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: H
4 Al i (
‘Z'W“ \ © Structural study of lithium and sodium halides by etec- L!g@-

%0\(}“ - tron diffraction. P. A. Akishin and N. G. Rambidi (M. V. .
i - i AA% Lomonosov State Univ:; Moscow). ~Zhur. Neorg. Khint. 5w wem

\W A 23-30(1960).—The . materials were evapd. from Mo or

) 2 . graphite eﬂ'fusionocells ai{ temps. reqltx_fired to produce vapor

pul pressures of 5-10 mm. Hg. The diffraction patterns were
(Q" 4 ‘ ,\ ‘obtained with accelerating voltages of 40, 60, and 80 kv, .

.,r (Y\ W The values of #(M — X)oftéctive are as follows: LiF 1.68,

/ LiC1217, LiBr 2.35, Lil 2.54, NaF 2.02, NaCl 2.45, NaBr

‘Li ® \: B7 L.F - 957, Nal 2.80 A. Av. deviationis0.01 A. On the basis of

A g \¥, ‘carlier considerations ( CA 53, 15750g); the content of MsXs

LS, XNo€ “ NG 'in the vapors of all Li halides and NaF is estd. to be >50%, -
i 1 { lwhile for NaCl, NaBr, and Nal, it.is 19, 14, and 13%, resp. -

: &%’ ' JY h".j -~ |The amplitudes of peaks corresponding to 7(X — X) vibra-

tion are caled. on this basis and compared with exptl. data.

. .-It is concluded' that LiBr; and Li.I2 have quadrangular.

8 : . ‘planar configurations with r(Li-Br) = 2.35 &= 0.02 A.,
Y il nBr-Br) = 3.85 &= 0.10 A.; r(Li-I) = 2.54 £ 0.03,.

c ﬁ ‘Ss‘ﬂ ‘7(I-1) = 4.30 = 0.1 A. Theangle X-Li-X is 110 = 4° for
CHNGEl §5:9) LiBroand 116 4°forLil. . R. Didchenko -

205680l W




1958
188
Lian,_LiEEE, haze, K2F2, Rb2F2,
Ca,l, ( Do, Hs )
_wiscnstadt ., Rothberg Giu., Kusch P.,

UoCllC[L.e -Pb.yn.}o’ 1)58, 29,
‘ 797-804
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2B113. KoneGatenbHble YacTOThl LIEJOYHO-TAJOHIHBIX
aumepos. 11, Jedopmaunonnsle, CHMMeTpHYHblE BAJEHTHBIE
n Bjg-xoneGanust. Berkowitz Joseph. Vibrational
frequencies of alkali halide dimers. II. Bending, symmet-
ric stretch, and Big modes, «J. Chem. Phys.», 1960, 32,
Ne 5, 15319—1522 (aura.).—Mouekyna 11e04H0-TaJ0OHIHOTO
aumepa oGpasyer maockuii pom6. Pamnee (P)Kdus, 1939,
Ne 11, 24688) GblaH BbIUNCICHBI FEOMETPHY. MapaMeTpbl Ta-
KHX MOJIeKYJ, a TaxkKe Obla BbiBefcHa ¢-sa, BbIpaalo-
was 3aBHCHMOCTb MOTEHL. 3HeprHH V MoJekyasl Auiepa
OT paccTosiunil Mexnay Homamu. Bxomswme B 3ty ¢-ny
K03¢. onpefeneHbl H3 ONBLITHEIX AAHHBEIX, JUIi KPHCTAJJIOB
M ABYXaTOMHBIX MoJieKyJ. IInsi KoneGaHuit KaXXa0ro M3 TH-
nos cumverpun Bjy = Ayg u Bg, BBeleHbl pa3jHuHBe KO-

sne6aTesbHble KOOPAHHATHI. CBA3aHHbIE PAAOM COOTHOLUEHHIT -

C HM3MEHCHHSIMH DaccCTOSIHIIT MeXAy HOHaMH. 3TH COOTHO-
LIeHHS TO3BOJIAIOT BBIPA3HTb CHJIOBLlE MOCTOSIHHBIE Yepe3
napamerphl, BXoAsuue B ¢-unio V, u Haiitn HX yHCICHHEIE
3HayeHus. [TocsaeaHue HCMNOJNL30BAHBl AJS BBHIUHCIEGHHS yac-
TOT KoseGauuit monekyn MeXp, (Me=1Li, Na, K; X=F,
Cl, Br, J) u Rb,Cl;, Cs,Cl,. HactoTh KOse6anuit Bcex THNOB
CHMMETPHH Ka[AO0il MOJICKYJbl MOBOJIbHO GAH3KH Mexny

co6oit._ToynocTb_BhiuncaeHust yactoT 15—20%. M. Kosuep _

fisnare S L % owy e w e immn



IMCPOB TQIOTEHI;IOB MICIOUHBIX Merasnos. 11, Jledopma-

L Y = o &
7583. Crtpoenne MOJEKYJ M KoJcOarejbHbIe CICKTPb
'2([5'(' “W“Pm P y KTp

Wertby!
Wbk
u—ﬁo

. \96

A\

nnduOble, CHMMETPHUNble BajJenTHsle B B¢ KoacOanus.
Berkowitz Joseph. Vibrational frequencies of alka-

li halide dimers. II. Bending, symmetric stretch, and B¢

modes. «J. Chem. Phys.», 1960, 32, Ne 5, 1519—14522

(anri.).—B npeanonoyKemI POMONY. MOJE:IT JMepa, co- |

c-romueii U3 4 MOHOB, NpPONU3BE/ICH PACUOT HCIIOCKOCTHEIX .

(Biu) 1 mmockocTHmX (Big) ded. M CHMM. BAT. KOI.'

(Ag) A1 BCeX rasIoTCHIIOB Li, Na u K u gaa xaopupgos
Rb, Cs. IlapameTpsl HmOTeHNmaiabEoill Qymrmum (moaspin-
3yeMOCTh MOMOB, TOCTOSIHNLIE OTTAJKWBANMA M BaH-Jiep-
BaaJbCOBA B3AHMOJCIICTBASA) ONCHHBAJHCH N0 JAHHBIM
A KPHCTALIOB H JBYXAQTOMHHIX MOJIEKYI. PesynsraTn

pacuera MOKa3hIBAIOT (coobmenne I, PIRXmM, 1959, Ne 14,

48483), uTo WacTOTHI 6 BO3MOIKHEIX HOPMAIBLHHIX KOJIS- ..

Gamuit quMepa G:MBKN APYT K APYTY ¥ BO BCEX Caydaax
MOHBIIO UACTOTH KOJCOAHUS COOTBETCTBYIOMErO MOMO-
Mepa t 2 B. Kopstsrknn
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oboAs "hxenr'ln OTTAIRNBANILT B HONNLIX  %I0CKY,

_Mgbw Tipacuon N C. «R. ofut xmmmm, 1950, 20, N 1l

SSM=DSTEUNCPTIND enaain B MOTICKYIAX rasooipa mm\

-(‘W te, TATOTOIIIOR IUCIL 1T NICT. 2CM. METAJSIOB MOLCT l)LI'II

- Ll

TBRUIIICIICNA 1A OcHoRe nmmoii‘ Mojtestir, B ooTodt cn"m(’

OUCPTIIA  OTTAJARNRAMINI  BLIMHCILICTCSI  TIO q-ac;

Aexp(—r/p). To dremepidL J@QUHBIM JUIT MOICRY:T r'mo-

1emrmrv (re 11 ke) 1med. MeTaiLIon BLIMIICACHYL, 3UaM 0T
JULEL BATIONOB DICT. METAILIOB IT TAIOTCHIFLOION, Jod

‘mlmm.l P MA* o osumavemnrt ofdentumX saps; o

e, 11 TIC/L-30M. MeTasrton OLITI  TemodL3oBaNLt jasec
A1 pacueton Pornt narionos M2+, Briameaernie :nwp—,
PILT CRIACIH NA 0CHOBC UOAYICHNLIX gnauennit P aer

cpesee OTRINNCeIIC "% e 20 Soceny 1'\’10101111 o8 11

uea. yeraaaon i 25%  qrnr 9 Moserylr | rasorension)
NIAT.-20\L_\eTATIOR
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4839 IMonpaBka Kk cratbe «Pacuer 3Hepruu Mo.ncxyn'

ra.norcmmon WeJ0YHO3EMENbHBIX METaJJ0B Ha OCHORE
nonnoii mogean». Kpacuos K. C. «Hoka. AH CCCP»,
1960, 134, N 5,1000. — ¥YkaswiBaercsi, uTo B paGote

Kpacuosa (P)K®us, 1960, Ne 4, 8273) B ¢-smax (2) u (5)

Ko3(. B BBIpa)KeHHH JJs1 TOJSIPH3YeMOCTH paBHsieTcst 3, a
ne 4. Tlo yTBepsaeHHIO aBTOpa. 3TO HE H3MeHseT cyuiecrsa
BLIBOJOB, HO MOBBILIAET CPEAHIOID OWHOKY.

