ocloBHble OCOGCHHOCTH AHHAMHKH paccesq--
HHS — pacnpesiesieniie MPOAYKTOB o YriaM o 3HEpruss,.
SaBHCHMOCTL BEPOATHOCTH D-WMH OT KBAaHTOBOrO COCTOS--
HI pearcHToB, pacmpenesenne SHEprum o KBaHTOBLIM-
COCTOANHAM mponyKToB. [aHno noapoGoe obeyxaenne pe- -
3yJIbTAaTOB HCCJICNOBAaHHS CJAEH. CHETEM: KoJieGaTesbHoe:
BO36yxaeHHe 6e3 p-IHH B cHCTeMax MX npn*(;TQ_.{!_lgl}ch—”‘

&
N
R

O
2 SN



HHAX MX ¢ M uan atomamn BTOpOil TPyinbl, p-uin MX+ {
+M'X", MM’4-X’X, p-uHH aToMoB M npn CTOMIKHOBEHHSIX *

"C PA3THYHBIMH TOMOSLACPHEIMH It TeTCPOSIACPHBLIMH MOJICKY- |

~1aMn X’X”, cpaBuHTeqbHAs XapaKTCPHCTHKA 3THX p-WHil |
€ ,IpoueccaMi CTONKHOBEHHIT aToMop BTOPOil rpymnet ¢
X’X”, p-unu atomos ¢ MoJieky1asu RX (R — yraesonopos-
HBUT pamnkan) p-uun M c HX, p-wn numepos M, ¢ MX.
‘Bu6n. 300, ) E. E. Huxnrnu

———— et



W etoriee cacorenad 79

18 b51. Cprmypa raJOreHHA0B wecav4nbix METAJIOB, |
Teopernueckne Mmetoanl. Jordan Kenneth D. Stru-;
cture of alkali halides: theoretical methods. «Alkali ;
Halide Vapors. Struct.,” Spectra and React. Dyn.» New ,
York e. a,, 1979, 479—534 (auru.) '

OG30p COBpEMCHHBIX TEOP. PE3YJTbTATOB MO CTPOEHHIO
MOJIEKYJl TaJOreHHAOB LIeJ. MeTaslIoB. PaccMorpens cJaen.
BONMPOCH. 'ANNpPOKCHMANNsI NOTEHUHAJbHHX  KPHBRIX H
¢-unit HNOJILHOrO MOMEHTA OCHOBHLIX COCTOSIHHII ABYX- !
aTOMHBIX MOJICKYJ -uuaMH THHa PuTTHepa, MOTeHUHasaa-
M Choifimonca — IMappa — @Ouunana, [Hanxama H T. X,
annpokcumantamn Ilags. IlpumeneHue MeTONOB 3JICKTPOH- !
HOTO rasa JJs pacyeToOB CB-B MOJeKyJ. AHanu3 cospe- '
MEHHBIX HeIMNupHY. pacueroB, BkJouast Meroast CCII
MO JIKAO, KB, panentnux  cxem. IlpuMeHenue NCeBJo-,
TOTEHUHAJbHBHIX Mojedefr. CB-Ba KaTHOHOB, aHHOHOB H &
aumepos. BuGar. 130. A. B. Hemyxm |

. ’éf/«fa/f///.gl/

A 78 A
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- 16 B1066. Knaaccuueckue TPAEKTOPHBIC HCCNCA0BAHNS. /‘9?)2

fos. Kwei G. H. Classical trajectory studics of alka-
li halide collision dynamics. «Alkali Halide Vapors.:
Struct., Spectra and React. Dyn.» New York e. a, 1979,

AMHAMHKH CTOJIKHOBEHWI_ra/oreHHA0B ueJOUHBIX _ MeTad-
H CTC aos U

"441--477 (aura.)

OG3op Tcop. paGoT Mo HCCIeA0BaHHIO AHHAMHKH Heynpy-
FHX CTOJKHOBeHHil M p-Uiil, B K-PHIX yYacTBYIOT TaJHIBL .
uiest. MeTaquion, Jlan oOuuit 0630p MeTOLOB pacuera H COB-
PCMEHHOro COCTOSHHS TEOPHH B OTHOLUCHHH TIs moTeHIH-
aJIpHOIT SHEPrHH, OMHCAHLl METObl TPAGKTOPHLIX pacueros,
OTHCCEHHST KOHEUHbIX COCTOSIHHIl H yueTa HeanHabaTHU. Ie-
pexonos. OGcyxknaloTcs OCHOBHbIE oco6eHHOCTH AHHAMHKH
cren. p-umit: M+CH3J—-MJ+CH;  (mpumep pHKOLICTHOTO
npouecca, M — aToM wlel. meranna), M+X'X"—MX’'+X"
(mpuMep cphIBHOrO Tmpouccea, X’ u X” onnHakoBble HIH,
pasJuHLIC aTOMBI ranorena), M+M'X—>~M'X+M (npuMep'
p-Iiif, OMiCLBAEMBIX CTATHCTHY. MOJCJLIO N NpOTEKAIOLLHX
uepea oGpasopaiiie NMPOMEXYT. komaekca), MX+MX'—-



—~MX+MX’' (npumep p-uiii, MpOTeKaioOWuX uepes oGpa-
30BaHHe AOJTOKHBYIICTO KOMIJICKCA, HO He ONHCLIBACMbIX
cratHerHy. npuGmnkennem). Kpatko oGeyxkpaeres. nudop-
MalHst O ANHAMIKe, ToJyuacMas H3 CPaBHEHHsS SKCIMCPHM.
W TeOp. YIJOBOro pacrmpefencHuil i pasiHuubIX KOppessl.

¢ynkumit. buba. 170. E. E. Huxkurun



(LS Ceco At elptrilslbt — Padtowtringss {959

16 B1061.  OGpa3osanue uounbix map. Los J, Kle-
yn A. W. Ion-pair formation. «Alkali Halide Vapors.. |
Struct., Spectra and React. Dyn.» New York e. a., 1979,.!
275—330 (amr..) ’ ;

QG630p paboT, MOCBSALIEHHBIX HceenoBaHHlo o6Gpa3oBa- - .

lllmn__@ouecmnku_onemm aTtoMa_1eJ..

e MeTaJia C_MOJICKYJIOji raJjioreHa ”_TpH 3JEKTPOH-
e/ .

BOALTHBIX 3HeprusAX. OMHCalbl 0COGEHHOCTH HEeYNpYroro -
paccesiing M Ha atome X B paMKax MeXaHH3Ma 3/IeKTPOH-
Horo rapnysa. Has cuctem M+X, noapo6Ho onHCaHbr

2 & = -
Léﬂ/ff/éﬂ(? OCHOBHblE CB-Ba KOBaJIeHTHOH H HOHHOI1 1B moTeHuHabHOIT
2 ’&7{ 3HEpriH H NpOoaHaJH3HPOBAaHbI OCOOEHHOCTH aaHabaTHY. i

/‘/ HeagHabaTHy. AuHaAMHKH aTomoB. CB-Ba cuctemnt M+X+4-

+X KOppeaHpOBaHbl CO CB-BaMH CBOGOAHOM MOJEKYJbl X, .
nonbl Xp~, atoma M u nona M+, moapoGHo o6cysxaaiores
TEOp. H MOJYIMOHPHY. Pe3yJbTaTbl BBIYHCJACHHS MaTPHY-
HOTo 3JeMeHTa B3aHMOJEHCTBHS MEXAY KOBaJeHTHBLIM K
HOHHBIM TepMaMu. OGCYXKAAlOTCS OCHOBHBIe 0COGEHHOCTH',
ABOMHBIX AH(@epeHUHa bHbLIX ceenuii (Mo yray paccesiHHus:

G NE



W SHeprun) o6pasosans HoHOB M+—_X~" M+—X,- g
PaMKax agnaGarmy, y Anabatny, Moneneit. Qug LIHPOKOro -
K1acca p-umit nommoe CeveHne nepectpoiiky CTanKHBalo-
LIHXCA  YacThy YMelbiiaetess  npy YBEJHYCHNN OTHoCHT,
SHeprun or 200—-300 A2 (smeprust 10-1 3B) o 100 AZ
(3neprus 103 3B), npuyey BOJH3Y SHepruy mnopora o6pa-
SOBAaHHA HOHOB cevemye P-IHH  o6Mena M+ Xo>MX4-X
ouenb GricTpo olpamaercs Hyab. Kpatko obcyxnaeres:
npesB.enie BO36YKAeHHbIX COCTOSIHHIT CHCTeMpr M—X—_X
_Ha 3(1)(1)'el\'yy}{x,ocn;~ o6pazoBaung uouon.'Ban.»_lM(_)O,_E.AH..

P
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16 B1059. = HccaenoBaHue raJioreHHiOB LIEJOYHBIX Me-
annop B YAApHLIX Tpybax. "M a . att t
Tiock tube studies. (Alkali Halide Vapors. Struct., Spectra
and React. Dyn.» New. York e. a., 1979, 380—413 (amur.a.)
Owwwﬂ%‘ww
(M=atom ue/1. MeTallla, X— aToM raJ’oren ) B ynaap-
HHIX TpyGax. Omicana 3KCIEpHM. METOMNKA, BKJIOUIOLIas
ucnapenne uyactny MX 3a ¢dpoutom yaapHOit BOJHEI, Ie-

onpejeieHHe KHHCTHKH NosiBienus nonos M+ mo crekrpay
; _ cBOGOANO-CBSI3aHHOTO TEPEXONO0B 3JEKTPOHOB B MOJC HO-
/ Z 9, ,)y/,f( JnoB M+ 1 nonos X~ Mo crexTpaM ¢oTooTIIenIeHH A SIeK-
j'rpona oT X—, ACTEKTHPOBAHHY TOsBjeHHs HeiiTp. aTOMOD

‘M no cnexrpaM mOrJOWCHHST 1 (B Hek-pHIX CAYy4asnx)
ncnyckanus, - OtMeyaercs, YT0 B 3aBHCHMOCTII OT paccTos-
IS Mepeccyelysi MOMHOTO I KOBAJIGHTHOrQ TepMma Modc

&I 4 aF TeKTHPOBaHHe ra30Boit KommoHenTs! MX Mo moOrJoweHiio,

Kyasl MX, k-poe AJsi Pa3/JHUHLIX Tap M+X BappHpYET OT °

11,7 ar. en (ans Li+J) _no 97 ar. en (and Cs+Cl)

2SI NS E



"OCHOBHLIMH npoaykTamu ANCCOUHAUNIT MOTYT GMTH anGo
HOHBI, TGO HeiiTp. aTtowmubl. Inapo6ro o6eyxkaaiores 3KC-
NEPHM. naHubie mo cmektpam noraowenust coaeit Cs n no
CCHCHHAM (oTooTIen en s SJekTponos or F-, Cl-, Br-,
J Och)szarq'rcsr TaKKe pesyabTaTH Ni3Mepeniit konerant
CKQpocCTeii ‘BTOp. npoueccon €’ yuactueym Honos X-—: crosk-
HOBHTeJIbHOE oTieneHIe SJCKTPOHA A1 Pas3JHuUHBLIX aTo-
MOB 1t MoJekyJd, a Takike aCCOUNATIBHOC OTILENMIeH e, co-

,npononmaromee_D-unu_uona,,Et.__5116.'1.,_50. E. E. Huknriu ,

R
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: 17 B1207.  XemuaioMHHeCUEHIMs B ra3odasubix .peak-
2. Cy 0 HAX WENOYHBIX METAJIOB H TaNOHICOAEPKAIHX COEeIH-
lg(‘~/' ‘{liﬁ”/‘éucnuﬁ. McFadden David L. Chemiluminescence in :
wlpf « gas phase alkali halide systems. «Alkali Halide Vapors,
v Struct.,, Spectra and React. Dyn.» New York e. a., 1979,
P 361—388 (amra.)

26‘/‘9?0257“/ O630p._ PaccMOTpenbl C/lefl. BOMPOCH: 3JEKTPOHHOE K
KOTCO? ! CKICHHe B D-UHMAX LUeN. METaloB ¢
MOJICKY/1aMH__Ta/oreHoB  (OAHH M3~ HaHGOJee H3YUEHHRIX
CyYaeB XeMIHJIOMHHECUERLUHH), p-UMH ILIeJ. METadloB ¢
»HCODPT. M Opr. raJIOrGHCOAEPKAIUHMH COeAHheHHSMH, B TOM
{UHCIC B MpHCYTCTBHH TPeThix wactiu, Hanp., Oi N2O,
,CO, ankausl, Hy, Nj, uau ap. raJjloreHcofepKalux COemu-
yHenuit. [Toguepkupaercs, 4TO H3yuyenne RaHHLIX P-UH#, 0CO-
0OeHHO MeToZOM MOJCK. TYYKOB, naer BaXXHyi0 H LEHHYIO
KHHETHY,, CNEKTPOCKOMHY. H  TepMOXHM. HH(OPMALHIO,
Bu6n. 120. . o P. B.

A98 v ¥ |
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16 51063. Me)xmonexy.nupnue-—norenuuanu—u-npouec- )

cbl_ofMena-3HePrHil. MeXAY . FajioreHHAaMit _LefIoUHbIX_Me- |
-127N0B.-H--ApyTuMI. Tasamn,_ Wharton L. Intermolecu-
lar potentials and energy exchange . processes between
alkali halides and other gases. «Alkali Halide Vapors.
-Struct,, Spectra and React. Dyn.» New York e a,
1979, 255—273 (aurai). -

OG3opHast CTaThsi MO HCCCOPANHIO YNPYroro H Heynpy-
‘TOr0 paccesiHust monekyn MX (M —aroM ules. Merania,
X — aToM rTaJjorena) Ha artoMax H monexynax. OGCyx-
Zal0Tesi SKCMEPHMEHTH MO PACCCHMIO MYydKOD MX wua He-
noaspuuix (1), MOAAPHBIX (1) u KBaIpYNOJbHHX (1)
MileHsiX, V3MepeHis SHepreTHdy. 3aBHCHMOCTH NoJHOro

.coueHHs H OCHHAASIL. 3aBHCHMOCTH AudQepenuHalbioro

.ceyennst aas 1 gaioT HHPOPMAUHIO O nanbHOAefiCTBYOMLEiT
acTH ToTeHmHana M TAyGHie MOTEHUHAJBHON SIMBI, 3 H3-

‘MepeHHs _ceueHHil pacCesHita TONSAPH30BANIBIX  MOJEKYT



MX TO03BOJIIIOT ONMpe/leTHTh NapaMeTphl aHH30TPONHH AaJb-
HoleiicTBYioweil, a HHOTAa KOPOTKOAEiiCTBYouIeit yacreit

noTeHuHana. I'lpoueccu C YydacTHeM IT paccMaTpHBaloTCA -

B CBSI3H C BJHSIHHEM MHIOJb-AHIOJBHOTO B3aHMOACHCTBHA
W ero ycpemueHmst MPH PasJHuHBIX T-paX -CTaJKHBAIOUIMXCS
‘MoJeky.. JIMHaMuKa cToAKHOBennit na miwensx II-o6eyx-
naeTcs oueHb KpaTko. st psima mMosekya MX obey»xaaioT-
sl pe3yabTaThl SKCIEPHMEHTOB MO H3MEPEHHAM Heympyriux
CeyeHHil TPOLECCOB, OTBEYAKOUIHX BpallaTeJbHOMY H KoJje-

GaTeNbHOMY BO30YXKICHHIO ‘MX. Bu6a. 53. E. E. Hukurin
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92: 1016647z Revenancee 2amnn and ultraviolet ahsorption
spectra of the tr.iodide jon produced by altali jodide-iodine
argon matrix rénetions. Andr Cdester; Prochuska, Eleanor
5. Loewenschuss, Aharon™  (Chom. Dep., Univ. Virginia,

Charlottesville, VA 22001 USA). Inory. Chem, 1980, 19(2), -
463- 5 (Kog). Matrix veactions of altali iodide and 1 mols. were
performed to produce the M+l spécics Tor spectroscopic
comparison to teiiodide ion soln. data, Strong UV g isorplions at

/ 287 and 350 i ind astrong resonance Raman fundamentul gt
. 18 & 1 em! with § overtones are in excellent agreement with
(4 previous soln, spectru. The salt- mol. reaction teelmique

produces new M+ Xy species, which are clearly representative of
the polyhalide ion ilself,

Y. /.:d,wc'?'z ;

o F 7S ‘@/j Z4
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/ Y4: 740467 Laser Raman matrix isolation spectroscopy.
Andrews, Lester  (Chem. Dep., Univ. Virginin, Charlottesville,
VA 22901 USA). C. R. - Conf. Int. Spectrosc. Raman, 7th 1950,
160-1 (Eng). Edited by Murphy, W. I, NRCC: Ottawa, Can.
/&5{[’ 4clzz/ Laser-Raman matrix—isolation spectroscopy is described, and
examples of alkali dihalide resonance Raman speetra and alkali |

VZ;/V/QZ/?’”T %%3’31’221 e use of laser.
Yeaisser. ,
15 ‘4771%’/4&/ﬂ/j

also described.