¥ i | (360
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j 7B108. 'O mMexaTOMHOM PACCTOSIHHM B MOJEKYJaxX ra3o-
o0pa3ublX raJoreHMAOB L(CAOYHBIX MeTannos. - Kap a-
netbsauu M. X. «)K. ctpyktypn. xumuu», 1960, 1;"Ne 4,
399=303.~OxAWH 3 MeTOJOB  CPaBHHTEJLHOTO pacuera
NpHMEHSIETCST K BBIYHCJCHHIO MEXAaTOMHBIX paccrosnuit d
B MOJIeKYJaX ra3ooGpa3HbIX TaJIOTCHHIOB LLCJOYHBIX METaJ-
soB. IlpH pacyere IHCNOJB30BAaHBLI AMMHPHY. COOTHOWEHHS
dMe—x = Ax dye—pr + Bx (1) 1 dye_x = Ay dg_x+
+ By '(11). 3uauenus xosd. A 1 B maiifiensl ¢ nomoupio

——— e g -

S e T .-

SC -\%1-?6-,



a—l 3R

nanGoJce TOUHHIX 13 HMeiouyixcsa dKkcnepnM. Janubx. Io-
Kasano, uto pacuer no (I) BOCHPOH3BORHT IKCMEPIM. 3HA-
yennst d (11 B-B) co cpenneii norpemnoctoio 0,0023 A, |
. mpiuem oma  ymeHbmaerca gpo 0,0000 A, ecan’
. OpHEHTIIPOBATHCSl ~Ha  JKCMEpHM.  3navenus dpy_p M|
dcs_g- _Cpe;umﬂ norpemnocth  pacuera mno (II) cocrapaser |
0,0004 A, T. e. conaMepuMa C TOYHOCTBIO IKCMEpHM. JaH- ‘
upix (0,0001 A). Iposesena ouenka 3uauennit dp,_y (X=:
=F, Cl, Br, ._I) H dpeat (Me = Li, Na, K, Rb, Cs). |
Ins soiuucnacHist dp,_y  HCNOJIB30BAJNOCH TAKiKE COOTHO- ';
weHne dpjerj—x = Adper—x» "B KOTOPOM  CpaBHHBAIOTCH |
MEIKATOMHHIE PAaCCTOSIHHSI TaJIOTeHNOB  I1eJI04YHO3eMe/bHEIX |
1 wesiounbiX Merasaios. IlpuBefena TaGnnua pacCuliTaHHBIX |
snaueHnii d. ‘ .~ .E. TIwennuynon ;

st —a v
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—————"7="" 5B54, O TCOPMM FaJOTCHH/IOB UICJOYHBIX MCTANI0D
Agesern, ' Maymmmra, Var shni Y. P, ShuklaR. C. On Pauling’s
‘ theory of alkali halide molecules. «Proc. Phys. Soc.»,
- 1960, 76, Ne 5, 794—797 (aurs.).—/Oas pacuera aHrapmo- -
{ HHYHOCTH WeXe M KOHCTAHTLl UEHTPOGECKHOrO PacTsiKeHHs
l.\@e rasoOreHHNOB LIEJOYHHX METAJJIOB HCMOJL30B3aHAa .ABY-
" yneHHas noTeHu. ¢-uMs THna . Ilayaunra (mepBHIA - uaen
OUHCHBALT KYJOHOBCKOE NMPHTSKGHHe HOHOB, BTOPOI, Mpo-
MOPUHOHANLHBI  F—M,— KOPOTKOAEHCTBYlOUCE OTTANKHBA-
. Hite), mapaseTpsl KOTOPOH OMpeje/cHbl N0 SKCMepiM. BCAH- |
~  yHHAM We, re i Be. PaccunTaniibie We, Xe H Qe Ans Goab- !
WIHHCTBA H3 16 rasoreHHAOB OKa3nBaloTcs Cosblie 3Kcne- |

]

1

saL A 2t

‘piMeHTaNbiuX. TIPH 3TOM HCMONL30BAHHLIA MOTEHUHAn Me-
*yee TOYCH, YeM MOTEHIHAa C 3KCMOHCHI. BTOPBLIM UYJCHOM.
- o ‘Aﬂ e W Faa o E. Hukurun |

wlaaicE. | T
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% DBulewics Helie, Fhillips L.F.,
1 - sugden Telbie- K

e

.Trans.Paraday $S0Ce,. 196?, 815
13 69 921"93] ‘—'
Letexrmine ation 0L eee '
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AH(,;Do ( Li¥,LiCl,LiBr,LiJ,NaF,lLaCl,NaBe,
Ned, KF,HCl,KBr,KJ,RbF, ibCl, KbBr, RbJ,
GeP, CoCl, CsBr, Csd, GaCl,Gabr, GaJ,
InP, InCl, InBr, InJ, T1F, T1Cl, T1Br,

?1J, NiCl, NiBr,NiJ, WnCl, MnBr, kind,
¢rCl, CeBr,Crd )
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; CBA3Cit  MOJCKYJ TajoreinigoB IICHOMITEIX MCTAILIOBN.
v - -~Rothberg G. M. Erratum. «J. Chem. Phys », 1961, 35
i N3, 1137 (_m‘.rr ) —ﬂ{ PH{XJIL\I 196?., 5B64

,/'
e
' (
H i
i - i - 5= - s
o )
. IE— e R E s — i
\ 3
1
'
{5 - — ~ - - = R -
|
‘ ' ; _ ~ A
' S B E s .
3 . 3 / _
' '
| i
! R - -
‘ !
¢ '
! 5 - -
'

TR o K

v +15B22. IIcnpan*xemte am'opa K cTaTtobe «3nepr1m-



7 _New potential function for "alkali halide molecules.

WW .Vatendra Pal Varshni (Natl. Research Counctil, Ottawa,’

o
l‘ i
g

)
1 .
-------- 1

¢. 11962,
5532 d

Can.) and Ramesh Chandra Shukla. J. Chem. Phys. 35, .. .
'582-7(1961).—The following potential function was sug-
gested for the alkali halide mols.: U = ( -¢/r) + P exp,
(—kr?), where P and k are consts. Values of as, wex, and
the ionic binding envrgy D; were derived for the following 3
functions: simple Born-Mayer potential, Rittner potential,”™ ="~
and the potential suggested above. The results obtained
with the new function were much better than those obtained -
with the Born-Mayer potential, but slightly inferior to those

obtained with the Rittner potential. . ,
Henry Leidheiser, Jr. -
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! A--,.-.-l_’._._';_,.;vwb.,!'; 6595. 1 lobam MOTENOUAKBUSA PYORMUS AT MOICKY.T ram o -
g meaounpix ragoremion. Varshni Yatendra Pal,)
Qa ./‘ w Shukla Ramesh Chandra. New potential fuiiction:
P for" alkali halide ‘molecules. «J. Chem. Phya.», 1961, 35,
_ ua‘ M Wb e 2, 582—587 (anri).—OKcmepmMeHTAIbHEE BHATEHNSI:
: IOCTOANILIX Qe, We Ze It D (9meprus puccomumammm ma mo-
: 'HE) ABYXaTOMHEIX MOJEKYJ IaJOreHIoB INel. MeTajIon.
R COHNOCTABJCHLI ¢ BLITNCASHHLIMI HA OCHOBAHHI (YHKIIT
; Bopna — Maiiepa, PoTTHepa 1t BHOBH IPEIOKEHHOT0 TG
7777 ‘remmuana U = —e?/r + P exp (—kr?). Ilokasano, 9ro mam-
! Jyumee COBIAjenIe Ioiydaercsa Aasa QyExmun Parrmepa.
B ‘Hanxygmee — qusn Qynknnon Bopra — Maiiepa. Jas atmx
AByX (QyEROmil 3am0BO BEIYHCIEHEl MOCTOSIHHLIE OTTANKH-
: BanmsA. JKCUONeNNNANBHEII WIeH B mpeAxo;Kennoit Bymx-.
i .OUI YAOBACTBOPNTE/IBHO OMNCEIBAET HE TONBKO OTTANKI- _
"7 7 paHOe MOHOB B MOJEKyJe, HO OAHOBPEMEHHO H NPHTSKC-
3 5 Ene, 00yCIOBIEHEOC NHAYINPOBAHHEIMI AOIOMMMI If BAR-
- 19,7 4 mep-baanbcoBmMm cmmamm. Kpatxo ofcy:xpen. Boupoc 0
Z-1962. 6. ’