@ /./_{’//,//zy///”
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f 94: 71936m Study of dipolc-dz'polc van der Waalg inte
in alkalj halides, Chnturvcdi, B. R; Tiwari, M, M.;
R.p. (1 ep. Chem., Uniy, Allnhabud, Al!ahnbnd, India) Natl,
Acad. Sei. Lett, (India) 1980, 3(4), 111-14 (Ing i

? VAN der Waals consts, and interaction encrgies of alkal; metal

/Zﬂ emp._tlfzé/q’lmhdos were caled., by using it { e 2
of van dor Waals consts, are somewhat larger compared to the
ﬂﬂ/z/f -?5"7411/(’, other caled, data. It js claimed that the present values are more

raction

dccurate than previous valyes,

Z5cuys ';9/ .
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10 B331. A deKTHBHblE HOHHble ghnu% chl meﬁoqll?x
H ranoreHHaAHbIX HoHoB, Pauling By Linus. Soft-

[7¥o

sphere jonic radii for alkali and halogenide ions. «J. Chem.

c. Dalton Trans.», 1980, Ne 4, 645 (anra.) ,
IMpennoxennasn panee (Holbrook J. B. u xp., «J. Chem.

‘Soc. Dalton Trans.», 1978, 1631) cucreMa 3ddeKTHBHbIX '
"HOHHHIX Ea;mycon (9UP) ocHoBaHnas na yp-uun dh=

=Mk-L-Xk, rne d — mexxaToMHOe paccrosiHue, M ny X —

'DHUP  .KkaTHOHa M aHHOHa, k—5/3, u obecneynparmouias |

AL

‘cpefH. Aas 17 CTPYKTYp TasioreHHAOB MIed.  MeTaslioB

pacxoxnenne (Ad) Mexny d (m3m.) u d-(swu.) B 0,0024 A,

KPHTHKYCTCA aBTOPOM, KaK He HMelowasi ¢H3. CMHCIa (Bce

4 nona X MeHblle H303JIEKTPOHHHX M) M Teop. o6ocHopa-

uun (B CsF paccrosne Cs—Cs 4,27 A na 20% wenbwe

yasoennoro pammyca Cs*: 2X2,676 A). Cucrema dUP y :

"KPHCTAJIJIOXHM. HOHHBIX pafmycoB (KHP), npennomennag -

ey /4747

aBTOpoM B 1928 ., HMeeT pasymHoe Teop. 060CHOBaHHe,

Xora KHP n npaior ans wen. rasorennnos Ad=0,065 A,
“OJHAaKO Y4eT JBOHHOrO OTTAaJKHBAaHHA B cHCTeMe DUP npu- ¢
‘BOAHT K Ad=0,0011 A — JYHWCEMY 3HAYEHHIO, YeM B CHCTe- |

me Xoabpyka. II. A. Canmomupexnit
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193: 13397¢ An alternative derivation of the simple relation

between melting point and interionic distance of alkali

halides. Kanno, Hitoshi (Meisei Univ., Tokyo, Japan). Res.

Bull. Meisei Univ., Phys. Sci. Eng. 1980, 16, 47-51 (Eng).

By using a simplified from of the Gibbs free energy, an:

alternative method is given_ for the derivation of this simple

. relation. The Lindemann criterion for melting is the key to the

/17" 4 ﬁ validity of the relation. .

/ N

| @
CA /1950 93 ~f
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{ 3B78. OTHOCHTEJNbHO 3HEPTHH CBSI3H, JHEPrHH JMCCO-

Zé&dﬁwaMK/m"au"" H CPOACTBA K 3JIEKTPOHY  MOJICKYJ TraJjJoreHHaos
7

7

£/ MV":////”/

90/’ /e/'

YOVE/ 2 4CH

WEJOYHBIX METAJJIOB, PACCUHTAHHBLIX C 000GUEHHBIM map+
el forennnaiom, Pandey J. D, Pandey R. P.
On generalised pair potential-binding energy, dissocia-
tion energy and electron afiinity of alkali halide mole-
cules. «J. Indian Chem. Soc.», 1980, 57, Ne 7, 722—723
(aura.) S
Hccaenonana mpHMEHIIMOCTb OCOGUICHHONO MAPHOrO mo-
teHunata Byaxoka ' U(R)=AR-™exp[—B(R"—1)]—R-!
(R — Mexbanepuoe paccrosnne, A, B, m, n—mapawer-
pBl) A7 annpoKCHMalHH IOTCHUHAJBHBIX KPHBLIX Taso:
TeHHJIOB LeJ. MeTaJsoB. Mcenoas3yst oGblulible YCJIOBHS Ha
MOTCHUHAJIBHYI0 (YHKUHIO B TOUKE MHHIMYMa, MOJyueHHI
sIBHBIE BbIpaxKeHHsT ;s 3ueprun cpasn Di=—U(R,)
sueprun auccounawnn De=E—I[4-D; npyxaToMHuoit Moue-
KyJabl, rae E —CpoicTBO K 3JIGKTPOHY aToOMa. raJjiorena,
a [ —noTeHuHaJ HOHH3ALHI aToMa e, Meraana. Haii-
JCHO, YTO pacXOXKJACHHE MCXKAY BBIUHCJ. 3naueHusaMu Dj
H COOTB-UUIMI, 3KCNCPHM. JauHbiMH <<7,9% aas Bceit
COBOKYMHOCTH MOJICKYJl TaJOreHIA0B ILicJ. MeTasioB. Ilo-

rpeliHocTh NpH BocnpoussedeHmn D, cocrabasier 13,8%.

o s e e s : A. B. Hemyxuu
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P AL CEACLEG L 7220
\ 8/1839. XeMHMOMHHECUCHUHS TrajOreHHAOB ILIETOUHHIX
\uerannon- HccaenoBanue (GUIYKTYalHOHHBIX moJoc B pe-
gkumuax aromoB Li, Na, K u Cl, Br, J. Alkali-halide che-
!miluminescence: studies on the fluctuation bands . from,
some alkali (Li, Na, K)-halogen (Cl, Br, J)-reactions.:
"Roeder M. «Z. Naturforsch.», 1980, A35 N°9 955—'
959 (anrm.) .
B/o6nacru 420—740 HM MOJYYCHBI CHCKTPHI xe\mmoml-
CHIH TaJIOTCHHAOB lICJOYHLIX METa/NIOB, oGpasyio-
mﬁcn NpH paccesiHHH NMyYykoB aToMoB M (M Li, Na u
) Ha rasoBbix Mumensx X(X.=Clg, Bry 1 J,). .U,asne-
HHe MNapoB TraJOTCHOB B 30HE peaKuUlil BapbHPOBaIOCh
+ B npenenax (0,1—10-10-3 MM pt. cr.). B pesyabrate
CpaBHEHHS - MIOJYYEHHBIX CICKTPOB CO CNEKTPOCKOMHY. Hi-|
dopMauHeil O rajorenijax UICJOYHBIX METaJJIOB, HaKOMN-'
JICHHO/l K HACTOSILICMY BPEeMCHH, YHaJoCh 3aperiiCTpipo-
BAaTh XCMHJIOMHHCCLUCHIUIIO H xmexmupnuuponarb nonocu
COOTBCTCTRYIONULIC QC'H\uHﬂ\l Mot Xo—>MX*+MX B
BCeX cayyasx, Kpome M= X=Cl, Br, J. CnexkTpul xmen-
THOHUHPOBAHH B paMKax MOAeJlll angay—3eHepa. Pe-
3y/ibTaThl PaGOTH XOPOIIO COIVIACYIOTCSl € JAHHBIMH, IO-,
JIYUEHHBIMH ISl TaJIOFCHHAOB MLICIOYHHIX METaJJIOB pas-
_ TMYHLIMH _CNICKTPOCKONIY. _MeToaaMu. Bu6n. 24. = VL . T.




Wfeuesitbte 2aecozepi iy 2

B1003. XemunomuHecueHuss - npx  B3aHMOLCHCTBIIE 7

eJOYHLIX MeTaJIoB € rajorenami. HMayuenmne aykrya-

OHHBIX NONOC NP HEKOTOPBLIX “PEaKUHX UeAOYHBIX Me-
Fanaoe (Li, Na, K) c ranorenamu (Cl, Br, J). Roe--

der M. Alkali-halide chemiluminescence:: studics on the
fluctuation bands from some alkali (Li, Na, K)-halogen . -
;/MM (Cl, Br, I)-rcactions. «Z. Naturforsch.», 1980, A35, No 9, -
- “ 955-~959 (anra.) : ]

2477 ¢  H3yucunl cnextpul xeumoMumuccuenuin (Xa), Bo3unka-
A CLLLAEG oy, erpn xosn . Mot Koo MK MX, (M=K,
Na; X=Cl, Br, J, MX*) aneKkTponto-po3bycicHnas Move-

KyJa o). CHeKTpLr Xa HaG1104as1HCh NPH TIPONYCKaniy
nyuyKka aTOMOB MCTAJNIOB 4CPC3 ra3 NpH aaBi. OT 10—4% ay .
(pe:xHM OJHOKPATHBLIX cTOJKHOBeHitt) 10=2 MM U pericr- .

PHPOBAJHCH € TIOMOILBIO 1-METPOBOrO CKaHHPYIOUCTO MOHO-

xpomatopa. OGnapyxeHo, uTO <«(JyKTyal.» ToJdochH Xi
Mosekyst MX HMEIOT PasJuHbIC MaKCHMYMBl HHTCHCHBEO-
e _500nv_nas KCl, 470 v pws KBr, it 520 um aas KJ.

VRALe



OTMeUeHO, YTO HHTEHCHBHOCTb MOJIOC XJ 1, CeL0BATC/bHO,
obuwee uicao HaGaI0AACMBIX NOJOC BO3PacCTaeT C YBEJAHUE- .

HHCM MOJI. Beca Haayualouieit Monekyaul. HaGmonasnocsh 63
nonocut aqaa KCl, 53 pas KBr u 43 nas KJ. Ykasauo, uto |
p-unn atomoB Na ¢ J, u Li ¢ Clp, Bro u Jo He pawoT cy- .

wecroennoit Mosek. Xa. TNoayuennsie pesysbTaThl paceMoTs !
pensl B pamkax dopmaausma JlaHgay — 3uuepa st Mo- '
Jenn rapnynupobanus. ITokasano, u4ro 3Ta Mojenb NO3B0-

JsieT 0ObSCHHTL yOuiBanne untencusnoctn Xa B paay KCl,

KBr, KJ, NaCl, NaBr, u ec orcyrctsie gas NaJ u p-umii

C yuacTHCM JIHTHS.

fam
v 2—

. C. I'. Yecxue .
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“93: 101776h  Electronic polarizabilities, ionic radii, and

repulsive potential parameters for diatomic alkali halide

molecules.  Shanker, Jai;  Agrawal, H. B. (Dep. Phys., Agra

Coll., Agra, 282002 India). Can. J. Phys.. 1980, 5S5(7), 950-6

(Eng). The electronic polarizabilities of diat..alkali halide mols.

/ caled. by using the Seitz-Ruffa energy level anal. agree closely

/Zﬁ/&:ﬂ//'{&)’, with those recently estd. by P. Brumer and M. Karplus (1973) by

utilizing the exchange perturbation theory. . A test of the

/’ﬂl// polarizabilities is presented by caleg. the mol. properties like

. dipole moments. Tonic radii for alkali and halogen ions

appmpriate to diat. mols. are detd. by using the relation between

size and effective nuclear charges. The radii thus evaluated are

nearly additive and reproduce the internuclear: distances within

about =0.10 A for all the alkali halide mols. except for RbIF and

CsF. An anal. of interaction energies in alkali halide mols. is

presented by adopting 2 potential forms for the repulsive: energy

showing,! resp., the inverse power dependence and exponential

dependence on internuclear distance. The additivity of repulsive

/} (/07 /fjﬂ potential parameters is discussed in the light of recent investigation,

ceve °  The results for the mol. consts. obtained from the exponential

f)” /ﬂ form are, in much better agreement with- expt. than those estd.
T= from the'inverse power form.__- A SR

~
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1 [1213.  3daextponnme NOJNIIPH3YEMOCTH, HOHHbIe pa-
AHYCBl M MapaMeTPH OTTANKHBATCABbHBIX NIOTEHUHANOB nJI5
FaJIOrCHHAOB WENOYHNX MeTauuos, Electronic polarizabi-
lities, ionic radii, and repulsive potential parameters for

¥ diatomic alkali halide molecules. Sha nker Jai, Agra-
fwal H. B. ¢Can..J. Phys.», 1980, 58, N 7, 950—956
\ (aurs; pes. ¢ppaunm.)

NOMOLIBIO aHa/H3A SHepreThy, YpoBHeil HOHOB Mero.
aom 3efitua—Pydda PAacCUlTaHH  sneKTpouHme noJs-
pusyemoctit (3I1) HonoB B ABYXaToMHLIX UICJI0YHO-TaoH -
HHX Mogdekynax.” Ilokasano, wuro 2IT menoynmx HOHOB
Gosbiue, a TaJIOHAHBIX HOHOB MeHplie COOTBCTCTBY!OM 11X
BHAYCHINT IJIA HONOB B CBOGOAHOM cocTosuH. Henombaopa-
e nopux JIT u Bapualm. Meropa Cnarepa—KupxsyAa
CyLICCTBCHHO YBCJHYHBACT  3HAYCHye BaH-/lep-Baajbcopa
AHNOJL-IHIONILHOMO B3aHMOMCHicTBHY 1o CPaBHEHHIO C B

UHC/ICHHCM "3TONl  BeJHYHHH N0 d-je Jlonpona, dror pe-
—e e SO e N P




3yJbTaT HAaXOJHTCA B COOTBCTCTB}-lH C pAaaoM HCCJIeIOBAHHH
111CJIOYHO-TaJJOHAHBIX KpHCTAJJIOB. B KxauectBe IIPOBCPKH

. npammbnocm MOJYYEHHBIX
MOJBHBIX MOMEHTOB sl BC

)3 paccuHTaHH 3Ha4yeHHsA JH-
oX__1I1eJI0UHO-T QJIOHIHHX MoOJie-

xyJ. Jloayuenusle BEJHUHIB' XOPOLIO corzacyloTcs ¢ pe-

_;3YNLTATAMH 3KCNICPHMCHTOB.
“ nocTosuiibe (0eXe H ) H

PaccuuTaHBl  CNEKTPOCKOMHY. .

3HEepruy CBsA3H B npeAacranJie-

HHH OTTaJKHBATEJIbHOTO MOTEHIaMa B 3KCMOHCHIL (I)OpMe
/ﬂl B BHJE pasnox{cmm no OﬁpaTHbIM cTencHAM MeXXbsaep-

HOrO paCCTOAHHA. DKCNOH
Gosee y}lOB.’ICTBOpHTeﬂbHHM.

CHIL. NpencTaBJenne Haiizeno
Ilnst LeOUHBIX H TajoHHbX

HONOB OTAEJbLHO paccqu'ranu BeJIHYHHB HOHHHX paauycos.

C Ttounoctbio =+0,10 A HX

cymMma Jaer BeJHUHHY MCHKb-

silepHOro Uit BCEX MOJEKYJ 33 nckmoucHneM RbF K CsF.

- bubn. 44.

A. B. Toabuos’
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ATOMHBLIX MOJEKYJa  TaJoreHHjaos . WEeJOYHLIX METanou,
Shanker Jai, AgrawaT H. B. Eleclronic polariza<—
bilitics, ionic radii, and repulsive potential  parameters
for diatomic alkali halide molecules.  «Can. J. Phys.»,
1980, £8, Ne 7, 950—956 (anura.) -

B pamkax Merona 3eiitna—Pada paccuntansl 37eKT-’
potlisie moaspu3yeMocTH (@) HOHOB Imed. Mertamnon (M)
1 ragorenos (X) B ABYXaTOMIBIX MOJISKYJAaX Fajorelugon
H[e 1. METas10B. Pe3yJbTaThl pacueTa COMOCTaBJATCA ¢o
3MAUCHHAMI @a H X, NOJYYCHHBIMI € HCIOJbL30BaHHeM
TCOpHII BO3MYylcniil. BLIUHCJICHHBEIC Ha oClOBE oy H ox
3HavelHsl AHNOALHBIX MOMCHTOB MOJeKY.a (Max) ropasao
JIyULIE COrJacyloics € 3KCHEPHM. BOMIUHHAMI, YCM [y x,
paccunHTannbpie B HPHOJIZKCHHH TOYCUNLIX HOHOB MAH B
pamxax moaeair Purriepa. OueHeHel Banl-iep-BaaabCoOBCKife

numoab-nunoasuuie aueprit (Wag) Mosekyn ¢ mcnoabso-

BAHICM HHTEDHOJSLL. CXCMLIL OCHOBAHIOM 1a BapHal. mpi-
ke Caciitepa—Kupxsysa. 3navenns Wyq okasa-

. micb mo aGc. peJsiiulHe 3MAYHTEJLHO" Gosblue, ueM paccui-

TanHble paHee no (-Je Jlom}oua. Onst ouenku BKJaagom
OTTAJKHBATE/LIOr0 B3AHMOACHCTBHA 1CMIO/IB30BAMNCh e




MOJCL nm‘euuua.ﬂa——B(r) =Aexp(—T/0) (h uw B(N=

=A,r-m (1) [IpiBeACHB! 3HaueHHs ro, CHAOBBLIX OCTOAH-
jus kW M pacCUNTAHHEIX napaMerpoB noTeHHaioB P H
n. Beautbl suepruit cBA3M, aurapmommuou'reix 1 nocTo-
{STHHDIX uoneGaTenbuo-npaluaTc.nbnoro B3aHMOJeHCTBHA, Bbl
apcacnusie € HCIONBL30BAHICM (1), ayuuwe coraacylorest €
sKcrepnM. AauHbIMIL. “Besuunbt  HailACHHBIX HOHHBIX pa-
iycoB (rx) (s Ay Liv=— 0,485, Na+ — 0,787, K+ —
1,133, Rbt — 1,272, Cst — 1,455, F~— 1,139, ClIm — 1,534,
Br- — 1,673, 3~ — 1,860. Orieuaetcst, 4TO cyMmbl 7447
8 mpeaeaax 0,10 A coraacylorcst € sKCnepHM. MEAKDBALCD:
{BIMH paccTosIHAMH B MoJsieKyaax (3a HCKJTIOUeHIEM RbF
st CsF, rae pasunud cocTasJser 0,2—0,3 A). YkasniBactcd,
4qTO TapaMeTphl noTenuiana oTTaJIKHBAHN NOZUIHSIIOTCS
HPaBIAY aJANTHBHOCTH, T €. p=0++0- B n=ns+n_ (co-
Taacio mpasitry [Maynuira ny=n-). [Mpuseactbl 3nauenns
P4 O— nelnd i gl M;_KPBG}



2
/[/ CclZ Ll 7 19356, Teopisi MEBHOHHLIX CHAI B MOJIeKyaax rao-
) o ,)rcmmon wenounbix Metantos, Shanker Jai, Agra-
2 et ZEf f&f'[’, val H. B, Agrawal G. G. Theory of m_tenomc forces

in alkali halide molecules. «J. Chem. Phys.», 1980, 73,
Ne 8, 4056—4060 (anru.) .
C ncnonb3oBanies mapHoro motenmiana b3aiMoeficTais
Putiepa paccuntanm napaverpm  cp ¢ HHjT
MOJIEKYJT TaJOreIZIOB Wedl, METanos. HMcelenosane oy,
' (elld.s /4, T KYIOHOBCKOTO BKAARA B HoTenmman Putiepa wa no-
VECLLLC/TET  papuayesoct HOHOB, COCTABASIOUIX MoAeKyy. - [Tonsipy-

T 3YEMOCTH H30JIHPOBaHHEIX HOHOB, HCIIOJIb30BABUINHECS Dajjee.
Ly /—?//i}[/l;’ Byj\zo,aenu Pumeppa, 3AMCHCHLI 'HAa BKJAabl OT MoJjex, ﬁiﬁ?ﬁ
/ pusyemocreir. Paccuntaumt SHEPTHN  1abHOARIHCTBYIOmerg
(7.;; Py o {7 7 B3aHMOMEICTBHA MO (-ne Cneurepa—Knpryﬂa. Briuncge-
e 24 Z L/ “7 uu SHCPTHH CBSI3H, NHMOJBHBLIC MOMEHTLI I CNEeKTPOCKonyy,
nocTosnHble Mt 20 TanoreHngoB uje. MeTaJlJIoB..

e A B. Hewyum
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3: 225985v Theory of interionic forces in alkali halide
molecules. Shanker, Jai; Agrawal, H. B,; Acrawal, G. G. (Dep.
. Phys., Agra Coll,, Agra, 282002 India). J. Chem. Phys. 1980,
73(8), 4056-60 (Eng). A modificd treatment of the interionic
forces for alkali halide mols. is presented within the framework
of E. S. Rittner's (1951) model. The electronic polarizabilities of
ions in the mol. state are caled. using an energy level anal. The
frce ion polarizabilities of jons in the mol. state are caled. using
an encrgy level anal.  The free ion polarizabilities used in
e Rittner's model are replaced by the mol. state polarizabilities.
y[/, V/ vg The contributions arising from the van der Waals interactions
/ and the mutual polarization of ions are recaled. Values of the
dipole moment, the binding encrgy, and the rotational and
vibrational consts. are estd. for twenty alkali halides using two
alternative potential form for the repulsion cnergy. The results

are discussed in the light of exptl. data. -~ _ -

E 7 78 F 0 23, peltf




lifecco e AFEL.
Y. Yuarigin

ezl y &AL
4: 23762¢ Mass spectrometry and vaporization of sodium,
tassium and co_ppcr(l) cyanides and the sodium cyanide=
otassium cyanide system. Skudlarski, Krzysztof; Miller,

433-44 (Eng). Na and K cyanides sublime without decompn. in

the form of monomers and dimers, in the range of temps. ~100

K below their m.ps., similarly to the alkali metal halides. The

degree of polymn. of the vapors for both groups of compds.

. increases for a given anion with decreasing cation radius. In the
Al E — mass spectra of the alkali metal halides and cyanides, ions M+,
MX+, MaX+, and MaXa* (where_X_= halogen_atomor CN, M =

5/&6[4/'%[1.62'[//‘.(" alkali=met

al atom) were found. The KCN/NaCN system

vaporizes mainly as KCN(g) at™770 K over almost the entire
compn. range. Further, NaCN, Naz(CN)z, K2(CN)2 and NaK(CN)z
mols. were also present in the vapors. At 770 K the solid soln.

exhibits properties of.a regular soln. with a pos. deviation from
Raoult's law for the components. The decompn. process with ;

Miroslaw (Inst. Inorg. Chem. Metall. Rare Elem., Tech. Univ. .
Wroclaw, Wroclaw, Pol.). Adv. Mass Spectrom. 1980, 8A, .

liberation of gascous cyanogen as well as metallic copper is basic -
the Cu(l) cyanide system at 570-740 K. - The degree of.

in

polymn. for
/f’ ,/jj/ CuCN/KCN system vaporizes mostly as KCN(g) and K2(CN)2(g).
¢ 7 The decompn. rate of CuCN in its alloy with KCN is considerably
“smaller than that for the puresalt. -~~~ J

gy v~

CuCN vapors is >1 for the Cu halides. The
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f 96: 74936p Statistical theory and ionic model for alkali
metal halide molecules. Baba, A. (Inst. Theor. Phys., Kossuth
Lajos Univ.,, H-4010 Debrecen, Hung.). Acta Phys. .Chim,
Debrecina 1981, 23, 23-37 . (Eng). For caleg. the equil.-
internuclear distances (R) and dissocn. energies (D) of the MX
mols. [M = Li, Na, K, Rb, Cs;’X = F, Cl, Br, 1], a model is giveni
in which are used (a) the interionic potential given by P,
Gombas (1934-5, 1949); and (b) various types of available
1-electron wave functions for obtaining the electron densities (p)-
of the M+ and X- ions. It is assumed that no rearrangement or'
distortion of p of the sepd. ions occurs when the ions are brought -
together. The caled. R and D values agree satisfactorily with the:
existing exptl. data. The values of the Jiamagnelic susceptibilities'
and polarizabilities of the M* and X- ions caled. with model
agreed with the available exptl. values. )

Loy pacien @

C.A. B8R, 96, wio.



g

472/

/98]

,24}1146. Hayuyenne MOJEKYJA TraforeHHi0B MleJ0UHLIX,
Ta/J0B HA OCHOBE CTATHCTHUCCKOGI “TCOPHM K HONHOMN.
oaeni, Statistical theorx and ionic model for alkali ha-:
lide molecules, Bdba A. «Acta Univ., Debrecen,  Ser.
phys. et chim.», 1980 (1981), 23, N2 1, 23—37 . (aura.;
pes. BeHr., pyc.) . .
- ‘Hayuena npocras Mofenb, C NOMOWILI KOTOPOil BLIUHCe
JIAI0TCA PABHOBCCHOE _PACCTORHMC SIACP H SHepris AIICCO-

/ée ; 9 LUHALMH_MOJICKYM Ta/OreHHAO0B UIENOYHEX MeTaiion, Pac-
/ 0 J U_ Mxpeneﬂemm NJOTHOC OHOB HOHOB™ BLUNCICHLI H3

paonn.

do /982, /5,

BOZIH. ¢-LHIi, MOCTPOCHHKWX B BHAC OnpeaeinTteeft 33 0AHO-
SMEKTPOHHHX BOJH. ¢-uuit. Pacyerw nposeacuit ¢ Io-
Mowblo BonH. ¢-unit tena Castepa (S), Auryca (SA),
Bapuca (SB), n Knementn—Poertn (CR), a Takwxe BOXO-
ponononoGuux o-uuii_tuna Bapuca (HB). = Peswome

O
a



y w ZP L7
/q&lﬂ w‘é"":g 18 B52.  TloTeHunanbHble MOBEPXHOCTH HMOHHBIX ~COCTO-
2.9 . 2 220,000 S MXo. (M — wenounoii merann, X — ranoren). Bo-.
Cl:cozetit ¢/'pounn A. M, Omepos B. U, Moaysnos J. B.
. «Teop. u skcnepuM. xumus», 1981, 17, Ne 2, 241—246°
OGcysieHa OCHOBAHHAS HAa MeTOJAE JBYXaTOMHHX (par-'
MCHTOB B MOJIGKYJ1aX TIpOLeAypa NOCTPOCHHS TOBEPXHO-
creit motenuHasbhoit  sueéprun  (III1D) noHHBIX cHeTem '
M+X,~, rne M —aTtom men., Meranna, X —aTtoM raJgo-'
rena. Ilpn 3amaunn mnaGopa Amnoroaromxbrx 6a3NCHHIX

Mt it ; 247 MX €HBl BOJ

) v f 7o D-LHIT COCTOSHHI CHMMETDHH 2 YUTEHb HOBHIE
Mzg/(‘y‘(‘?"’u'(p-wm M+ (8" cocrosunu 1S), X(2P) n X—(!S), uro npu--
, - BOAHT K BEKOBOil 3ajgaue 4-ro mopsaka. Has anaantiuw.’
mfe Ertr BLIYHCJIEHHS COGCTBEHHHIX 3HAYCHHIT NPIMEHEH MCTOX KBa-

L 3HAHATOHAJN3AUNN SHCPreTHY. MATPHUL. Bhnucanm sB-:
7274 ‘24 Hble BBIPaXKCHHA 175 3Hepriit sonuslx IT[1D uyepes snepruu’

fé"ﬁf![ﬂ .&;» JIBYXaTOMHBIX COCTaBJSIOIHX ¢parMenton. i cucTeMHl
* LiF; npoBsemenn! YHCTEHHBIE pacyeTH HEK-PHIX CCYEHHIT

III1D. 3amicansl HEPAaBEHCTBA,  K-PHIM  YAOBJETBODPSIOT

sHeprun Bcex 4 cocrosuuit LiF,. Ormeueno, uyro cayuam'
TceBJoNepeceyeHist OTCYTCTBYIOT, IToKasaHo, YTO HCMNOJb-,

3opanne (CHOMEHONOTHY. TEPMOB B NPHONHIKCHHH «CYMMBL'

TapHbLIX B3aHMOMENCTBHI C MNEPCKJIOYCHHEMY»: TPHBOAHT,

%y //;/ /y' /g Booflle  roBoOps, X Heﬂﬂllé)KHb[.\i pea{g?rgtragéwfym“‘



MX, | 95/
M- wensiy .
waﬁﬂ /nSS: 13151m Potenticl surfaces of MX: ionic states (I =

lkali metal, X = halide). Voronin, A. I; Osherov, . I
Poluyanov, L. V ’

V. (Inst. Khim. Fiz., Chernogolovka, USSR).

‘Teor. Eksp. Khim. 1981, 17(2), 241-6 (Russ). Simple anal.