BHjI¢ WIEHa, OIICLIBAIONIEr0 OTTAJKIBANIE IOHOB. e
| S ————— .___B. KopssKkin
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19B35. 0 MOJICRYAPHBIX MOCTOAHHBIX JBYXATOMIBIX v Yo

MOJICKRY:T ICAOYNBIX raoreHioD, Kopsmxnu B. A,
' Tatescruii B, M, «Bect. Mock. yn-ra, Xinmiisiy, 1902,
PN 2715=20" T T T
IIpit mpegmonosxenm o NPIIMEHHMOCTII JIOHDOIT Mojme- . ..
T K IBYXQTOMIEIM MOJICKYJTaM TQJIOTCHI/IOB IIeJ. MCTag-

“I0B MOJKHO IIOJYINTDL IS HIIX DHYTpCHIE COTVIACOBAHHYIO
~[~:CHCTCMY  MOJICKYSAPHEIX | IOCTOSHNEIX, VOB TBOPITENb-,
HO cOrIacyomuxcsa ¢ oxcmepaMentoM (Do, e, WeTe, Te 11,
--Me; PIRXany, " 1963; 15B5191). Ha ocmone nommoit Mojenn

NPOI3BEJCHA  ONCHKA K0:1e6aTeabHBIX HNOCTOSINHBIX I
K09, AHrapMOHAYHOCTH AT MOJICKYJ, He UMCIOIIiX B,
HITCPAType dKCHmepmdM. manneiX, Ha ocmosammm pammonix

Wsripible”

s M‘&W{%
_ .\‘)f,‘tk{?\ﬂ\\\a*

i

QI’ QA el

H
-~ N <emenm—-PACUCTOB M YAOBICTBODHTENHHOLO COIMACII C OKcIepIr-
( ; MOHTOM HCJIL3M eme CACMATh BHBOJA, UTO CBA3L B Mome-
) L\E.Vr.%\p.-.nynax TQJOTEHNI0B INeJ. - METaI0B SIBIACTCS HOHHOIL
Kax Opumo moxasawo, BEIpasRCHINE, HCNOAL30BANHOC PirT- .
- -moo2THEPOM (Rittner E. S. «J. Chem. Phys.», 1951, 19, 1030), —
HYJRAACTCSA B IOOpaBKe, YTOOLI OHO ONNCHIBAJIO PCAIBHYIO o
- -.JOTennuaiabHyo Kpnsywo. CicgosaTennmo, paje yuer
B3AIMHOIl IONAPH3ANNK HOHOB He II03BOJsIeT II0JIHOCTHIO
-~ .- COIIacOBATL pacter ¢ ouuroM. C ;ipyroit cropomsr, yao-— T

)( /965 /9 Dictnoputenbmog cor.vrafm: MOIKNO_NOAYNTS, BOOJL MO~ -
S A




. yuxnomio Mopase, KoTopas, xax 13pecTHo, yRO-

«~." IDHO ONNCKHIBACT IOTCHIHAJLHBIC KPHBBHIE He-

;. 1erysx. ITo-BHgHMOMY, peaiblble NMOTeHIHAIb-
Ve MOJICKYJI TaJOreHMJ0B INeJ. METaJI0B HAX0-
.Y xpusniMy, npupefcnneiMi pagee (Pittner
ym. Phys.», 1951, 19, 1030), 1 xkpusnimu Mop-

’13 _PE3I0OMO_aBTOPOD




W\LM‘-\ a) Molecular constants of diatomic molecules of alkah %‘2
L«k ‘halides. V. A. Koryazhkin and V. M. Tatevskii. Vestn.: .
\g M%Mask Univ.; Sér. 11, Khim. 17, No. 2, 15-20(1962). The ~ """ ~

’equation for W(r), apphed by thtner to cale. the dissoen. )
‘ Ku" = "“encrg) of a diat. mol. into ions, is discussed (CA 46, 792g)." -—*--—~--
Thxs equation does not represent the real potentxal curve,’
WO 0‘& smce rcal mols. do not dissoc. into ions but into neutral---—_—-._~
.atoms. Hence, a modified equation is proposed: U(r) = .
W(r) + [1 — F(r)I(LE), where I} = energy of free ions_—
'and E = energy of free neutral atoms. Even taking into! .
s .--_.___,__.Naccount the mutual ionic polarization fails to give full agree- ___ .
Yo iment between calen.’and expt. - On the other hand, satis- . .
! ’factory agreement is obtained by introducing a correction:
1
j

linto the Morse function, which satisfactorily represents the
I W S ]potentml curves for nonionic mols. Thus, the potential
{ icurves for mols. of alkali halides lie between those for the]
B ' funct:on W(r) and the Morse one. On the basis of the ionic' <
B | S 'model of diat. mols. of alkali halides a system of mol. consts." o
i (Do, wey weXe, e, and p,) is caled. and exptl. confirmed. In
eyt e the case of mols. with no literature data w, and wex, are estd, —————~-

c 0 /902 ‘; ; 9 on the basis of the ionic model. 19 refe,rences .
Z.T. Bleszynski -
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e il el Al 7 MOJleKleﬂprle ‘oCTOAHNbIE ABYXaTOMHBIX MO- ~
JieKyd mienouHbix rajnorenunos. Kopsxkiu B. A, Ta-
- = a= - —o—vy- = -=1repcKHil B. M. B ¢6.; «®u3.” mpo6a _c‘ﬁéii'pocxxonun
T. I>”M, AH CCCP, 1962, 190—I91 .

- ~—{———_ Cu. P}Kd)ns, 1962, 11B63,
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anMeHeHMC HOHHOH MOJleJlll ansa pacqcn KO'

_L-.'lCGZlHHH MOJIEKYJl TAJOr¢HHAOB LEJOYHO3EMEJbHbIX MeTaJl"

1 J10B. l\pacnos K. C, Ma

Kcumon Al H. ©K crpyK-

A ,______w___-___'rypn. TXiTMii», 71962,73,” Ne”6, 703—706 g
' : -1 Ha ocuosamumi s10HH0IT MO/ MpoH3BeaeH pacuer cio-" T

| BBIX NMOCTOSIHHBIX H YAaCTOT BAaJIEHTHBIX Koneéauuu AJ1 MO-.

“tyiekya ranorennpos lla TpYNMEL Heo6xomnmete mas pac%-”-' <
"ra KO3(. OTTaJKHBaHHA HaiileHbl HE3aBHCHMBEIM METOZOM )

{Ha OCHOBAHHH MNpaBlIa aAAHTHBHOCTH. PaccMoTpenst Bo3-"- ----:-
“MOJKHBI@ TIDHYNHBEI OTKJIOHEHHS OT NMpPaBHAA aAXHTHBHOCTH

CTOAHHAMH.

a

B cCayyae MOJIEKyJs C OueHb MaJBIMH MeXaTOMHBIMH pac-

S D A

L. )
- qB3 YT
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: "The molecular beam electric resonance spectra of some alkali
(WM ‘halides. _Lewis_Peter Gold (Harvard Univ.)., .Uasiv. Micro-.
films (Ann Arbor, Mich.), Order No. 62-3538 93 pp.; Disserta-,

‘m:..;.( T tion dbstr. 23, 15041962, A ==
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Millimeter wave spectroscopy of the alkali halides in high-
temperature molecular beams. James' Rogers ™ Rusk TDuke
Univ., Durham, N. Car.). N, Ml ;
Mich.), Order No. 63-3605, 120 pp.; Dissertation Abstr. 24,
2097-8(1963). , :
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v\M ~7The infrared spectra of the lithium halides. Wilfred Glen’
' Norris (Harvard Univ.). Univ. Microfilms (Ann ATDOT, Mich. R

‘Order No. 63-7834, 177 pp.; Dissertation Abstr. 25(3), 1604

(1964)(Eng). o SNDC i
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|

©"Raman spectra’ '6&“&ii&iﬁ"‘££ﬁa§*§f‘§i"K}iéﬁﬁiﬁﬂﬁi?&}
} Inst.. Sci., Bangalore). Lattice Dyn., Proc. Inlcrn. Conf., |
o

__CsBr, and CsI are discussed. )

i ] e L 2_5_{:

Copenhagen, 1963, 429-31(Pub. 1965)(Eng). The 2nd-order i 5 «w;
Raman spectra of LiCl, NaCl, NaBr; Nal, KCl, KBr, KI, RbBr, t L e SO