- Za / Wﬂ ‘equations of the 4th-order of approxn. were derived for calcg.
the poten s

‘ ] tial surfaces of ionic states of MXz. The ionic crosy
scctions o

f the potential surfaces of LiFz2 are discussed. The
results suggest stability of an isolated LiFz mol._

NoOMerY .
/WM

®
LAh.)58) IS N



Zg CLOCHELO Cle it g;z;{a{/iﬁ 1981

94: 183701n° Improved van der Waals potentiz)s for alkali
halide crystals. Boswarva, I. M.; Murthy, C. %. N, (Dep.
Phys., Univ. West Indies, Mona, Jamaica 7). oJ. Frys. Chem,
Solids 1981, 42(2); 109-13 (Eng). Improved values ¢! the van

M?wafgf; der Waals energy coeffs. are presented for 16 alkali metal halides
¢ ’ using the polarizabilitics of S. A. Jaswal and ‘T, P. Sharma (1973)
é.i’/é";?éf and 3 alternative values of the effective no. of electrons for euch
, ‘ ion. The statistical mgthod of calcg. interionic Qotqntiuls is used ;
"'3‘9&/@ to obtain the corrclation encrgy at small interionic sepns. and
) ~ - {he values are scaled to fit the van der Waals energy at large
sepn. The resultant correlation energy as a function of interionic

sepn. is fitted to both a cubic polynomial and a c¢r% analytic

form. The extent to which the van der Waals interactions are

. guenched by ionic overlap is derived and contrasted with the

~work 6f C. R A Caglew vy al, 1970), -

oA 198 gy, y2z2.
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‘96: 41307f An extonded interionic potential for-alkali
motal halides. Murti, Y. V. G. S; Selvarajan, T. V. (Dep.i
Phys., Indian Inst. Technol., Madras, 600 036 India). Phys.!
Status Solidi B 138}, 10}?(2{1’11?115-?}‘121 ‘(iEng). Alten;pnrageter‘
__ interionic potential for the ali halide crystals of rock-salt’
(_W Z/Léwﬂ structure was developed within the framework of the shell model:
" " for ionic crystals. The anal. form of the proposed short-range
HW M /nﬁﬂ’"interation potential is suggested by the coupled Drude oscillator
model for unlike ion pairs. The_four like ion parameters were
detd. by recourse to the Thomas-Fermi electron-gas model. The
g [,La,/l unlike ion repulsion parameters were fixed by the requirement of
consistency with the equil. lattice const. as well as with the
diclec. data as in the shell model. The resulting van der Waals
lly large for both cations and anions. The

= cocffs. are genera
/ M %D QQ/I/Z effect of input data on the constructed potentials was studied.

X -tanotetr. @&
0 h 1991, 96 N6




(Y ecpirrd omathie /98/
(anduiigre)

95: 121443s. Binding energy of diatomic molecules using
. /8creened Coulomb potential function. Puri, Usha (Dep.
. S. M. Coll., Bhagalpur, 812 001 India). Proc. Indian Natl.

Phys [
~.M.&LM Sci. Acad.,, Part A 1981, 47(2), 248-52 (Eng). A screened
Coulomb interaction potential function was used to study the

;La’/ﬂ @/Z / ) binding energy of twenty alkali halides and twelve heavy metal
halides. The results are compared with the exptl. values and

X — 2QALUFL gther theor. results, - e CXPH
(apuee i)

CA198), 25 w1y
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M — X 1 1165. IMoayaMnupuueckas NMOBEPXHOCTH NOTeH-
g_, } UHAJNbHOIT SHEPrHH IJsi PEeaKUHH aTOMOB  LIEJOYHBIX Me-
TAJJIOB € MOJeEKyJami rajoujpon., Scmiempirical potential

. ™ surfaces for the alkalihalogen molecule reactions. Zei-
’L{JMW ri Y, Shapiro. M. «J. Chem. Phys.», 1981, 75, Ne 3,
1170—1178 (amura.) e ;

ALL/NUS [TosysMIHDHYECKHM METOJOM BaJCHTHBHIX CXeM paccui-

TaHbl MOBEPXHOCTH moTenu. sucpring (III19) amas peakuwmit,

aToMOB L{CJIOUHBIX MeTranop_.Li,—Na, K, Rb—c_Moaeky-:

/y ~ Z(Z/wﬂﬁ JlaMH TanoifoB Fa, Clp, Brs, J,. Metox coctont ms cie-
AYIOUIX"3TAN0B.” B BEIOPAKIION —orpannuenioM 6asuce:

M/ (3mech paccmatpuBaiOTCSt OfMa KoBasenTHast M ABE HOH-.
W, U/} Hble CTPYKTYpLI) CTPOHTCS MaTpHuua raMuJbTONHaHa. 3a-|

eM B npuGmukennn MaJuliKena u Toweunoro 3apsaa AJs!

/ 9 5;2 KyJIOHOBCKOTO  B3aHMOACHCTBHSI PACCUNTHIBAIOTCA MATPHU- |

3 . HBIC 3JICMEHTBl B3anuMojeiicTBiusi, Cpefentiss 0 B3aHMOACH- |

y, g v / / CTBHH OCTOBOB NPH 3TOM H3BJICKAIOTCSl H3 CpaBHEHHsS pac-
;A N _CUNTAHHBLIX M IKCNCPHM. MOTCHL. KPHBBIX HIKHHX COCTOA-.

= T

[0 N YW P TW



miit ¢parmenrtoB. T. o6p., MCTOA OTJHUYAETCS OT H3BeCT- |
HOro B JIHTEpAType MeTOAa ABYXaTOMHBIX KOMIUICKCOB B!
MOJICKyJie' TeM, YTO B HEeM MCNOJbL3YIOTCS: CBEACHIs TOJb-|
KO O HIDKHHX cocrosmuax ¢parmentos. IIIID B acumnro-
THY. TpejeJax I03TOMY CXOXATCA K 3HAYCHUAM, OMpeic-:
JISICMBIM  KCIICPHM. BCJHYHHAMH MOTCHUHAJIOB  HOHH3ALHH!
_aTOMOB IIEJIOUHBIX METaJioB, CPOACTBOM: K 3JICKTPOHY

aTOMOB If MOJEKYJ TaJOHAOB, a TakiKe  H3BECTHBIMIL
OTEHI. KPHBHLIMI MOJIeKysn X H OTPHUAT. HOHOB Xp~.
Ias cucremnt Li—F, maiimeno xopoluee corjacie ¢ pe-!
'3yJbTaTaMi pacyera METONOM .BaJCHTHBIX CXeM C Yyue-
TOM GoJsbluoro umesna Xougurypamwuit. IIIID Beex pacco-
TPEHHLIX CHCTEM HMCIOT IMOTEHW. siMy 1t Gapbep BO BXOA-
HOM Kamajc (3a. MCKJIOUGHHEM CHCTeM, comepxaumx Fo):
B T-o6paanoit reomerpny. Koudurypauum kommiexca. Brr-'
coTa .Gapbepa OKa3LIBACTCS ~MUMIMAJBLHON B JHHCHHOI
TCOMCTPIIH. _ . A. A. 3emGexon

JAC
TRX
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8B158. . CsoficTBa ranoreHH10B LIENOYHBIX MeTaMI0B
B rasoo6pasuom cocrosnnu. Properties of alkali halides
in the gascous states. Hasan M. M,, Pathak A. N.,
Thakur K. P. «Indian J. Phys.», 1981, B55, Ne 3,
l'&g—194 (amra.) D) .
bluRCAeHsl SHeprun cBA3u (D;), smeprum_amcconmaumm
'(D.), monex. mocTosinHHe B, @, @Xe, 2e, D,, TOCTORH-
Hast UEHTPOOEKHOTO MCKaXKEHHS MOJIEKYJ TaJoreHHoB.
leJ1. MeTaJIOB. ABTOPH HCXOZHJH H3 MOJENH MEXKHOHHOrO
norenunana Tleamana Buma V(r)=e%r’+P'[rexp(—\'r) u
HCNIO/Ib30BAMH NMPOUEAYPY pacuera  MOJEK. NapaMeTpoB:
omicaniyio B pabore «Phil. Mag.», 1967, 16, 1299. Pe-.

;3YJIbTATHl pacyeTa CONOCTABJIEHBI C HMeEIOUIHMHCSH 3KCﬂCpHM.'

AaHHBIMH. —..__B. M. Kos6a

X. 1983 19w
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Janouptiye /o3

U etoti-ii=X -
LW.{ © 30139, BLIMHCACHHE MONEKYJASIPHBIX KOHCTAHT HEKOTO-
M PBIX JMMEPOB raJOreHHJ0B WIEJOYHLIX METAJJIOB METOXOM
KHHETHYCCKHX KoHcTant. Molecular constants of some
alkali metal halide dimers by kinetic constants method.’
ll\z’anivannan' G, Sengodan V, Srinivasa-
charya K. G. «Z. Naturforsch.», 1981, A36, Ne 9,
75—979 (aura.) )

" MeTOXOM KHHETHY. - KOHCTAHT BBIMHCJACHH _CHJIOBHIC_ M10-
W .{[, /) - CTOSIHHBIC, cpj_gmﬁlj.\mnurynu—xoneémmi’r,—-no.c'rommmé
KOPHOJHCOBA _B3aHMONCICTBAA_H_UCHTPOGeKHOr0 ~ HeKaxKe-
HHS 9 JHMEDOB _raJorcHHIOB LIEJOYHLIX METadJ0B THIA
- R s i —

| ® ., opluitteay)
% 1957 /8 N3
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-9 51085.  doTononMzaums u HoTONEKTPOHHAS CnexTpo-

‘CKONHsi MOHOMEPOB, AMMEDPOB M TPHMEPOB .- TaJOreHHIOB
‘enounbix mMerasnos. Photoionization and  photoelectron

spectroscopy of alkali halide monomers, dimers, and
tiimers. Berkowitz J, Batson C. H, Good-
man G. L. «Metal Bond. and Interact. High Temp. Syst.
Emphasis Alkali Metals. Symp. 181st Mcet. Amer. Chem.
Soc,, Atlanta, Ga, March 31 — Apr. 3, 19815, Washing-
ton, D. C., 1982, 275—299 (aura.) :

OGsop _sKcmepiM. H Teop. mccefoBaniit ¢$oTononnsan,

Tnpoueccos B MoHOMepaX, J(iMepaX M_TPUMEPAX Tamorem-
Z0B 1UEJ. MEeTaJljioB ._OGeysaeHsl pesyabraTh H3Mepe-
HIil{~(hoTozeRTpONIEIX cnektpos 1. Ilanhbe 3KCrepuM,

HCCCAOBAHNIT HHTCPNPCTHPOBAHEl HA OCHOBAHMK pesynbTa-
TOB DPAacyeTOB 3JMEKTPOHHOro cTpoeHnus I meroaami Xapr-
pu-®oka, Xu-PB 1 B pamkax Houmoif MoxenH. Has gu-
MepoB LioX, ycTaHOBJIEHB! CYLIECTBEHHO Gobluie nopory
HOHH3AWIN, ueM /IS MOHOMEPOB. AAHaGaTHY. moTeHunany

NG |




Gronnzauin 1 onpenengaicek ¢ MOMOIMIBIO  (POTOHOHN3AL.
'Macc-CrieKTpoMerpiit. IIpHBefeHbl pe3y bTaThl Macc-Crek-
TPOMETPHY. ICC/JACAOBAHHIT 3aBHCHMOCTH IOTCHIHANOB HOHH-
/3ami OT pasMepoB KjiacTepa NpH NMepexoie OT MOHOMepa
K Ttpumepy LisCls. OGeyzaennsl npuuHnbl HH3KO{ CTaGHb-
HocTit HOHOB MoXot 1 M3Xyt mo cpasennio ¢ MpX+
M;3Xo+, CraGuabnocts coemnuennii tuna M,Xm* comocra-
BJCHA C 11X TCOMCTPHY, CTPYKTypaMi. buGa. 31.
—mT T T _ __H. A Tonom

2
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%5 & MW/ /1126: 91995z Empiricai potential parameters for alkali [metal]

lide molecules and crystals, hydrogen halide molecules,

alkeli metal dimers, and hydrogen and halogen molecules.

MWM Gowda, B. Thimme; Benson, Sidney W. (Hydrocarbon Res.
Inst., Univ. South. California, Los Angeles, CA 90007 USA). J.

Phys. Chem. 1982, 86(5), 847-57 (Eng). Empirical potential

arameters were computed for the title diat. mols. by using an

ionic Rittner potential with dispersion (R+$) and exponential

repulsion contributions. To est. the repulsion and cﬂspersion

consts., exptl. data on the bond energies, the equil. distances,

/Lé) W and the spectroscopic frequencies (force consts.) were used. The
g polarizabilities used were computed from the exptl. detd. dipole

moments. Significant contributions from the dispersion terms
are found to the dissocn. energy. The potential parameters of:
alkali halide mols. were used to predict the interionic distances

and lattice energies for alkali halide crystals. The agreement
between the predicted and exptl. values is reasonably good. Tk

, repulsive and dispersive parameters have been employed 1.
2 A . / 5?3 .% ; del:cribe gas-phase hydration energies of alkali metal cations arq
' v / _
9‘6 } /\/ / z’ .

halide anions with good results.
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/12 162. Pacuer CBOHCTB ABYXATOMHBLIX MOJIEKYJ rajo-
eHHAO0B enoukbix meraanos, Evaluation of molecular
'properiies ol diatomic alkali halides. Gupta Raj K,
Kaur A. J, Bakhshi P. S, Shanker J. «Indian J.
Phys.», 1982, B56, Ne 6, 344—352 (aura.) )
PaccuHTHIBAIOTCS KOHCTAHTBI  Kose6GaTeJbHO-BpallaTeb-
HOI{ CBSI3H, KOJCOATENbHONl — aHrapMOHHYHOCTH H JpyrHe
CMeKTPOCKOMHY. KOHCTaHTBl GoJsee BLICOKOro mopsiaka (B,
ve) 20 ABYXaTOMHBIX TaJIOTEHHJOB IIENOUHHX METAaJJIOB
Mosekya. BaauMomeiicTBlie HOHOB ONHCHIBACTCST MOTEHIHA--
aom @(r)=—22%2r—'4Br-lexp(—rlp), rne Z xapaxrepu-
ayer 3bdeKTH NOAAPH3AUHH H KOBaNEHTHON cBs3u. Ilapa-
MeTpsl Z, B, p Onpemensanch H3 YCNOBNS pPaBHOBeCHS, a
TAaKKe H3 JKCMepHM. 3HAUCHHIT YACTOTH KoJeGammil u sHep-
rHH CBsI3H. PacculiThiBacMHe KOHCTAHTH BHIPAKagiCh Ye-
pe3 mpoH3BoAHbIe (OT BTOPOIl MO MATYI) TNOTEHWHAaaa
¢(r). Haitnennsle 3HaueHHS MOJEKYJSPHBIX KOHCTAHT 3Ha-
WHTENbHO GMHKe K SKCMEPHMEHTAJBHLIM, YeM MNOJyueHHBIe
B ‘pabore (Hasan M. M. et al. «xInd. J. Phys», 1981,
‘B55, 187). _B. C. Bunorpanon

WIZ




!W%W;%f Uged otk
AN Outelft

99: 79177p Evaluation of molecular properties of diatomic
alkali halides. Gupta, Raj K;; Kaur, A, J. ..
Shanker, J. (Dep. Phys., Agra ,Cofl., Agra, 282 002 India). Indian J.
Phys., B 1982, 56B(6), 344-52 (Eng). Values of rotation-vibration

coupling const. ae, vibrational anharmonicit

Bakhshi, P. S.:

y const, wexe and higher

he results obtained are in

order mol. spectroscopic consts. 8¢ and ve of diat. alkali halides were
/ ) caled. using the Hellmann potential.

much better agreement with the corresponding exptl. data than those

obtained by M. M. Hasan et al. (1981).

c.A-/983, 99,v/70
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99: 11072v Molecular properties of alkali halide dixtomics in'
the v = 0-2,6 vibrational states. Islam, A, K. M. A. (Dep.
Al-Fateh Univ., Tripoli, Libya). J. Bangladesh Acad. Sci.
6(1-2), 2532 (Eng). The mol. dipole moments of MF

MCI (M = Li, Na, K, Rb), MBr (M = Na, K),

(M = Li, Rb),
and Nal in the ground,

and various excited vibrational states, and the Stark-effect parameters
and vibrational transition energies of 1LiF were calcd.

S. Rittner (1951

/7} pacit)]

0 [ . » in agreement
with the existing exptl. data, by using the polarized-ion mod
? and new calcns. of the mol. polarizabilities,
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Monens B3auMopeicTByIOLUX " ToueuHHIX AMMO-
J/ZMZ W_{Yg fleil AN pacyeTa MONAPHIYEMOCTH HOHHBIX MOJEKYJ, MpH--
g MEHEHHE K MOJEKyJaM TraJioTeHHJ0B LIENOYHBIX METAJJIOB:
W_tanaus. Konosanos C. I, Conomounux B, T,
1K, cTpyxTyp. xumum», 1982, 23, Ne 4, 90—95
[Mpexnoxena Monmpnxauuﬂ MOZeNH  B3aHMOJEHCTBYIO-
LIHX TOYEYHBIX AHMOJell, MPHrOAHast AJA pacuera INOJSPH-
3yeMOCTH MOJICKYJ C BBICOKOIT MOJSIPHOCTBIO. XHM. CBSI3H..

PaccyHTaHBl NOJSPH3YEMOCTH MOHOMEDHBIX H JHMEPHBIX
MOJICKYJT TaJIOreHHA0B b 710B H TaJJIHA: /J1b-
[Lm TATbI--MOACIEHEX pacyeTOB XOPOLIO COrJIacylorcH C HMelo-

WHMHCSL B JIHT-PE SKCMEPHMEHT. AAHHBIMH H pPacyeTaM
p —HeaMnupiy, Meromom CCIT. . ___ __ Pesiome.

G ; QWW 72.
X. /483,79 ,n/.
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Z(/}@u’/[)/z/{/{)\ © 12 ]1348. Monean B3aHMOJEHCTBYIOIAX TOYCYHHIX aH-
B nonei AAs pAcueTa NMOJAPH3YEMOCTH MOHHBIX — MOJEKy..
Al /7}[{% /L [{ ‘“QHMCH_CEHQ K MORCEYXAM ranorciuRos RUENORRMX MeTdar--
nos u tanmus., Kownosaaos C. I, Coaomo-

Hnk B. I. ©K. cTpykryp. xumum», 1982, 23, Ne 4,
90—95

[Mpeasokena MOAHGDHKALISL MOACIH B3anMolelicTByI0-
UHX TOUeYHbIX AHIOJell, MpHromuas st pacucta nods-

y PH3YEMOCTH MOJICKYJL C BLICOKO{i TIOASPHOCTBIO NilMill. CBil-
/ St
)Q(/L{,/H 3. PacCuHTanbl MOJISPH3YEMOCTH MOHNOMEPHBIX 1 JIIMep-

/hli/u, CA HBIX MOJEKYJ TajoreHiioB MmeJOTHHX MEraunos 1 Tar
w L/y AL s s e —— _ Peaiove,

- S
@ Dansreragic [€
P./9SL, 18 N /%
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12 149. HoBble ¢yHKuHH NOTEUHAJBHOR IHEPTHH AASA
MOJIEKYJl TaJOreHHJ0B IIEeJOuHbIX MeTamnoB, New poten-
tial energy  function for alkali halide molecules.
Sandwar B, B, Sinha A. K, Thakur Lambo-
dar. «Indian J. Pure and Appl. Phys.», 1982, 20, Ne 11,
891—894 (aurux.) - ’

[Tpennoxen HOBENT BHA NMOTEHU.  G-LHH AJsT MOJCKY]
raJJOreHHA0B  IIEJOYHHX METaJIJIoB: V(Ry=—¢R+
+ P log(H-pR=2)—Ttac—n=12— TOCTostune. P wu p

OnpeaenasiioTcsi paBHOBECHBIM paccrosnneM Re H CHJIOBOIL

KoHCTaHTOlt k.. ITpenanoxennoe BbipakeHne oGecrmeunBaer
Gonee Townoe (B cpemuem: 1o 4%) BHuNCAeHHE SHEPTHR
CBsI3H, BpAIATENbHBIX I KOJCOATeNbHBIX KOHCTAHT, ueM
BEIDAXKEHHS, MCNOJb3OBABUIHECS paHee. YKasaHo, uToO
lajbHefllee yBeqHYGHHEe IOKasaTesns n  csuime 12 He
y/yullaeT TOYHOCTH ONMPCAC/CHHS YKA3aWHHX NapaMeTpos.

e I._A.
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24 590. Hopas ¢yHKuUHS NOTCHUHAAbLHOH SHEPrHH AAs:
rajoreHuyioB ueqounsix metaanos. New potential cnergy
function for alkali halide molecules. Sandwar B. B,
Sinha A. K, Thakur Lambodar. «Indian J. Pu-
re and Appl. Phys.», 1982, 20, Ne 11, 891—894 (aura.)

Has annpokcHMaumn NOTCHUHAJABHBLIX (ByHKUHiT rajore-
nunos wes. meraaios MX, rae M=Li, Na, K, Rb, Cs u
X=F, Cl, Br, J, npeanoxeno Buipaxiennc ¢(r)=—e2/r+"
+Plg(1+pr='2). Napaverpul P 1 p ans Kamaoii MOJIEKY -
Jbl BLIOpaHbl. TaK, 4TOOH BOCIPOH3BOAMICH 3KCNepHM,
3HAYCHHA PABHOBCCHOTO MCKDBAACPHOTO PACCTOSIHHS I=r,
1 cuaosoil nocrosmnoil. C NpeAsoKeHHLIMH noTeHUHaaMi
BLIYHCJCHB!  SHEPTHH  JAHCCOUHMALUIHN, MOCTOSHHLIC KO.Je6a-
TCIbHO-BPANIATENLHOTO B3aHMOACHCTBHS O, H MOCTOSHHbIC
alrapMONHYHOCTH @cXe. [lonyuenusie cnekTpockonuy. mno-
CTOSIHHBIC COMOCTABJIEHL C SKCMEPHM. AAHHBIMH H C PE3y/ib-,
TATaMH, BLHYHCA TPH  HCMOJAb3OBAMHN Ap. .orapidMuy.
(opM annpoKCHMaUHK TOTCHUHAJIBHON (DYHKIHIKL. Cpennee




OTKJIOHEHHE 3Hepruii ANCCOLNALHH OT 3KCI’!CDHM 3HaueHHIT
coctaBuio_4%. ~_A. A. Cadonos
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, 98: 114121u New potential energy function for alkali halide
molecules. Sandwar, B. B.; Sinha, A. K; Thakur, Lambodar
(Post-Grad. Dep. Chem., Bhaﬁalpur Univ., Bhagalpur, 812 007
India). Indian J. Pure Appl. Phys. - 1982, 20(11), 891—4 (Eng).
A new potential energy function «(r) for computing the ionic binding
energy (D)), rotational const. (ae), and vibrational const. (wexe) of -
alkali halide mols. (with sepn. r) is proposed ¢(r) = -e?/r + P log (1
+ pr1?) (e = charge on electron) where the parameters P and p are .
evaluated by imposing the equil. and force-const. conditions. The

roposed relation yields better values for binding energies of alkali
galide mols. than the previously reported logarithmic form of
potential models. The values for @ and wexe are also comparable. to
the values obtained by previous workers. _

@.A-1983 , F8 w/Y
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_ ot /L/ 2 J168. MoJekyaapHusie  CNEKTPOCKONMHYECKHE MOCTOSIH=
-&,(,()W X HBIZ BBICOXHX TOPSAKOB M TIPOHM3BOAHLIE MHMIOJIbLHOrO MO-
~ MeNTa AJSl ABYXaTOMHBLIX TaJIOTEHHAOB LIEJOYHBIX MeTad-
I“/YML aos. Higher order molecular spectroscopic constants and
dipole moment derivatives for diatomic alkali halides,
Shanker J., Agrawal H. B. «Can. J. Phys.», 1982{
60, Ne 8, 1187—1192 (anra.; pes. ¢p.)
[poBsefeil pacyeT MOJICKYJSPHBIX CIEKTPOCKONHY. IO-
CTOSIHHBIX BBICOKHX IIOPSIKOB Ye # Pe, @ TaKie TIPOH3BOA-
HBIX JHIOJBHOrO MOMEHTa IJs BCCX JABYXaTOMHLIX raJo-*
TEHHIOB IeNOYHBIX MeTamtoB. HexocraTtox, cssizauHbli ¢°
vé( : HCnoJab30oBanieM CBOOOAHBIX TOJspH3yeMocTell B TOTeH-
/] ) uiane PuTriepa, ycTpansercs BBCAClUHEM 3HauYCHHN noJjsd-
pH3YEMOCTH,  TOJYUCHHLIX Ha OCHOBE  aHami3a YpoBHefl
3HCPrHH MOJICKYJbl, paspaborannoro 3eiitiuem u Pyddom
(Ruffa A. R. «Phys. Rev.», 1963, 130, 1412). Ilpu pac-
yeTax HCHOJL3YIOTCS TP (OPMBI OTTAJKIBATEJAbHON ua-
crir morenunana Purraepa: Bopna —Maitepa, I'enbMana u
v /yg‘g /X Bopua — Jlangae. IloayueHusble pe3yabTaThl CpaBHHBAIOTCS
‘70- / L2 ) c u3BeCcTHBLIMH 3KCHCPHM. JAHHBIMH 1 pe3yJabTaTaMH KBal-
;2/ TOBHX pacueroB. OOGCYXKJaeTcst NPHMEHHMOCTb pPa3/HUIbIX
N dopyM ToTenuasa OTTANKHBAHHSA, A. A. 3emGexon
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Z(Z/Lmdéfﬂ—' 97: 171448j Higher order molecular spectroscopic constants

and dipole moment derivativ
Agrawal, H. B

] ker, J.; ;
/ﬁwﬂ ,ZW 38},;(;102er1n‘<,iia). Can. J. Phys,

es for diatomic alkalj halides,
(Phys. Dep., Agra Coll,, Agra,
1982, 60(8), 1187-92 (En ).

Higher-order mol. spectroscopic consts. y. and Be are calcd. for
VLMMMW diat. alkali halide mols. using new polarizabilities derived
recently (S., et al., 1980) from the Seitz-Ruffa (SR) energy leve]
anal. The results for 20 alkali halide diat. mols, are obtained
using the Rittner potential and 3 forms of repulsion, viz. the
Born-Mayer, Hellmann, and the Born-Lande repulsion form,

The dependence of the dipole ‘moment on the vibrational
Hunnmm no. is studied by evaluating the 1st- ang higher-order

/e erivs. of dipole moment using the SR energy level anal. Th
[VM /}j results obtained are discussed and com 5 .

pared with the available

exptl, data as well as with quantum-mech. resylts obtained by R,

L. Matcha (1970).
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~ ]11B836. B3aumHasg HeATPAJH3ALHS H TPHMOJEKYJsP=-
7 wlﬂﬂ” 'Wasi peKOMGHHALMS HOHOB IIEJOYHOTO MeTajja M rajoreHa.
/ - } B orTpaGoTamnmx rasax maamend. Mutual neutralization’
y’:/.(f//l a4t and ter-molecular recombination between alkali metal and
halogen ions in burnt Jf\}ame ge?. B a)tes D. R. «Chem..
; Phys. Lett.», 1983, 95, Ne 1, i aurJ. 4
/}/ - 0. M Mertonom Monre-Kapno nposefien pacuer ko3¢ B3anM-
HOI HeWTp-UHH H TPHMOJ. PeKOMOHHALMH LS Pas3NHYHBIX.
nap HOHOB IIEJOYHO MEeTaJul — rajoHk (Li+J-, NatJ—,:
Li*Br—, Na*Br—, Li*Cl-, NatCl-, K+J-, Rb+J~, K+Br-,
Cs*tJ-, Rb+Br—) B cMecH OTPaGOTAHHHIX Ta3oB IJAMEHH.
Pacuer ommpaeTcsi Ha OSKCIEPHM. NAHHHE, NOJyueHHbE B.
pa6ore [N. A. Burdett, A. N. Hayhurst, Phil. Trans. Roy.
Soc. (London) A290 (1979) 209]. PesysbraTsl npopeieH--
HOrO pacuera CHJBHO DACXOMATCS C€ SKCHEPHM. JAHHBIMH..
OGCy»KnaloTcst BO3MOXHBIE HCTOUHHKH PACXOXKACHHH, NpPH-
YHHA K-PHIX, N0 MHCHHIO ABTOPA, JIEXKHT B HEKOPPEKTHOM
IIPOBEICHHH SKCICPHMEHTA, B YAaCTHOCTH, B OTCYTCTBIE H3-
MepeHuit a6c. snauennii Konu-#it #onos. M. M. Iloposoukas:

X, 1985, (9, A e .‘




JE an- 1amurlgte (0, Sp1EC)
/L}I 4 aw M ‘w@%gﬁféulufmgfi t os/péfzi ;oi{fr the

modificd Rittner potential by the Simon-Parr-Finlan Technique.

Ghodgaonkar, A. M.; Ramani, K. Prabhavalkar, P. D. (West. Reg.

Instrum. Cent., Univ. Bombay, Bombay, 400 098 India). J. Quant.

Spectrosc. Radiat. Transfer 1983, 29(5), 445-9 (Eng). A crit.

examn. is shown of the modified Rittner potential by use of the

Simon-Parr-Finlan (SPF) (1973) technique, including contributions

from the polarizability of ions and the van der Waals term. An

1 equation was developed for the SPF consts.,, which are related to
: spectroscopic consts. and the polarizability of the constituent ions.
0 U&ﬂ ) The anal. indicates excellent agreement for the dissocn. energies of
) 20 alkali halides with available exptl. data. Theor. values are given
of the SPF coeffs. Y: and Yn for the 20 alkali halides; these also

/L””W compare favorably with exptl. data. ) 3
-y, °
o f 1903 98w A




f 99: 11161v Structure and energetics of alkali metal halide;

; dimer molecules. Gowda, B. Thimme; Benson, Sidney W. (Dep.:

J ,, Chem., Univ. South, California, Los Angeles, CA 90089 USA). .!