M. Elmslie
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ad 4 Rotational spectroscopy of the alkali fluorides. Sidney Edwin"L
Veazey (Duke Univ., Durham, N. Car.). Usniv. Microfilms,

iTAnn Arbor, Mich.), Order No. 65-6668, 90 pp.; Dissertation |

< Abstr, 25(12),_7326(1965)(Eng). - SNDC
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| 3bB25. - ®yHKUMA MOTCHUHAJBLHON SHEPrMH MOJIEKy. ra-,
NOTeHHNOB LeaoyHbX MeTamnos. Varshni Y. P, Shuk- 65
1a_R. C. Potential energy functions for alKall-hialide mio-,
lectiles. «J. Molec. Spectrosc.», 1965, 16, Ne 1, 63—83!
(anrm). ‘ , Tty S o I

Jlns BHIYHCJEHHST CICKTPOCKOMNIY, NOCTOSTHHBEIX Cle, Ve, Peo:
Oexe 1 D; razoreHHA0B e, MeTaanos no ¢-nam JlauxeMma!
(Dunham J. L. «Phys. Rev.», 1932, 41, 721) npumcumorcﬂ‘
4 pasupix nortenuuana: norenuuan Putriepa (Rittner E. S.|

——

«J. Chem. Phys.», 1951, 19, 1030); mse oGuiie MOTeHUHA b |

Juste  ¢yukunn U=—e¥r4+Arrexp(—ar) u+- U=—e?/r4!

+Bexp (—krP), mpeAnoXennsle abTOpaMi, W TMOTEHUHAn |
PuttHepa ¢ yuetoM rumeprnoaspuayemoctii. ComocraBienst
TaGaHIUB 3HaUEHHT Qe, Ve, Pe, WeXe .l Di, BBIYHCIEHHBIX Ci
pasHbIMH TMOTEHLHAJaMI- AJs BCeX TaJoTeHIJOB les. Me-:
taanon: Tloka3ano, uro moTeHuuan PurTHepa paer uempa- i
BHJIbHLIE 3HAYEHHST AJIst Ye 1 Pe;. yUeT THIEPNONAPH3YeMOCTH

He NPHBOMANMT K YJAYy4YIICHHIO, a ABA OCTaJblbIX MOTEHIANA |
NPHBOAAT K JYUIIHM. 3HAYEHHAM Ce, Ye, OcXe M Di 1 K|
HEMHOTO_Jvyulemy 3Hauelifio_as_fe. . M. Anuen T

v
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4 Y. P. Varshni and R. C. Shukla (Univ. Ottawa, Can.): J.Mol.
Speclry=To(T);~63-83(1965)(Eng). The following 4 potential
3&\1{»14‘\ energy functions were examd. for alkali metal-halide mols.: 2 i

3 ° general functions proposed here, the Rittner potential, and al

modification of the Rittner potential by including a hyperpolariz--.

g g l“ otential energy functions for alkali (metal] halide molecules.

8., and the inclusion of the hyperpolarizability term makes the dis-
e B agreement with the exptl. values greater. : RCKP

ability term. The Rittner-potential gives poor results for yoandi™ ~
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) 4bB5499. AnrapmoHHueCKHe naau'moueﬁc-rmm B rajore- -
g.,nunax wenounbix meramnos. I Cowley E . R..COW, .

CY.. nharnionic interactions ™ in - alkah halides:
11 <Proc. Roy Soc.», 1966, 292, Ne 1429, 209—223 (anra.)!

MeroaoM paGoTst (P}I(d)us 1964 10E133) .na  ochose!

.ciosoit Momean VI paGotit (P}KXHM. 1965, 55392) no-:
SJIyueHbl QYHKUHH pacnpeieseHns yactor g (v) aas KpH-|
| craanos KBr n NaJ, npuueM mapaMeTpsl 3TOit MOAEJIH MOA-;
Gupanucy Tax, TOOD! YLOBJIETBOPHTD uempouorpacbuq.:
JaHHBIM TIO (THCIEPCHOHHBIM KPHBLIM M BEKTOpaM MOJsPH-:
‘3auun QoronoB (PKXm», v1965 5B392). Haitaenst MoMeH- |
e g (v) mopsaaka n=-—3, 0, 3, 6. Pacxoxuenne ¢ onw-,
. TOM .(P}KXu\r 1961, 65376) ocoée}mo 3aMeTHO¢ JIs
n=3, 6, o6bACHsACTES TEM, YTO B IOC/JEIHEM - MOMEHTbL:
g (v) noJyueHbl #3 MaHHBIX TIO TEMJIOEMKOCTH LISl  BCex!
, T-p, B TO BpeMsi KaK aBTOPHI /sl ~HaXoxienus g(v) mc-;
'nosb30Baji HeliTpoHorpadiy. AaHmbie npH oxHoit T-pe. ITo’
“g(v) BBIYHCJEHL! TrapMOHHY. BKJAJBL_B_cBOOOAHYIO 3Hep-i

T s
g g
/o

1966



o - (F), sutponmo (S) u ° Temaoemxocts (Cp)’ Tpu’
"0<T<400° K. afinenst capuru A (A) uyactor «HoHOHOB!
0 (). (rme o (A) +A .(A) —momoc onxnodoxonHOt QyHK-
‘wint T'puna), cpAsannuie ¢ n3MeneHHeM mapaMerpa PeIIeTK
—{IpH_TEILIOBOM . pacuiipensH  #H—3B ‘1-M - Heilicuesaiomey,
,TIPHOMHKEHHI — C aurapMoHH3MOM 3-T0 It ‘4-ro nxopxnxon.’[
-Ilpu pbluncneHny © mocnenuux  BKAAZOB HCI0JIb30BaNIOCh;

|l -
;npn6mm<eune'coceneu .C 3KCMOHEHUHAJIbHBEIM MEKaTOMHBIM, .

'TIOTEHUHAJIOM, NapaMeTpsl K-poro BEIGHPAJICh TaK, 4TOOLI;

) IYAOBJICTBOPHTL ONBITHBLIM  JaHHBLIM IO rapmouuu.'ynpymm{

‘mocrosHubM. Kpove Toro, B Aj!(A) “yunuteiBasach JHIIb;
'3-71 MPOM3BOXHAST 3TOrO WOTEHUHaJ . Brlulicaensl JiHelHbLe !
a0 A (M) pkaanet AF, AS, ACp, ACy, u AW (exp(—W) —|
‘¢paktop Jle6asi — Baasepa (aHH30TPONHBIE AaHrapMOHHMY.!
‘BkIagsl B W He paccMaTpHBaMNCh) KaK (YHKUHH T-pHI,'

npHYeM Y4TeHO TO, YTO B HefiTpoHorpaduy. © (A) yike co-i

‘nepikutcs sddekr anrapMonusMa. CpaBHeHHe € SKCNMepH-i
:MEHTOM mpoBelleHO 1Js Ae6aesckoii T-pul (0<T <<100°K),!

‘Cp+AC, (100°K<T<300°K; PyKXuy, 1958, Ne 18,

60121) 11 WH+AW (100° K<T<<400°K; - P)KXuwm, 1965,
'195402), npiyem okasasioch, YTO TeOpeTHY. Kpipble  npi)
BBICOKHX T-paX JIyyllle JIOXKaTcst Ha ONBITHBIE, €clTi He yuH-
" TBIBaTh ' aHrapMoHn3Ma' (Beamunna AF/F ouenb Mana mawe
npu 400°K, a AS/S nocruraer 49%). OcHOBHO NpHUNHOI

e —TOT0 DACXOXJCHH, 0 MHEHHIO aBTOPOB, SIBJsSETCs rPyOblil

BLIOP MerKaTOMHONO moTeHUHasa npH pacuere A (A).
o

obwenne I cm. PKXum, 1966, 665144. B. Kaueen




2 J1255. MHcnpasienne k cratbe «Jannnoponnossie HK- .
,/CNEKTPbl WLEJNOUHBIX *COMeli rajJoreHHAHBIX KOMIUIEKCOB Me- !
tamnos.» Fertel J. H, Perry C. H, Sabatini A, "~

. T<Cong-wave infrared “spectra of alkali salts of platinum,
-halide complexes». «<J. Phys. and Chem. Solids», 1966, 27, ;
‘Ne 9, 1551 (aurm.). - ) Co l

K P)K®u3, 1966, 571485. E :

 —

Sacconi. L. Schettine V. Correction {0 ~paper: -
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i __ Rotational magnetic moments of alkali halide molecules.
i F. Mehran, R. A. Brooks, and N. F. Ramsey (Harvard Univ.), —