/ [ ~JP2LOWL: Chem! Soc., Faraday Trans.'2” 1983, ~79(5), 66375 (Eng)..

a//} The energetica and geometries were computed for alkali metal halide,
LLrdT | dimer mols. using parameters for alkali halide diat. mols. (monomers):
7 mﬂ/ . obtained by fitting the potential functions to the exptl. data on bond®
-, dissocn. energies, equil. interionic distances, vibrational frequencies,

[/[/; /y)N /953

and dipole moments. The potential function used was the ionic

MM - /ﬂWRittner model as applied to the dimer mols,, including the Coulombic,
gl

polarization, repulsion, and dispersion energy terms. The Rittner

é]/ model gives results which agree with expt. and other calens, without
/LW altering the model or the input parameters. ‘This success in
/ duplicating the energetica and geometries of the dimers with a simple
?BmLW +  potential indicates that exptl. origin and consistency are more

2 ’ important than the presumed phys. significance of the potential.

The anion—-cation sepns. in the dimers are ~0.2-0.3 A bigger than in

the monomers and 0.2-0.3 A smaller than in the corresponding alkali

halide crystals. For larger alkali metal halides the overall potential is

A /9X5 - almost equal to the Coulombic term as the other terms cancel each

Q ¥ . / other out. The potential parameters derived from the scattering
expts. and other sources are not successful in reproducing the dimer

X g / n p?/ potentinls and the related equil. geometries,
T G T R e
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21 b¥l. UTpOCHHE M 3HEepPreTHKa JIHMEPOB  MOJEKYJT
FaJoreHHAOB wenoyHblx Metasos, Structure and energe-,
tics of alkali-metal halide dimer molecules. Thimme
Gowda B, Benson Sidney W. «J. Chem. Soc.:Fa-
raday Trans.», 1983, Pt 2, 79, Ne 5, 663—675 (anru.)

IMposenenst pacuerkl_pABNOBECHOIL LCOMETPIHI__ 11 _3Hep-
ruit B3aumoneiicTBust AnmepoB  (MX),, 00pa3oBanHEIX H3
MOJIEKYJI TaJloreHH0B IIed. Meranios (M=Li <
Cs; X=F Br, J), ¢ HChmosab3oBanueM MNOTCHUHAJA
PutTHEPa, BKJIOYAIOWETo  B3aHMOACHCTBHS HOH — HOH,
HOH — IHNOJAb,  JHNOJb — JHIONB,  KOPOTKOACiicTBYyIOlCE
OTTAaNKHBAHHEC TNO SKCMOHCLHAJBHOMY 3aKOHYy It BaH-Iep-
BaanbcoBO mpHTsxKenne. Ilapamerpnl moTenunana onpeze-
JIEHB! TYTCM COMOCTABJEHHA C  JKCMEPHMENTOM 3HEprHil
AHCCOLHALHH, PAaBHOBECHHX pacCTOSHHI, KOJe6aTCABHEIX
YacTOT M JHMOJNBLHBLIX MOMEHTOB MoJeky1 MX. Koudury-
pauus nxMepa BbniGpana B Bige poM6a ¢ uepeayloLIHMHCS
HonaMn M+ u X-—. PaccunTaHHble B paMKaX MOAEJIbHOrO:
NOTeHLHaMa XapaKTEPHCTHKH AHMEPOB XOpOWIO COr/acyroT-

X./983, /9 ~NAI



Csl C 3KcnepHMeHTOM. PaBHOBecHbie paccTosthiis MeXay Ka-
THOHOM H amionoM B (MX), Ha —~02—0,3 A Goablue,
yeM B MX n na ~0,2—0,3 A KOpoue, YeM B COOTB-LIHX
HOHHBIX ,KP"C?@!E@?‘;.,_I_T_Qﬁfiéai‘lx_ﬂ'fp,_ﬂg_!3,. noTeHUHane
OTTAJIKHBAHHS  B3aHMOZCHCTBHIT KATHOH — KaTHOH M ami-,
OH — aHHOH OKAa3bIBaeT IPCHEOPEXKHMO MaJblil spdekT na
- FCOMCTPHIO M 3HEPETHKY JHMCPOB (HCKJIOYas LisF;). Cre-.
JIAHO TPEACKA3aHHE, YTO HOHHbIE TpumeTst MXM+ y
XMX* nomknu nmers henmieitnyio ctpykrypy. 3. Iepman:
RN e 2 EPMAIL

TCKY/
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z ﬂ-/il/?é%é‘%ﬂ L 11 B4026. nw&é@{mou He-

% 2/ Y) K@TOopne npobaessi NPEBPAIICHHA 3IHEPrHH NPH MOJEKY-
ZQWQ’ZX JIIPHLIX  CTONKHOBEHHSIX, Potential energy surfaces and
2 'some problems of encrgy corversion in molecular colli-
AUMNALL sions. Ziilicke Lutz. «Energy Storage and Redistri-

but. Mol. Proc. 2 Workshops: Mol. Struct., Rigidity, and

Energy Surfaces; Energy Scrambl. Mol.: How Stationa-

ry are Intern. States, Biolofeld, 23 June—1 July, 1980».

New York; London, 1983, 357—373 (auru.) - '

O6cykpaioTcst ofuIie BONPOCH KOPPENSLHH AeTajbHEIX

) . 21 DA CeyeHHiT HeyNnpyrHX MOJIEK. CTOJKHOBEHHH H aTOMHOIL nepe-'
/Wg\/. /L&//Z&W FPYNNHPOBKH B CHCTEME TPEX AaTOMOB C OCOGCHHOCTSIMH
Il notenunasnbHoil 3Heprin. B kau-pe NpHMepa paccMoT-

ZWW peHn rapnynHne p-mHH  (M+Xy>MX+X,  M*t4+MX-,
/ M++X-+X, M —atoM we. MeTamia, X — atoM raJjore-.
Ha), H mpoueccH HeagHaGaTHU. ME3aKTHBALHH KONe6aTelh-

HBIX COCTOAHHIl JBYXAaTOMHOIl MOMeKYJH _ mpu _Tliepexoge’

KoJeGaTe/bHOM 3HEPrHH B JHEPTHIO  CHHH-OPGHTAJBLHOrO
B3anMojeiicTBHs_atomnoro mapruepa.  E. E. Hukurin

X198, 19, /]
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/47(,1/ ¢ LW/Z W/ 100: 215921v Mensurements of the electric dipole polarizabilitics

101‘ ti: alkali halide diiaers.  Kremens, R.. Bederson,,B.;
"Jaduselivwer, B Stockdale, d.; Tino, A. (Dep. Phys., New Yotk
Unw., New York, NY 10003 USA). J. Chem, [’hys 1984, &),
3550-5  (Eng). Mensurements were made of the av. elcc, dhipale
polarizabilities of five alkali hnlldc dimers. A combined monomer-dimer
mol.-beam deflection: pattern in an inhomogeneous elec. field was
subjected to nh appropriate com c{)umuonul anal. to ext. the polarizabilitics
A simple combinadtion of bond and effective ionic models to est. the:
polnrunlnhucs puve reasondbly good apivginent With the measured
valuey. lhe vilues (i units ur 10-4 cnd) are:s (KIa, 25.3 + 3.9,

/f/) N LLUL ~ (Kcn,. s 6430, (RbCl):, 404 # 4.2 (C5C)z, 36.6  5.0; and (Cla,

JprLottt) R o T TP e e

eN-198Y, 100 v ®
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10 b1116. © JaeKTpoHHble, KonebaTeabHble M CTPYKTYP-,
}lble CBOMCTBA KJACTEPOB FaJOreHHNOB W(ENOUHBIX MeTA-
a0, Electronic, vibrational and structural properties of
alkali halide clusters. Martin T. P. «Physica», 1984,
BC 127, Ne 1—3: Proc. 4 Gen. Coni. Condensed Matter
Div. EPS, The Hague, 19—22 March, 1984, 214—218,
(anra.) . '
< OQ30p HcCACROBaHIG KJIACTEDPOB TaJOTCHHAOB LICI. Me-
Taun08, [IpHBCAeHH ocxionrw'mum_—z_mn
\VIBHOBCCHBIX _KOH(HIYDAUHil, BEPTHKAMBHBIX IIT HOHI3a-
wHit f 9acTOT KoJeGaHHN KJaCTePOB raJofeHHA0B IICIou-
HBIX METa/IOB B paMKaX HOHION MOAC/HN. IIPOBGACHO CO-
TIOCTABJICHHE De3y/bTaTOB PacyeToB C IKCMEePHMEHTAIbHbI-
MH JaHHBIMH. ‘PacyeTsl NOMNOIT 3HCPrHH  NpPEACKA3BIBAIOT
CYWIECTBOBAHME UPE3BHIYAIHO YCTONYNBHIX KaacTepos, aa-
IOULHX MUKI ¢ GOJbIION HHTEHCHBHOCTBIO B Macc-CHCKTpax.
Bu6a. 18. . M. B. Yexosckoit
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102: 86559y Electronic, vibrational and structural propertics
of alkali halide clusters. . Martin, T. P. (Max-Planck-Inst.
Festkoerperforsch., 7000 Stuttgart, 80 Fed. Rep. Ger.). Physica B+C
(Amsterdam) 1984, 127(1-3), 214-18 (Eng). Recent work on the
properties of alkali halide clusters is reviewed with 18 refs. Total
energy calcns. predict the existence of unusually stable clusters which
show up strongly in mass spectra. The ionization energies and
vibrational frequencies of alkali halide clusters are also discussed. _ -

e.A-1958, 102,n 10
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© 100: 127169a New potential ener
gxol}ccxl;es. rfYadav, R. l_B.; 4
-— Q4 Y Zg/—{ oll., Muzaffarnagar, 251001
2 49(4), 377-80 (Eng). A new
potential for computing the la
and the vibrational const. (wix3) of alk
as ¥(r) = Afnr-ne-/A, which apart from b
homogeneous, and phys, sound, yields
@0 and woxo than previously reported mo

At

c.4-198Y, 100, 8 /6

198Y

gy function for alkali halide
p. Phys,, S.D. (P.G.)
ate Commun, 1984,
repulsive term in the jonic interac
gy, the rotation
ali halide mols.
eing generalized, dimensionally
tter values for latti
del potentials, .

tion
al const. (ag),
was proposed

ce energy,
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7B1115.  Tlotenunanbhbie QyHKUMM _Ans_MOJeKy., ras
JIOTEHHA0B IeNoYHbIX Meraanos. Potential functions for
atkali-lialide molectiles’ 'Gowda B. Thimme, Sheriga-
ra B. S, Benson Sidney W. «J. Comput. Chem.», 1985,
6, Ne 2, 93—107 (aura.)

B pamkax nounoft H ynpomennoii mojienn PutHepa pac-
CYHTAHHl OTTAJKHBATEJIbHEI H AHCICPCHOHHBIT NapameTpu
NOTEeHIHala B3aHMOJEfiCTBHA HOHOB LIEJOYHOrO MeTajana
H rajoreHa. Mcrnonb3oBaHbl — 3KCMepHM. JaHHble 3Hepraft
CBSI3bIBAHHSA, PaBHOBECHHIX MEXAaTOMHBIX pACCTOSIHHI, KO-
Je6aT. YacTOT H AHMOJbHEIX MOMEHTOB. PaccunTaHuble na-
PaMeTpHl NOTEHUHaJbHON (YHKUHH.  HCNOJb30OBAaHB AJfA
TNIpeICKa3aHHsl SHEPreTHKH H TCOMeTPHH IHMEPHEIX MoJe-
KyJl TaJIoreHHAOB 1LUeJ. MeTajJoB.. JI. T. TopG

X. /986,18 V7.
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LLémm [Lﬁ«/‘l 961237, HK-amuccnonnnie” CMEKTPH "~ pacmaasnenypx
v TFaJoreHnioB wenounbx Meramios, Xoxpsakop A, A,
Xaiimenos A, TI. «Bucoxoremncpa'ryp. OH3. XuMus  y
TIEKTPOXHMHS. Te3. moki. 4 Ypan. koug., ITepmpb, 30—
31 oxr., 1985, U. I». Csepanosek, 1985, 91—992
Ha BricokoT-proii onray, YCTaHOBKe 3aperncTpHpoBanm
I’IK-auuc,c_l!.Ql_i!l.b_"?.;_S_rE_KIRbL. PACNIABACHHbIX _  raJorenugos
Ules1.! MeTasIoB B AHanasone

.' yactot 4000 cm—l,
LA~ iedentre = < acror 4008250
fitid et

. __;__Hs"p‘eamm

©
X.[986,/9 ~vG
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-/“ KZ & | 102: 155111k ¥ notoionization measuroments on dialkall mo<;
=/) ) nohalides generated in:supersonic nozzle beams.  Kappes;
Manfred M.; ‘ Radi, Peter; Schar, Martin; Schumacher, Ernst - (Inst.i

Inorg. Phys. Chem., Univ. Bern, CH-3012 Bern, Switz.). '+ Chem.:
Phys. Lett. 1985, 113(3), 243-8 (Eng). Adiabatic expansions from a

/ 9 / /VX - /l/ igh-temp. oven contg. alkali metals and alkali halide resulted in
) ol. beams contg. alkali dimer monohalides (M'M*X). - Photoionization
t_ /t/ easurements were made on several of these mols.’- Results include

etn. of vertical ionization rotentials for ten compds. M'M*X (where

X = F, Cl, and Br), as well as addnl. measurements of photoioniza=

tion-efficiency curves beyond threshold for NaKC! and K.iCl.-

Ionization-potential detn. were used, with previously detd. heats of

formation for MaX+ species, to obtain bon -energy information. - A
gies D(MX-M) and

ﬂ[ /j[//__ - comparison was made of the bond dissocn. ener
) Mf D(I‘IX?:M) for M = Na, K, and Cs, and X = Cl, __

Lol LM -
M, £ b ®
C. A./980 /02, N /8.
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, //~ 6 J1343. DOTOHOHH3AUHOHHBIE HCCJAEA0BAHHS meno-h(
/M d HLIX IHMEPOB MOHOraJoreHon, 0GPa3oBaKHLIX B CBEPX3BY-

) Kosblx nyukax. Photoionization measurements on dialkali

/ monohalides generated in supersonic nozzle beams. K a p -

// ' pes Manired M, Radi Peter, Schar Martin,

Schumacher Ernst «Chem. Phys. Lett», 1985

113, Ne 3, 243—248 (aura.)
= /Ev % Metonom (OTOHOHH3AIHOHHON Mace-CeKTPOMETPHI  TIO-
) ] JydeHpl Kpuable 3(h(eKTHBHOCTH _(OTOHOHH3AUMH _lles10

HHX AuMepoB_ monoraanoresos M'M”X  rape M, M7
aToMbl LleJounbix_MeramioB  Na, -K| Rb Cs, X —ramm
Jrenel F, Cl, Br. uMepnsl reHepHpoBajuch NpH CBEpPX3BY:
KOBOM pacCWIHpPeHHH B BaKyyM CMCCH JIapOB LIEJOYHbLIX
v(«[é/}({L METa/JVIOB ¢ TapaMH 1ICJIOYHOTAJJOHAHHX MOJeKyJ, Ha:
rpethix a0 T-pu ~750°C. Has 10 HccaenoBanHbiX AHMe:

}Z/C/’/(//{O[}’bpon OnpeACaeHb! Bepnmanbnue NOTEHIHAAL _HOHH3ALHM.

HCMONb30BaHHEM JIHTEP. AdHHLIX IO TemjaoTaM 06?830

Lﬁbéaﬁ” BaHHs_HOHOB Mz)«.+ M H3MepeHBX 3HAUCHAN TOTCHINANOE
VHOHW3ALHH ONpEACACHH 3HCPrHH CBSA3H psja AHMEpOB.
GO [GE5 1f il T R S IR A R

c
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24 B1413.. O ‘cB3H SHEPrHM AHCCOLMALHH raJoreHHAoB’
U[EJIOUHBIX, UICJIOYHO3EMEbHbBIX METANIOB H TaHs 1):
C - MarHHTHBIM  9KpaHHposaHwem  siaep.r UYuxes-
ckui C. B, Xapuronos lO. §I. «K. ncopran. XuMHu»,
1986, 31, Ne 8, 1931—1934

OGuapykeHbl JHHCHHbBEC KOPPEIALHH MEXAY BEJHUHHOR |
KOHCTaHTHl MarH. 9KPaHHPOBAaHHA siep IUeJ. MeTaJioB,
TaJUIHS M rajoreHoB Han XuMm. casura SIMP °F u  sHep-
FHC/ JHCCOLHALHH COOTB. TaJOTeHHAOB Lie/.,  lIeJ.-3eM.

"MeTaJIOB H TaJUIHsI (). T

Pesiome

Do) ) ooyt
A m o I eutp fLl et SN et

X /986, 19, ¥ Y g Cansrpigre €
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/“' /éfﬁuﬁyfﬂa 105: 1408860 Correlation of dissociation on

alkaline earth and thallium(l) halides with magnetic se

Vétg/ﬁ/(/} of the nucleus. Chizhevskii, S. V. Kharitonov, Yu. Ya.

Khim.~Tekhnol. Inst., Moscow, USSR).
31(8), 1931-4 (Russ). A linear relationsh

/Y- Z[Mx& ZZ/’( the heats of dissocn. (D°) and the magnetic nu

of the title compds., based on the general relation existing between

Zh. Neorg. Khim.
as developed between
clear screening coeffs,

/956

ergy of alkall metal,

the thermodn. I)ropcrties and the electronic structures of the chem.

substances. Ca

A, 0yerte
&

¢ A1956, 105, N 16

cd._D° values are compared to the exptl. data.

reening
(Mosk,
1986,
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/ 105: 14370u Spectroscopic constants of alkali halides and
hydrides using modified T-Rittner model. Kumar, M.; Kaur, A.
J.: Shanker, J. (Phys. Dep., Agra Univ., Agra, India). J. Chem,
Phys. 1986, 84(10), 5735-40 (Eng). The T-Rittner (Rittner. E. S.,
1951} model derived from quantum mech. exchange perturbation
theory was modified by incorporating (1) new values of mol. state
polarizabilities, (2) the recent values of van der Waals potentials
estd. from the Kirkwood-Muller (KM) formula, and (3) the repulsive
hardness parameters evaluated from the overlap integrals using the

exchange charge model (ECM). With the help of this modified
potential model, values were caled. of binding energy W’ dipole
moment u, vibrational frequency w., vibrational anharmonicity const.
weXe, and rotational const. ae for diat. mols. of alkali halides and
hydrides. The results obtained in the present study were compared
with the exptl. data. A good agreement- between caled. and exptl,
values supports the validity of the modified T-Rittner model used in
the present study, R e e :

o

c. A 1986, 105 v %



JUX
//*/L) M L)
A, b
YN

jff/ Q/é/ %D )
ity oty

o 23706 /986

19 B1012. TeopeTHueCKHEe SHEPTHH  AHCCOUHAUMH Aast
MOHO(TOPHAOB M MOHOX.IOPHAOB WIENOYHBIX H IUEJNOUHO-
semeabnbix anemenToB. Theoretical dissociation energies

for the alkali and “alkaline-eirth monofluorides and mo-
nochlorides. Langhoff L ephen R, Bauschlicher
Charles W., Partridge Harry. «J. Chem. Phys.», 1986,
84, Ne 3, 1687—1695 (aurn.). Mecto xpanenunss T'TIHTB
CCCP :

Hesmnupnuecknm Meropom CCIT ¢ yuerom 3JICKTPOHHOI
Koppesnsiuui B pamkax KB ¢ omno- n asykpatio B0O36YxK-
ACHHBIMH KOHGHIYpaUHSMH AJs ABYXaTOMHbIX ¢dropuaos i
XJOPHAOB LIEJ. H 1UeM.-3€M. METa/UIOB BHIYHCJCHBI CIIeK-
TPOCKOMHY. NapaMeTpul re, ®. 1 Do. Hcnoabzosan pacumn-
pennblii 6asnc OCT, Gau3kuit K XapTpH-(hOKOBCKOMY mpe-
Aeay. Ilpn nmccouHaunn nHa HOHB Heo6XOMHMO YUHTBIBATh
SJICKTPOHHYIO KOPPEJSLHIO NPH ONpeAeseHHH NOTeHIHa-
70B HOHH3AUMH J SNEKTPOHHOrO cpoActBa. B psge cay-
‘YaeB KOppeasill. BKJaAbl AOCTHralotT ~0,4 3B °u BCerja
PEAYT K yBeanuenuio Do Jlas Takenbx xaopugos RbC)
¥ CsCl uckmouenne u3 KB (n—1)_ oGonoukn wmerania

X.- 1956, l9,n1G  (F)E



Jaer Gosee TouHble 3Havennst ro M Do, ueM B pacuete c
TIOJIHBIM YYeTOM BCeX OJHO- H ABYKPATHHIX BO30YACHHBIX
KoHHrypaunuii. PaccuHTanHele 3HaYeHHSs  CIEKTPOCKOMHY.
napaMeTpoB O4YeHb TOYHO BOCMPOH3BOAAT  ONBITHbIE, B
YaCTHOCTH, AJst BeJduunn Do noxysena TO‘!HOCTb nopsiaka
0,1 sB. Ty . Il. Tonun

fpan:
Me .
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104: 116421k Theoretical dissociation energies for the alkali

and alkaline—earth monofluorides and monochlorides. Langhoff,

Stephen R.; Bauschlicher, Charles W., Jr.; Purtridﬁe, Harry (Ames

W Rescarch Cent., NASA, Moffett Field, CA 94035 USA). J. Chem.

/"‘ W& * Phys. 1986, 84(3), 1687-95 (Eng). Ab-initio calens. with SCF and
correlated wave functions were used to det. accurate spectroscopic

M Q/A parameters (equil. internuclear distance re, vibrational const. w., and
/ dissocn. energy Do) for the alkali and alk. earth monofluorides and
monochlorides. Numerical Hartree--Fock (NHF) calcns. were

rformed on selected systems to ensure that the extended Slater

asis sets employed were near the Hartree=Fock limit. Because the

’ bonding is predorainantly electrostatic in origin, there is a strony

3 2 ﬁ correlation between the dissocn. energy (to ions) and re. By dissocg.
LM 0 to the ionic limits, most of the differential correlation effects can be
embedded in the accurate exptl. electron affinities and ionization

,am ) potentials. With this model, correlation effects were relatively small
(0.0-0.4 eV), but invariably increased Do. The importance of

correlating the electrons on both the anion and the metal is

0 discussed. For ‘the heavier alkali chlorides RbCl and CsCl, a
core-valence treatment, which excluded the double excitations out of

the metal (n - 1) shell, gave significantly better r. and Do parameters

g? ~plus-doubles Ci(SD) calen. The theor.

/936' /07 than did the full-single ! h
é .A . studies combined with the exptl. lit. allowed recommendation of Dy
N /C/ /' ——/ values that are accurate to 0.1 eV for all systems considered. il
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2B1137. Cpoacreo k 3MEKTPOHY rajoreHnaos ueol-
/HbIX METAJJIOB M CTPYKTYPA MX  OTPHUATENLHLIX HOWOB..
Electron: affinities of the alkali halides and the structure
of . their negative ions. Miller Thomas M, Leopold’
Doreen G., Murray- Kermit K.. Lineberger W. C. «lJ.
Chem. Phys.», 1986, 85, Ne 5, 2368—2375 (aur.a.). Mecro-
xpaunennsi 'TIHTB CCCP

Metosnom nasepuoii (Ar+-naszep, 488,0 HM) ®3C uceae-
Aosansl mepexoar MHal (X'S+) <« MHal-(X25+). Otpu-
UaTeJbHO 3apsiKenHble Honol MHal- noaywamucs, B pe-
3y/IbTaTe NHCCOUHATHBHOIO 3aXBATa 3JEKTPOHA MO.JeKy.a-
MH (MHal),. -3 ananusa pacnpenenenns HHTEHCHBHOCTH.
K0/1e6aT. CTPYKTYpPhl  CHeKTPOB  OLeHeHBl R.(Be) nas
MHal- (X22+). YcranosJeHo CpOACTBO K 3JeKT ony (C3)
moaekyn MHal u ux sneprui Auccouuaunn.  [Noayuena:
3aBHCHMOCTb C3 oT mnoTApH3auMH  aToMos M w
Rynar €3 (3B) =1,189—0,103 am/R%ulan (o B A%), x-pas
Hcnoab3osana ana ouenkn C Ap. MoJeKya storo kiacea.
~>--- - - w—.__ B. M_Kos6a.
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106: 39385m Relation between heats of formation of alkali and
pseudo-alkali halides and electronegativitics of halogen ions.
Ohashi, Haruo (Natl. Inst. Res. Inorg. Mater., Sakura, Japan 305),
Thermochim. Acta 1986, 108, 189-98 (Eng). The heats of
formation of alkali halides and pseudo-alkali huhdes (NH(X, TIX,
CuX, AgX, AuX) are empirically expressed as functions of electro=
negativities of the halogen ion, with parameters taking account of the
clectron charge, cation and anion radii, and empirical consts. The
enapirical consts. correlate with the clectronegativity of the M+ ion’
with 2 diffcr(-'&:t trends; 1 for the alkali ion series and the other for
the pseudo-alkali jon series. Thus, Pauling's electronegativities of

’ alkali and pstudo-elkili jons are based ot different scales. By
(A}/él"'][ /M/ﬁ’uhsuming l‘liéu( the (\-IP) correlations fPr pieda-alkali iuni\

empusisom’ )

i

constitute thet pAme Seties as the (y=1P) correlations for allnli fong
where x s the electronegativity wid 11 is the It jonizatiog potentjy)!
the electronciativities of T1Y, Agv, Cut, and Au changed 1o 1.1, | '
L4, and 1.7, tap,, with noticeable error. The value (L1 for the 'I'|V
ion is consistent with the ionic character of the bonds formed hy "1+
in_some compdy, e 3

C/q/gzg?l/ 1_0_6_1/1/6 ., N -of('a(;/.o/wm.)
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; /f oZ 17 B1127.  MonekyasipHble CTPYKTYPbl H TEPMOAHHAMH-

Ka NapoB rajJoreHHAOB LieJOo4HbIX MeTaanoB, The molecu-

. lar structures and thermodynamics of "the alkali halide
- vapors. Fink M, Hirtley J. «15th Int. Conf. Phys.
- ﬁ } Electron. and Atom. Collis., Brighton, 1987». Belfast,
/ ) 1987, 279 (amrn.)

HaMepelsl yrioBHe pacnpefesieHHst YNpyroro M He-

ynpyroro paccesHHs 3/7CKTPOHOB (c 3Heprueii 40 k3B)
nmapaMH TalorcHHioB wWea. MeraanoB. Ilpu  obpabotke

_ ,,, S7NEKTpoHOrpauy. AAHHBIX TOJLYYCHH NapaMeTPH AHMEPOB
ZW (MX)2: AuUMEPH HMEIOT POMOHY. CTPYKTYPY C BaJIEHTHHIM
YrjOM npH IUCJIOYHOM aToMe, MeHsiouweMcsa or 104° aas

Na no 82° mas Cs. Ha ocnoBe Tepmoamnamuu. pacueros

!l{% onpenesieHo COOTHOLIEHHEe MOHOMEPOB H AHMeEpOB B’ nape.

. ~ . . A B. Hemyxun
X. 1959, (9, N /7
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! 106: 108248h Interionic potentials based on the charge-transfer

model for jonic and partially ionic substances. I. Alknli
halides. Nagnsaka, Shinichiro;” Kojima, Tadanobu (Dep. Phys,,
Yamagata Univ., Yamagata, Japan 990), . Phys. Soc. Jpn. 1987,
56(1), 408-14 (Eng). A new model is presented “ for interionic
potentials between alkali and halogen ions in which charge-transfer
(CT) excitation from an anion to a cation is taken into account. The'
exptl. mol. consts. of twenty alkali halide mols. were used to det, the
contribution of the overlap repulsion and the CT interaction. The
resulting potentials can reproduce cohesive properties of the
corresponding solids well, such as crystal structure, lattice const., and
cohesive energy. The results are discussed compared with the
traditional Born-Mayer theory and the shell model. ) .

C.H198F, 106, ¥ 1Y
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X 15 B1026. MeXHOHHBE NOTeHUHaJn B  TajJOreHHaax
qulo-mux MeraanoB. Interionic potentials in alkali hali-
des. Patil S. H. «J. Chem. Phys.», 1987, 86, Ne I
313—320 (awra)

Ipennoxenn anaauthy. IIT B3aHMOAENCTBHS HOHOB B

razorennaax e Merannos. Iloayyensl BhpaxeHHs aas
KYJIOHOBCKOII H OGMEHHOIl 3HEeprHH, YYHTHIBalOllHe npa-
BHJIbHOE aCHMNTOTHY. NMOBEAEHHE 3JIEKTPOHHOM MJIOTHOCTH.
[Moka3ano, YTO. KBaAPYMOJILHEI YJeH JAOMXeH OHTb yuTer
npH MOCTPOEHHH NOTeHIHaNa, MOCKOJbKY "ero BKJaj co-
MOCTAaBHM C BKJIAaJOM BaHJAEpPBaaJbCcOBa B3aHMOJEHCTBHs
H TIPEBOCXOAHT BKJajd AHNOJNbHOro ujeHa. Beemennl memm-
¢upylole MHOXHTENH IJsi NOJSAPH3yeMOCTeli H BaHuep-
BaaJbCcoBa YJeHa, MOBHIIAIOIHE TOYHOCTb MOTEHUHAJNA NMpH
CPeIHHX 3HAUEHHAX MexbsaepHoro paccrosuus. IMoayuenn




‘SHaueHHsT napameTpoB lIT ans xaopupoB, 6poMugoB
fionunoB Kaaus, py6uans u uesus. IIt obecrneuHBalor.
GAH3KHE K 3KCMePHM. 3HaueHHs SHepTHH Auccoumauun D,
H paBHOBecHOro paccrosiinsi R,. [lpuBesennse norenuua-
JIBl, KOrla 3HEprHs BhlpaxeHa B eamnuuax D., a paccro-

fHHE — B eNHHHUAX R,, ANA BCeX CHCTEM MPAaKTHYECKH
copnajaior. OtmeueHo, uto ¢ TouHocTsio 1,5% - BLITOMHS-
erca pasencrso DeR,=098. = A. A Cadonon
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109: 133328¢ Use of ion-dependent potentinls for diatomic' -
molecuies of alkali halides. Chaturvedi, S. D.,; Sharma, S. C.;’

,A,r.‘,’_';.._,.,l,,__‘l‘i"' wr, M. (I)cp P hyv.. Agra Umv Agra, 282 004 :

Indin). Indian J. Phys., B 988 5 'I’(l), 101-5 (Eng). For the,
alkali mctal halide mols. [MX; M = !.: Na, Rb, and Cs; X = F, (,l'
‘Br, and 1}, the dissocn. encrgies, vil mnunul-rznhnrmop ity comts

and rulatxon—vxbmtxon-—ump!nm, consts. were caled,, in g:od agreem ‘nent
with the existing exptl. daty, by using the ion- co;)andcnt potential
function given by R, Narayan and S5 Ramasesian (197%) modified
with the escribed scaling purameters. —
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do, F.; Bencivenni,

Y S
_ /L &/60%_ 110: 199496j Stable configurations and vibrational frcquencies
. / ¢ of alkali mectal halide microclusters. Ramon

L.; Rossi, V. (Dip. Fis., Univ. Studi Roma

» 00185 Rome, Italy). J.
-(Eng).