Phys. Kev. 141(1), 93-104(1966)(Eng). The rotational magnetic
. moments of a number of alkali-halide molecules were meas-——--

' ured by the molegg]g;-beam magnctic-fgsgm, nce tcclmigue, The
! gyromagnetic ratios in units of nuclear magnetons arc 1]4_‘3_&

“““““ t (+)0.07367 == 0.00050, *K¥E ( —)0.0364 = 0.0012, 7Li* (+)
i 0.0848 £ 0.0032, BRbYF (—)0.0441 == 0.0028, SLi*C 1042 —- -

i = 0.0033, SRb¥CI(—J0.0183 == 0.0018, 7LiBr. (+)0.0011 =
~0.0089, ,mcsﬁ%‘tx: (=)0.0621 = 0.0055, “Na''I_(+)0.0268 = -

i
1
1

i
‘
i

.7 / 75 6 ¢t @
HOoLh- 3{_&{4—“‘_ *




/

0.0047, 3Cs%Cl (—)0.0212 == 0.0011. Only the abs. values were
detd. exptl. However, the abs. values are reasonably consistent
with the theoretical ones, so signs from the theory are listed in
parentheses. For weak fields the mol. rotational magnetic
moments do not correspond directly to the peaks of the resonance
curves. A statistical analysis was carried out to det. the ro-
tational g values from the peaks of the observed resonances.
Since the correction is large (up to 509%), these results would be
wrong by an amt. beyond the indicated exptl. error if the inter-
pretation of the correction is not valid. No such uncertainty
arises in the LiF measurements or in other rotational-moment
measurements where the.correction does not need to be made..
The measured values detd. in accordance with this analysis are in
good agreement with the predictions from a theory of Foley (CA
41, 7262¢). The spin-rotational interaction const. of ®F in
BCsYF was measured by a new method as 13.5 =+ 2.5 ké./sec.
R RCPT__

.’




g?:w'zwd«u | /P -%x-5219 1666-
Uty 0] - 1967
aba 4.

Acto. Unid. @e&w/% Ludodieo

%, ICOM% Ao, Joe. Pups. Ohom .
De.. 1966 12, 9-20 (Publ 196%)

0.0.1967,6%,46 15709 .



;.x b

) : : 17

WW;_O_{__' halide molecules. Agoston Baba (Kossuth L. Tud. Egyet. Elm.|— -
e A :Fiz. Int., Debrecen Tang:)T cta Univ. Dcbrecen. Ludovico.

‘Kossuth Nom., Ser. Phys. Chim. 12, 9-20(1966)(Pub. 1967); —

7 ..o . ~ Eng). The interaction potential between alkali and halide ions; -
e C,\{,L/r was detd. in the Ist approxn. of the Lenz-Jensen-Gombas (L. 7.
/"' ; - “‘and J., CA 26: £808) perturbation theory. The ds. employed:

5~ ﬂ > :were caled. from the Slater (CA 24: 5604) and the Slater-Angus; -
g © =3(A., CA 26: 4218) 1-clectron wavefunctions. The model takes =

‘into consideration only the Coulomb-type interaction of nuclei. -
- -and _electron clouds and the kinetic ex}g;g)iq{__t_ll_cvc_l_cctioxl cloud.: 7

25709 Semistatistical calculation of the constants of alkali/

ch T ¥ S e



"The equil. internuclear distance and the dissocn. energy were
caled. by the he S1p of the potential, Except for the case of some’
‘alkali halides thé‘ulue of dissocn. energy approximates the exptl.
ivalues with an accuracy of 1-10%, while accuracy is within 49,
.for the majority of mols. Internuclear distance falls within 1-
.89, of the exptl. values in this model. The values for dissocn..
‘energy are generally lower than the exptl. data, while the equil.:
}intemuclcar distance surpasses the observed values.
' - L. Somogyi_ !

»



9 [1231. HUK-cnektpni rekcarajorenmeranaatos (1V).: IQM
Brown D. H, Dixon K. R, Livingston C._M,:

¢ Nuttall R. H, Sharp D. W. A. The infrared spectra
of hexahalogenometallates (IV). «J. Chem. Soc.», 1967, A,
Ne 1, 100—104 (aura.) - . ;

IMoayuennt WMK-cnextpnt (4000—250 cx~') psna rexca-!

XJOpPMeTAaToB  yYeTbipexBajenTnblx  Meraanos MyMeClg,:
roe M—K, Rb, Cs, Me—Ti, Sn, Pb, Pd, Os, Pt rexca6pom- !
'Mertannatos M:MeBrs, rae M—K, Rb, Cs, Me—Sn, Pd,!
-Os, Ir, Pt n nas rexkcadpropmerannatoB KoTiFs, Cs,TiFs,!
:Rb,TiFs, K2GeFs, Rb,GeFs. Hns1 Bcex coemmneniuit mpose-:
JeH PeHTIeHOCTPYKTYpHBIT anann3. Bce xzopo- u Gpomo-. -
KoMMeKehl nuMeloT  KyOuu. crpyktypy KoPtCls, mckatouas!
rekcaGpoMCTaHHAT KaJsHsl, KOTOPHIl HMECT TeTparonajbHhle
NiCKaxkennsi B cTpykrype. HaGmogaeMble B CNEKTpax HeEKo- i
TOPBIX KOMIJIGKCOB paclienJielist MoJoc, OTHOCAUINXCS K:
dynmgaMenTaabHbLIM - KoJeGaHisM, - 00CYKAEHbl € YYETOM;
TOYCUHOIT CIIMMCTPHH aHHOHOB. B. JKananos;

. ' .i
D194 98




24 526 " Bau-nep- naanbcona :mcpnm nsaumoneucrmml .

) ra.'loumiblx coeputennii mwenounbix meramios. Chan d-i
_raM, Sharan.B. Van der Waals interaction energy forx
alkali haiides. «Proc. Phys. Soc.», 1967, 91, Ne 1, 257—258!
‘(aura.) - t

. Ha ociobe HOBHX JAaHHBIX 10 K03d. Bau-mep- Baa’nbca:
(P)K®us, 1967, 2J161) paccunTana 3HEpris JHNOJb-IHIO/b- |

Horo paanMoseiicTBls AJs1 BeexX raJioreiiiloB eNOYHEIX Me-)

| Tannos. Pe3yabTaThl CHALHO OTJNYAIOTCS OT AJHHBIX, MOJY-
RAMLIX-palee. A 1|

: - 2 :
1967 - 24 .

194



) ] 7 -, 12]267. Ceuenus Yd-noraouielns AJas Napos uienou-:
S npix ranomaos. Davidovits P, Brodhead D. C..
.Ultraviolet absorption cross sections for the alkali halide
vapors. «J. Chem.  Phys.»;- 1967, 46, Ne 8, 2968—2973°
*: (anrda.) ' ey
Mamepenst ceuenist Y P-norJoueiiist (2000—4000 A) mas - -
‘MapoB IIEJOYHBIX TaJONAOB; N3 MOJYUEIIbIX IKCMEepPHM. . *
‘AannbX MocTpoeHLl TOTEHIL. KpHBLIC. Paccuntanubic Bpe-
. . ,-Mcla XKH3HH BO30Y/KACHILIX MOJICKYJISIPHBIX COCTOSTHI paB- .
. B ~10-8 cek. "

N

/
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7 noJjabioro B3aHMOJICHCTBHSL B OreHHJaX LEeJOUHbIX ME-!

UYL . M"'Lo‘c‘ran.no_u.* LynchDavid W. On van dcr ipote-di-,

7 . ey L S )
pole cocfficienfs” in"alkali halides. «J. Phys. and Chem.!
Selids, 1967, 28, Ne 10, 1941—1946 (anra.) e s
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" 35377j Fluorohalides of alkali metals. A. A. Opalovskii
(Inst. Neorg. Khim., Irkutsk). Usp. Khim. 36(10);71673=700"""
(1967)(Russ). Alkali metal halide di-, heza-, and tetrafluorides, |

: their chemistry, properties. and spcctral characteristics are !
reviewed. 154 references. G. M. Kosolapoff

)(u.MO(@-L
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6 B31. TeopHst MOJSIPHLIX MOJEKYJ] Ha OCHOBE nonluo»é]?—
prd : .monean. Tosi M. P.,, Doyama M. Ionic-model theory of .
Qs Ccz.:g,a.-j',n . polar “olEcutes™«Phys: ‘Rev.», 1967, 160, \e 3, 716718,
ANtV 2 ' (anru.
_/_(;ije;.’,.__gv_ljl(ﬁ_(__:_.__l,c"é; (Hon)za.\mupuqccxaﬂ HOHHAsA MOACJb, YacTo nprmeuﬂemani\
: . ;B AHHAMIUY. TCOPHI KPICTaJJOB TaJOreHHIOB LIeJ. MeTaJ-
.JIOB, TNCPEHEeCeHa Ha ABYXAaTOMHBIE MOJCKYJbl 3THX XKe 3.ne-L‘._
MentoB. IloTeHuuasbHasi 3Hepriust B3aHMOACHCTBHST HOHOB B
: AByXaTOMHOIT MosiekyJse npunata B Buge U (r)= —(e2/r)— %
i —im, () m_(r)] €/2r2+ (m_(r) B (r)/2) + ¢ (r), rae m_(r) s
. ;M my(r) CyTh JHMNOJbHbLIE MOMEHTHl QHHOHA H KATHOHA: =N
L., D, = mN=a[—B()+elr+2m, ()R], m, () =c, [e)r+
e Lt e 4 2m_(r)/r3], @ Ho, —ToNApH3YEeMOCTH aHHOHA H KaTHO- L
_Ha; @ (r)—KopoTkoAelicTByIOUHil MOTCHIIAN OTTaJIKHBaHHS; |

— £
- M'_Q/W < -=...B (r)—nonpaBka Ha HETOUYHOCTb, BBEAEHHAS TOJNBKO B cay-!
1 y : ;uae  aHnoHa; ¢yHkuus B (r) cBA3ama ¢ (ynKuuei q;(r)':m
i
!

---COOTHOULICHHEM

r———




B(r)—(e*/e—-—l)e(p (/20 19’ (r0)+2(p(ro)/ro]

rae e* ectb ahpexkTHBHBIT 3apsy auniona i ro—napaue-rp, -
pelueTKH. PaccunTaubl _DaBHOBECHbBIE MEKBSACPHBIC pac-’

CTOSIHNST, JHIOJbHE SHEpruH_cBA3y H uacmm'
koneGaunii - 16 JIBYXATOMHRKIX__MOJCKYJT TaJ0oreHnion e, !

METaN0B NP HCIIOAb30BAHIN 3HAUEHHI NapaMeTpoB Moje- |
1M, NPHHSITBIX JJIsT COOTBETCTBYIOLMIX KPHCTaa10B. Pesy:b-|
. TaThl HAXOASITCSI B JOCTATOYHO XOPOUICM COTJIACHH C Oflbl-
ToM (3a HCKaoueHneM cayuas LiJ, Aas kpucranna KoToporo,

'HenapecTHbl 3(QEKTHBHBIE 3apAabl e*  1oHoDB). )
: . T. K. PeoGane:
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\ 11 1118.  MexaTomublii notenuuan u HEKOTOpbIE CBOJi- -
—'CTBa raJloreHHA0B WIEJIOYHBIX METAJJIO0B M MOJIEKYJT THADH-.
poB. Dass Lachhman, Saxena S. C. Interatomic:
— potential and certain properties of~alkali"halide and hyd-:
ride molecules. «Indian J. Pure and Appl. Phys.», (1968, 6, ——
— Ne 2, 102—104 (aura.) :
Io ¢-ne mas motenu. smeprii, yuntbinamomef 3/1CKTPO- ;
7T cTariucckoe, Bau-(ep-BaaibcoBo H MOJSPH3AUNOHIIOE B3ay-!
MOJCIICTBHS, a TAKIKe OTTAJIKHBAHHC aTOMOB, ONHCHIBAEMOE ——
—Trayccopoil KpHBOIl, BLIUHC/ACHBI 3HE TiHil_CBA3H, Bpawarean-|
HBIC_1_KO.JcbaTe1bHble TTOCTOANTNEC HEKOTOPBIX raJIOrCHHIOB |

T 1ICJIOYHBIX MCTHJI0B H HCKOTONDLIX MOJIEKYJ Fipirios (pce-

i i T R




.T0 2 €3y 1bTaThl pacqcroﬁ TakyKe JOCTyI-
Jible (COOTBETCTBYIOLLIE SKCIEpHM. BeIUHHbL, B3AITBIC H3 TH-
|TepaTypbl, NpHBOAATCS B ra6ane. Coraaciie BBIUHCICHHDIX
BeqHUulil C SKCMCPHMEHTAJIBHBIMH TII0XOC. ConocrapJetiie |
.TOJIyYCIHBIX PC3YyJbTaTOB C peay/bTaTaMii pacucra To b-ae,
‘B-KOTOpOI OTTaJKlBaliie OMICLIBACTCST TIPOCTOIl SKCMoHeH-:
TOT, TOKasbiBaer, 4ro B ciaydac JBYXAaTOMHBIX . MOJIEKY.T,
‘mpocTast SKCTOHEHTa JydlIe omichiBaeT MOTEHUHaJ  oTTat-
‘KHBaHHsg aTOMOB, YeM KpHBas lFaycca. =~ B. A. Mopo30B;
Solar il e YRR e o bbb




A=) — 130G5a Interatomic potential and certain properties of alkali
halide and hydride molecules. Dass, Lachhman; Saxena,:
__ | __8.C. (Rajasthan Univ., Jaipur, India). Indian J. Pure Appl.
—"“—(‘LOL/\ i :Phys. 1968, 6 (2), 102-4 (Eng). Binding energy, rotational,
____and vibrational consts. of alkali halides and hydride Taots—were
‘computed on a potential function consisting of electrostatic,
‘van der Waals, polarization, and Gaussian type of overlap, and —
~ compared with the available exptl. data. ~Exponential function: *
is more appropriate than the Gaussian function to represent —
——the overlap part of the interat. potential. RCXZ !
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Lb‘zé,, ) 22 B27. MeXaTOMHBIi noTeHuHan M HEKOTOpble CBOIi-]

U jctBa MoJieKyJs rajioreHHAOB H THAPHAOB LUEJNOYHBIX MeTad-i

goB, Dass Lachhhman, SaxXxcecna S. C. lnterafomicf

/(,5 .potential and - certain properties of alkali"halide and hyd- __
~—— ride molecules. «Indian J. Pure and Appl. Phys.», 1968,
o1 aq¥s 6, Ne 2, 102104 (anra.) . ;
Ilnst razorendfoB 1t THADPHAOB WIEJM. MeTaINOB paccyi-
© ‘Talibl 3HEPTHH  CBSI3H, BpallaTeJbHble 1  KoJcOaTesbHbIC.
: nocrosiinble € NOTeHUHaJbHOit (ynKuuell, coxepxaueii:
_3MCKTPOCTATHY.,  Bal-Aep-BaajbCOBbll,  TIOJSPH3AUIOHHbIIL!
'yjgensl M raycconbll Tim nepekpeiBanust. ITonyuennrie pe-|
b 3y/nbTaThl  COMOCTABJCHLl ¢ 3KCNCPHM. JAHHBIMH. ABTOpBI!
NPHXOAAT K BBIBOAY, 4TO C raycCOBBIMH (yHKwisMu mo-
JyyaloTesl ropas3fo Oosee IJOXNE PE3YABLTATH, ueM ¢ mpit-i
MCHSICMBIMH ~ OGBIUNO ~ 3KCMOHCHLHAJBHBIMH  QyHKUAsML.I =

Pesioxe

AT i i
Z_‘_/féé’l'_oé_ ke —-. ’ Q—ymm




Saotre %./ wpod. L, 168

o — 12 139. [IIpuMeHHMOCTb TOTCHIMANBHOR ~ YHKUHH ™

Mm BacacTbepHa AJst BBIYHCJEHHS (DH3HYECKHX - MApaMETpPOD.:
—Gohel V. B. Applicability of the Wasastjerna potentiali—

% W . ‘funclionfor evaluating physical parameters. <«Indian J.!
y 2> Pure and Appl. Phys.», 1968, 6, Ne 4, 171—173 (aura)

'& ' JInst polulcaenisT TAKHX BEJHUMIL, KaK SHCPrust AHccouma-, .
€&—)———{ — uun D, KoneGaTe/bHas NOCTOSULAN WeXe H BpalaTeabHas [~

. JIOCTOsIHHAS . ABYXaTOMHBIX COCJHHEHHIT LIEeJOUYHBIX  Me-i
———— |~ rtajjoB C raJjoreHamii, npHMeHeHa npHOIHIKEeHHAs TOTeHIL.
¢-uns Bacacrvepna (Wasastjerna J. A. «Phil.” Trans.»,;
—— | —™1938, 237, 105) . —
S s