Stable equil.

Vl‘&/}/ ﬂ/Lﬂ e Rl L 192(l_:21;i.(l(:mn:?c?roclusters were detd. using

configurations of alkali mnctal h

polarizable-ion-model calens. Vibrational frequencies were caled. for

— ‘ the most stable configurations of a series of dimers, trimers, and
ZZ/L& %/6 tetramers. - Caled. mol. consts. provide an useful input for thermodn=

.~function ealcns, and vaporization studies.

n=430
- / /74‘ SALGP- /J/mem).
C.A-1989, 110, ~ &2
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‘basis of interionic potentials. -

112: 127902¢ Spectroscopic constants and ‘potential-energy’
derivatives for diatomic molecules of alkali halides. Sangachin,
A. A. S; Shanker, J. (Dep. Phys., Inst. Basic Sci., Agra, 282 002

India). Can. J. Phys. 1989, 67(10), 974-6 (Eng). The Eotential-energy
e

derivs. are derived directly from the exptl. values of the spectroscopic
consts. for diat. alkali halides. These derivs. are useful in predicting
more accurately the values of the higher order spectroscopic const.
(Be). Some interesting new relations showing the dependence of the
potential-energy derivs. on the internuclear distances were investigated
empirically. An attempt was made to interpret these relations on the

e A 1990, [, v 1Y
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18 B1230.  3neprun cpsI3H M CHCKTPOCKOMHYCCKHe TMO-
CTOSIHHHE MOJIEKYJl T[aJOCCHHAOB IUICJIOYHBIX  METAJLIOB.
Binding energies and spectroscopic constants of alkali
halide molecules / Al M. S., Hasan M. M. // Indian J.
Pure and Appl. Phys.— 1990.— 28, Ne 4.— C. 203—205.
— Auxra. J .

IMpennoxena Hobast anaantiy, MoAeas IIT aByxatomuoi
MoJeKyas. B oCuwieM BuAc noTeHuHanbHas ¢-uus M. 6.
npencrasaena B Bige U(R) =—(e*R) — (C/R®) — (D/
IR®) +@(R), rae R — Mexbagepioe  paccrosHie,
@(R) —orranakuBat. vactb IIT. ABropamu  npeasoxen
cnen. sapuant: @(R)= (P/R?) -exp(—bR¥*%), rae P u b
B CBOIO OYepclb BHIPAXKAIOTCA YCPC3 PaBHOBECHHIC MOJIEK.
nocrosinuste (R, M Kk, — CHNOBas NMOCTOAHHAS) M BaHAep-
Baanbcopue napamerpu C u D. C momowwio storo IIT
PacCYHTAHH 3HAYCHHA SHepran Anccounaunn (D.), snep-
THH CBSI3H, MOCTOAHHAA KOJeGaTeibHO-BPAILAT. B3-BHS I

)96l N IS




KOHCTAlTa aHrapMOHHYHOCTH (Q, H ©cX.) AAs 20 MoJe-;
kyn XP (X=Li, Na, K, Rb, Cs; Y=F, Cl, Br I). Pe-
3YJBTAaTH CONOCTABJSIOTCS C SKCTEpHM. AAHHBIMH It pac-,
_CIHTAHHBIMH 3HAYCHHAMH STHX XK€ X-K MOJCKYJ € HCMOJb-:
sopanmem ap. Bupos IIT @(R), takux kak IIT Bopia—.
Jlauge (A/R™), Bpoma—Maiiepa (Aiexp(—R/M)), Tenb-
mana _(A;R-'exp(—AsR)), Bapumu—Illakna (AsR~%exp-
(—AsR) (Ai, n M A;— NapaMeTPHl COOTB-ULHX MOTCHINA-
JIOB). ~ B. M. Kos06a

/lh\ .
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(A/["/‘{&WZ( 113: 31130y. Binding energies and spectroscopic constants of,
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alkali halide molecules. Ali, M. S.; Hasan, M. M. (Dep. Phys.,
Bhagalpur Univ., Bhagalpur, 812 007 India). Indian J. Pure Appl.'

Phys. 1990, 28(4), 203-5 (Eng). A new form of overlap repulsion.

potential in interaction potential is proposed. The new potential
model along with some old potentials, viz. M. Born-Lande, B.-J. E.
Mayer (1972), H. Hellmann (1974) and Y. Varshni-R. C. Shukla’
(1963) were used for the calen. of binding energies, dissocn. energies,’
rotation-vibration coupling const., and vibrational anharmonicity-
const. for 20 alkali halide mols. The proposed potential show an'
agreement of the theor. values with the exptl. ones cstablishing a,
definite preference and superiority 'of the new potential model for:
alkali halide mols. : i

C.A- 1990, 113, vY
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252003. Coofuenne o nporpecce WCCNEAOBaHMA CTPYK-
TYPsi AMMEDPOE _TFanoreHMACE - LWienouusix Mmerannos. Progress.
reporf_ on the structure of the alkai halide dimers /Mawhorter.
Richard J. //t4th Austin Symp. Mol. Struct., Austin, Tex.,
March 2—4, 1992 .—Austin (Tex.), 1992 .—C. P15 .—Awurn. -
PaccmoTpeHbl  Npobnembl, CBA3aHHbIE C . YKOPOYEHWEM
AnNMH CBA3ElH B AMMEPAX FAnOreHMAOB TKEnbIX .uien. meran-
nos Ha 0,1—0,2 A. OBcyxaeHst 3pdekTsl, BHOCAWME BKNAALI
B M3yvaemoe sBneHue, moaesnu (Mopens HesaBMCHMBLIX WOHOB,

MOMENH MHOMXECTBEHHOrO PacCesHusi M Ap.) ANS ero- onuca-
HUR M METOfbl TEOP. BbIYHCNEHHH." ®.- M. CnupupoHos,
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90185. LllenoyHO-AHranoxAHLIE MONEKYNLl. INEKTPOHHLIN
cnektp. Alkali-metal dihalide molecules. Electronic spectrum
/ Machado Francisco B. C., Ju Guan-Zhi, Davidson Ernest:
R. // ). Phys. Chem.. — 1993. — 97, N¢ 22, — C. 5882—5885. "
— AHrn. :
',. This paper reports the transition energies of the low-lying’
l/valence states of some alkali-metal dihalide (MX;) systems:
‘'using the multireference single- and double-excitation
“configuration interaction method. The effect of the alkali metal
on the vertical electronic transitions is studied and compared
with the transitions calculated for the free X;~ molecules.
The results support the ultraviolet spectral assignment of the’
absorption bands near 300 nm for M+F1 and 340 nm for{
MFCl~ to be the 0—0” iransmon L

b /1993 NG
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45125, Tlpoctble BBIpaXKeHHS JUIA 3JIEKTPOOTPHUATEILHOCTH M ¢H3HKO-
XHMHYECKHX [apaMeTpoB TaJOreHHJOB IICNOYHBIX MeTawioB. Simple
expressions for the electronegativity and physico-chemical parameters of alkali
halides / Reddy R. R., Nazeer Ahammed Y., Srinivasa Rao A., Reddy P. M. // J.!
Mol. Struct. Theochem. - 1995. - 339. - C. 233-237. - Aurn. Ilpemnoxensl
npocTele JHHeiiHble COOTHOLIEHHS, CBA3BIBAIONIHE TEIUIOTHI ATOMH3ALHH,
JHepreTHY. LIEIH, SHCPrHH CBA3eii, MOKA3aTENH MPEIOMIICHHA, MeXbANEPHbIE
PACCTOSHHS, MOTCHUHATB! MOHH3ALHH H DHCPrHH PCIICTKH TaJOreHHJIOB,
IIEJOYHBIX METAUIOB C MPOHM3BEJCHHAMH JJICKTPOOTPHLIATELHOCTEH 110!
BananoBy. Pe3ysTaThl pacieToB XOpOLIO COTJIACYIOTCA € IKCMIEPHM. MAHHBIMH. |

t

Pac. X~ 1996,



M /Y/ Cen /956
‘76 124:353229x The structure of aikali halide dimers: a critical

/test of ionic models and new ab initio results. Toerring, T.; Bier-:

/l//-— /[i&(m" mann, S.; Hoeft, J.; Mawhorter, R;; Cave, R. J.; Szemenyei, C. (Inst..

—~ Experimentalphys., Freie Univ. Berlin, 14195 Berlin, Germany). J.
ﬂpéﬂ’ ZZ(FZZM Chem. Phys. 1996, 104(20), 8032-8042 (Eng). In semiempirical ionic’
" L models a no. of adjustable parameters have to be fitted to exptl. data of
either moncmer mols. or crystals. This leads to strong correlations

- W&Zt between these consts. and prevents a unique test and a clear phys.

{ interpretation of the fit parameters. Moreover, it is not clear whether

these consts. remain unchanged when the model is applied to dimers or

larger clusters. It is shown that these correlations can be substantially

reduced when reliable information about dimers is available from expts.
or ab initio calens. Starting with Dunham_coeffs. of the monomer

/" JLC » potential detd. from microwave measurements, the authors have caled.
y the monomer to dimer bond expansion and the bond angle without any
/ . ﬂc addnl. adjustable parameter. - Assuming that the overlap repulsion

between nearest neighbors remains unchanged, the bond expansion is;
. mainly detd. by the simple Coulomb repulsion between equally charged
26 ions and depends only very little on the chccti}:g@rngpglrarx:i;nbilitie_s.r_

O ). 1996, 1S p 26



Deviation of the bond angle from 90° sensitively tests the difference of
cffective polarizabilities of the two jons. A comparison with previously
available data and new ab initio MP2 results presented here for the
heavy—atom contg. dimers shows that bond angles can be modeled
reasonably well with Seitz—Ruffa cor. Pauling polarizabilities while caled. -
bond expansions are much too long. This shows that changes of the
overlap repulsion term must be considered for reliable predictions of the
structure of dimers and larger clusters. . . ... .- .
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128: 145614z Structure and bonding in small neutral alkali
alide clusters. Aguado, Andres; Ayuela, Andres; Lopez, Jose M.;
Alonso, Julio A. (Facultad de Ciencias, Departamento de Fisica Teorica,
Universidad de Valladolid, Valladolid, Spain 47011). Phys. Rev. B: Con-
dens. Matter 1997, 56(23), 15353—15360 (Eng), American Physical

Society. The structural and bonding properties of small neutral alkali

halide clusters, (AX), with n = 2-10, A = Li*, Na*, K*, Rb, and X =
F-, Cl-, Br-, I-, are studied using the ab initio perturbed ion (PI) model
and a restricted structural relaxation criterion. A trend of competition
between rock salt and hexagonal ringlike isomers is found and discussed
in terms of the relative ionic sizes. The main conclusion is that an
approx. value of ro/ra = 0.5 (where rc and r, are the cationic and anionic
radii) separates the hexagonal from the rock salt structures. The clas-
sical electrostatic part of the total energy at the equil. geometry is enough

* to explain these trends. The magic nos. in the size range studied are n

=4, 6, and 9, and these are universal since they occur for all alkali
halides and do not depend on the specific ground—state geometry.
Instead those nos. allow for the formation of compact clusters. Full
geometrical relaxations are considered for (LiF), (n = 3—=7) and (AX),
clusters, and the effect of Coulomb correlation is studied in a few selected
cases. These two effects preserve the general conclusions achieved thus

177+
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128: 2999358 Binding energy of alkali halide molecules. Saxena,
P. D. (DEPARTMENT OF CHEMISTRY, C.B.S. (P.G.) COLLEGE, De-
hra Dun, India). Acta Cicnc. Indica, Chem. 1997, 23(1), 25-28 (Eng)
Pragati Prakashan. Theor. evaluation of the bmdm;,' energy of some
alkali halide mols. was made using 3 different forms of logarithmic
/@ _ potential functions including the Van der Waal's inter—action terms.
e ; The values are also caled. by logarithmic potential neglecting the Van
¥ der Waals inter—action terms. All the values are compared with the
exptl. values. Logarithmic potential appear to be ;,enerally superior
when used wnthout Van der Waal's terms.
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- A ()
g - /‘/ (/Z/ /’7111'28: 159116a Studies on the properties of AB, 'molecules witha
new topological index. Yang, Feng; Yan, Xiao—Ci; Zhou, Pei-Jiang; .
Zhou, Guang-Ming; Luo, Min—Dao; Qu, Song—Sheng (Dep. Chem.,
. Wuhan Univ., Wuhan, Peop. Rep. China 430072). Huaxue Xuebao 1997,
, 55(12), 1172—1178 (Ch), Kexue Chubanshe. A new topol. index F, is
/”0'7 o 1\”_) defined and caled. for AB, mols. F, has a linear relationship with the -
. std. molar enthalpies of formation and lattice enthalpies of AB, mols.
Wpél /ﬂf' . The relations between F; and cross sections of AB mols. (A = Na, K, Rb,
/ Cs, B =F, Cl, Br, I) are discussed.
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LA 7,51 1s N L =
g [Z ./[:ﬂ ot é[/ .-,7, ! 134: 91370v Binding energies of alkali metal halide cluster ions: l‘
A 23 Iy " calculated by electrostatic models and measured by the kinetic
K G lBTferel

" s 2 -
pax L

method. " Wang, G;_ Cole, R. B. (Department of Chemistry, Xavier

. ; University of Louisiana, New Orleans, LA 70125 USA). J. Electron Spec-
#I/L/Z/Mﬂf}tfg trosc. Relat. Phenom. 2000, 108(1-3), 153—162 (Eng),. Elsevier Science
; B.V. Exptl. measurement of the binding energy of gaseous alkali halide
clusters has been difficult: Recently, Chen and Cooks (J. Mass Spec-

trom. 1997; 32:1258) reported the application of the kinetic method to

the measurement of relative bond dissocn. energies via competitive

fragmentation of mixed ionic clusters [M,XM,]*. generated in a mass

/(' spectrometer. In this study the binding energies of various alkali metal
/} 2 halide cluster ions of the form [M;XM,]* or [X;MX,]~ have been calcd.
using both the rigid—ion model and the polarizable—ion model. : The
kinetic method was employed to measure the-dissocn. energies of triat.
cluster ions consisting of different alkali metal ions and halides. Good
- correlations between the caled. and measured differences in competitive

s
/ W ) /[_ a (}Zg Adissocn. energies were found for both pos. and neg. charged cluster ions.

{4
[ v

" JResults further demonstrate the applicability of the kinetic method to
measuring the relative bond dissocn. energies for ionic compds. However,
it is noted that the kinetic method does not measure the abs.*bond
dissocn. energy between a cation and an anion in the initial state of the

C /)U@f:ﬁjf,/l’/ﬁ _triat. cluster ion. Sl T