B T

)
| it




o sm ey .
D= e +Crie=br,
rie C u B — napamerpbl. BobiyncaeHot ykasannble pes-!
yiHbl aast 18 MoJexy . ITomyuenibie pe3yabTaThl CPabHit-.
BalOTCS € SKCHEPHM. 3HAUCHHAMH H BCIHUNHAMY, BBIUIC- |
JICHHBIMH € 1ICMOJIb30BAHNCM  JPYFHX  TOTCHU. -1t
“(Purtiepa 1 Bapumn — Iykaa). Ipusoaatces G-l A
poruncnennst Di, ®ede U Ge. JLASL e PE3YJbTATHl Jyulue, !
‘yeM ¢ JAPYTHMH (-IHAMI, A % HECKOJBKO Xyxe, ‘a'
nas D; papuosnaune.  OGcyxpaercs, npiMEHHMOCTb Toit |
MJN_HHOI_(-11HH_B_PA3JHYHBIX CAyYaax. E. 1. Kpenenuep ,




ﬁ

| SURTTWaT eSO 50 I
3 B41. HoBas norteHunanbHas ¢GyHKUHA OJs ABYyXaTom-
‘HBIX MOJIEKYJl TaJIOTEHHI0B  WEJOYHBLIX METaJN0B. el
hel V. B TTIVedT M DA Tew potential function for:
——alkali iialide diatomic molecules. «Indian J. Pure and Appl. =—
Phys.», 1968, 6, Ne 4, 173—175 (anra) ‘ !
—— s AByXaTOMHLIX MOJIEKYJ raJOrCHHAOB Le. MeTa/l108 ——
npelsoxKena noteHuHanbHas (YHKUHA Buga D=-—e2/r4-

‘+P|[r exp(—kr?) (P 1 k—napamerpnl) c YUYHTBIBAIOULIIN ;

'OTTaJIKHBaHHE YJICHOM HOBOTO THNA, K-PBblil, KaK YTBepKaaet-,

——Cs1, JoJKeH 60Jiee YNOBJIETBOPHTENBHO YUHTHIBATD nonspusa- .
uHio 1 BaH-ep-BaajbCcoOBO B3anMofeiictnie. Paccunranupie !

C MOMOILDBIO MPCIJIOKCHHOrO MOTCHIHAMNA KOJIEOATCABHBIC  IT -
BpANTATCABHEIE TIOCTOATNEIT, @ TAKAKC SHEPrHH HOMHBIX CBf- .
——3cil naxolfsﬁ‘amymmmmf‘_
* (I BBIMHCAGHHBIMH)  BEJHUHIAMH, WeM MANACHNE T TMe- !

—T0Jb30BaNHEM JPYrHX NOTCHUHAMLHLIX (DYHKILIL, ot
“I'. H. Karan|
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Lortpeeeeil  f 105D
: A new potential function for alkali halide diatomic’
molecules. Gohel, V. B.; Trivedi. M. D. (Sheth M. N. Sci.i
——Coll., Patan;-India)." Indidi T, Pure Appl. Phys. 1968, 6(4),
173-5 (Eng). A new potential function has been suggested for:

___alkali -_diat, mols. and is of the form ¢ = — (e¥/r) +——
(P,?Jexp[—kr}],  where P and k are the potential parameters.
____Values_of the rotational consts. a., vibrational consts. Wltgy ———
and the ionic binding energy D, derived by using the new po-;
____tential function as well as the Rittner and the Varshni-Shukla.
potential functions have been compared with the observed values. t
The parameter values caled. by using the new potential function!

—are in closer agrcement with the observed (or estd.) values as:
compared to values calcd. by using the other potential functions. :
— 16 references. RCXZ
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j¢) 41102, Hopas notenunanbHas QyHkuust Aas AByXaToM-,
HBIX MOJEKYJ . TajoreHHaon uieaouHeix mertamnos. Go-: /.762
hel V.B, Trivedi M. D. A new potential function for}
alkali halidedialomic “melecules. <Indian J. Pure and,
~ _ Appl. Phys.», 1968, 6, Ne-4, 173—175 (aura.) }—"&‘

. JIas OBYXaTOMHBIX MOJICKYJ FaJOrCHUIOB HICJOUHBIX ve-1 N\
—— TaJJ0B NpeAozKCeHa 10Bash NOTT, (-1ist BIAA o=—ezr+ | S
| =PTFY exp (—kr?), rae P u k-—napamerpbl. C noMowpio- \
—— 3TOit (p-UHH AAS BOCEMHAAUATH Pa3JHUIbIX MOJEKYa Bbiumc-!
JICEBI Bpama'rcnsn'sre"mm’rﬁé' O, KoseQGaTesbHble MMO-|
——— cTOSIIBIE MeXe 3 Hounasi aueprust cBa3n Dj. Tlomyuentsie:
3HAYCHHST Ole, WeXe, D; CPABHUBAIOTCA C IKCNCPHM. AAHIIBI--,
——MH, a TaKKe CO 3HauCHHUSMI 3THX KC BeJum, moayyen-|
‘HBIX C TIOMOMUIbIO MoTenuitatos Purtuepa u Bapumu—Illak-!
— na. Tloka3ano, YTO BEJHUHHBL Cc, OcXe, Di BbIMHCICHIBIC C
MOMOLILIO HOBOI (-1HH, HAXOAATCS B JydlleM COMVIacHit c-!___
———3KCIIePIMEHTOM, HeM BCHHUHHB Ce, WeXe, Di, BHIUHCACHHBIC!
¢ moyomplo nortenwtanos Purriepa 1 Bapumn—Ilakna.!
—A\ E. B. Camyitnos;,




M‘—: 3 J1182.  JunoJbkble MOMeHTH H 3(iheKTHBHbIE 3apaibl

'mByxaToMHbIX Houubix moaekya. Kachhava C, M. Di-
pole moment and effective charge of diatomic ionic mole-
cules. «Indian J. Pure and Appl. Phys.», 1968, 6, Ne 3,
152—154 (anra.) :
: B npeanosozKeiui, YTO UHCJO TOJSIPH3YEMbIX 3JEKTpO-_
—_— OB BO BCCX POACTBENHBIX MOJeEKYJaX OJHHAKOBO, pacculi-
Talbl BEJHUHIB JHMOJBHBIX MOMEHTOB It 3G (eKTHBlbe 3a-

“~T—psAbl AJsl BCEX TaJOTeNiOB LIEJOYHLIX MCTaJJloB, ;
B. JI. JleGenes
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: QOSZ.SQ};J Molecular constants of dimer molecules of alkali |
.}’,Imefzﬁ‘fihudes. Krasnov, K. S.; Morozov, E. V.: Timoshinin, L
(V. S.; Danilova, T. G. (USSR T7. Tvanov. Nl =Tekhnol.
| Inst. 1968, 3647 (Russ). From Ref. Zh.; Kkim. 1969, Abstr. !

No. 5B16. The binding cnergy and geometrical parameters of !
dimer, mols. of alkali metal halogens were caled. on the basis of |
the ionic model of a mol. with a variable repulsion coeff. p. Use!
of a variable p climinated a series of contradictions, taking place
as a result of calen. with a const. p value. A simple ordinary |
i @ = valence system was used for evaluating the oscillation frequencies !
—L == ¥  of dimer mols. Mol. consts. of all dimers of alkali metal halo- =

¥ Aor gens are recommended for caleg. thermodynamic functions. !
LQ,OMU !” - NBRK__———
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5B16. MoJekyaspHble NOCTOSIHIBIE JHMEPHBIX MOJIEKYS |
rajoreHnjos weaounsix meraanos. Kpacuos K. C.
.._._.M,o_p_o,;a,o_ﬁ E B, . TumMownunun B, C. Haninao
ra L I, «Tp. HBanosck. XuM. -T(.\uon HI-Ta», 19()8—6n-'__
Sl amae —_neiin. pbin., 36—47 i
* Ha ocroBe HONHOIT MOACTH MOJEKYAB ¢ ucnonbaonanue\x s
A NepeMeHHOro Ko3(. OTTAJIKHBAHHS P PacCUHTANLl SHEpPrHS -
— ‘ e ‘CBSI3H 1 TEOMETPHY. NapaMeTpbi MOJIeKyJ AHMEpoB raJjore- |
" —naos wen. Merasios. [lpusmenciune nepementioro p ycrpa-|
HSICT PsIA MPOTHBOPCUHIT, HMCIOUIHX MCCTO B pe3yJbTaTax |
5 ——-[iacucta ¢ MoOCTosiHNbIM 3uavennem p. [Ipocras BaJlenTHas |
CXCMa HCMOJb30BaHA JUIS OUCHKH YacTOT KoncGauuii Mose- i
KyJa JHMepoB. PexkoMeHZOBaHbl 3HAYCIHHS MOJEK. IOCTOsIH- !
HBIX BCEX AHMEPOB raJiorelion el MCTaJIOB AN pacue- ___
Ta TCpMOJIHHaMH‘{ Pynrunit, - Pesione :




1964

] | ! ,
/ -47632j» Rittner’s theory of alkali halide molecules. Pandey, '
A l Jate-P7; Gupta, Satya P. (Univ. Allahabad, Allahabad, India),

"Univ. Allahabad Stud. (Chem. Sect.) 1968, 7-16 (Eng). Calcns. |
‘are described for detg. the binding energy D: and the vibrational! °

(@ a

const. we Xo of alkali halide mols. by using the Gaussian form of

‘the repulsive term in the Ritner potential. The binding energy !
-was also calcd. for inverse term Rittner potential. The results —
are compared with the exponential type of potential. The agree-
ment between obsd. and caled. values are fairly good for the new ——

w, X,

.~ potential (Gaussian term Rittner potential). Peter Coad !

-
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gl.gseQPPotential energy functions of diatomic molecules

(halt and hydrides of the Groups IA and IIA). Szoke, S.;

- _ Baitz, E. (Hung. Acad. Sci., Budapest, Hung.). Acla Chin-
“"(Budapest) 1968, 57(2), 12940 (Eng). Values of the propor-:
tionality const. d = ker./(e12D.)'"?, where k, = force const.,
re = interat. distance, ) and e, are the electronegativities of the:
individual atoms, Dy = dissocn. energy, were caled. for alkali
and alk. earth hydride and halide mols. The anal. deals with
T mols. in the gaseous state, which have predominantly ionic —— .
character. The interat. distances and dissocn. energies of the:

diat. mols. studied are generally large. The mean electronega-:
tivities and the force consts. have the lowest values in the diat, '

*— cases. The d values are independent of the jonic-covalent char-___

1

2! l! !a ~ acter, and are const. for certain groups of mols. Though thg,‘

T
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different mol. properties change gradually in accordance with a:
loosely defined relation of the periodic system, the ratio seems to,
remain const., depending only on the clectrons participating in'
the bond. In the halide and hydride groups treated, the meta.l
takes part with s or sp hybrid electrons in the bond, giving rise to,
linkages of s-p or sp-p and s-s or sp-s character. The d values’
depend preponderantly on the mctal component, and it is nearly
indifferent whether the partner is taking part in the bond with
an s or p electron. The Lennard-Jones parameters, @ and ab,

are given. The assumption that the parameter b is a const.
independent of bond type, was justified. Potential energy
functions arising from different principles were compared.

The E. R. Lippincott type functions (1953) are satxsfac]t)o% in

PR |

chll as in the covalent area.




1963

' 26203, Dipole moments of alkali halides by the electric —
E e s de n method._ Story, Tro

- otory, Troy L., Jr. (Univ. of California,
Berkeley, Calif.). "1068;"143 Pp."(Eng). Avail. Univ. Micro- —

o LAY Jsiims, R Asbor Mich., Order No. 69-15,008. From Diss.
-/ Abstr. Int. B 1969, 30(4), 1633, e, SNDE
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12 J1232.  TlepesaceseHne B XOA€ XHMHYECKOil DPEaKILMM.
Tepmuueckass AUCCOUMHANHMS MOJEKYJI FaJOreHHI0B HMEA0UHBIX

merasmos, Coplan M, Cernoch T, Berr S

4 Chemical overshoot thermal dissociation o zﬁlgali alide
molecules. «Phys. Fluids», 1969, 12, Ne 5, Part 2, 118—119
(aura.)

Haaxaraiorcst  peayabTaTel  @MCCAef0BaMilss Mexanmama

TEpMHY. JHCCONHAUNH JABYXATOMHBIX MOJIEKYJ TaJjorenHjoB

JI[EJI0UHBIX METa 0B B atmocdepe aprona 3a (POHTOM OT-

M paxeHnHoil yxapHoii BOJNBI MeTOJOM aGcopOUHOHHOM CNeKT-
pockonii. CHHMAANCL Pa3BePTKH CMEKTPOB  TOTIOUICHIS

npoayxTos peaxuuu mpu 7'~2800° K. Anaans smix cnexnpos,

COjIepKALIUX TVIaBHYIO CepHIO JHHH HEATPaJbHOrO lesus H

kontuuyym ¢otoorphisa Br— moxkasan, urto NepBHYHBIMH

IIPOIYKTaMil JIHCCOIMAILHH, B OCHOBHOM, SIBJASIOTCS HoHbl Cs+

e b o @ ®L p



1t Br—. OrMmeuelio, 4TO morJiouleniie B xoutiuyyme Br— cua-
uyasna GLICTPO AOCTHrACT MAKCHMyMa, a 3aTeM  CNajaer,
npub.aizKasch K paBHOBCCHOI BEJHUYHHE, TOrAAa KaK IONO-
LICHIIC B JIMISIX HelTPaJbHOTO -aTOMA LE3HS PacTeT MCIJIeH-
1o ut Mmonorouno, HaGaoxanoch TpexkpaTiioe NpeBbILICHHE
KOIU-IH 110103 Br— nax papuoBecHBIM 3HauemieM. . Bpems
HOH-aTOMHOIl peflaKcallHil cOCTaBJsCT NpuMepno 15 pcek.

__H. A, Teiicpanon
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9 b862. TemnepaTypHble K03h(HUMEHTEL 1 H3MCHCHHS
MEXBAACPHBIX  PACCTOSIHMIT  Ta30006pa3HbIX ranoreHHoB,
TCOUHBIX  MCTAJIOB  NPH  PasiHuibX —TeMmepatypax.™
cctrop I, A, Knonop B. W. «Tp. MBanosck. XiM.- -

TEXHOJ. HU-Ta», , Bblll. [1, 08— (o
Pa3pa60Tal MCTOA OMpeAeselHs T-pHBIX K03(d. I H3Me-

Henmit MeKbsAEpHBIX PacCTOANMIl ras. MOJeKyJ, MpH no
Moty K-poro paccuntanet (9rr/0T)p u Arr ana 20 rano;

reHu0B LieJ. MCTaJJOB B HHTEpBaje T-p 298,15—3000° K.
OOGcyszeHna 3aBHCHMOCTb STHX BEJHUIN OT T-pbl, a TaKkC
npopbeAeHa CpaBHHTE/AbHAs XapaKTepHCTHKa 3aBHCHMOCTeIT
(0rr/0T) p=[(T) u Arp=f(T) nas ORHHX H TCX e CO-

elHHCHHIT B KPHCTaJAAHy, I Tas. cocTOSsTHHAX. Pesionmc
; SR T
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L 16715 Temperature coefficients and internuclear distances
changes of gaseous alkali metal halides at various temperatures.

Krestov, G. A.; Klopov, V. I. (USSR). . Tr. Ivanov. Khins.-
w~———== Tekhnol. Insi. 1969, No. 11, 58-62 (Russ). From Ref. Zh.,
Khim. 1970, Abstr. No. 9B862. A method for detn. of temp.

coeffs. and internuclear distance changes of gaseous mols. was de-
veloped with which (3rr/d T),and Arr (r = internuclear distance) :

|

=== werecalcd. for 20 alkali metal halides at 298.15-3000°K. The de-

pendence of these values on temp. was studied, and (9r7/9 T), -
———=— = f(T) and Arp = F(T) dependences were comparatively char- .
: - acterized for the same compds. in cryst. and gascous states.
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72190w <~ Mass spectra of ionic diatomic molecules, Niko-
laevy—Ev-N. (Nauch.-Issled. Khim. Inst., Leningrad,” USSR).:

L
S

K¥im—Vys. Energ. 1969, 3(8), 401-4 (Russ). The Francik. —
Condon principle was used to make a semiempirical calen. of the|

relative intensity of the mol. ions in the mass spectra of alkali—

halide mols: Quant. ests. can be found for the temp. dependence |

of this intensity. The energies of dissocn. are caled. for these —
mol. ions, and these are tabulated along with exptl. data, . |
: . .. - _GLJ —
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‘:LEE%Bmdmg energy of diatomic ‘alfcalf Balide molecules.
Pandey. Jata D..(Univ. Allahabad, Allahabad, India). Indian!

J. Chem. 1969, 7(3), 251-3 (Eng) Three different potentxall_—‘
, functions, viz (1) Gaussian, (2) Born and (3) Born-Mayer, in:

I ~—which the repulsion term is of the inverse power or exponential or :

ALLAN ZU’ : Gaussian type, were employed for the calen. of binding energy of :

alkali halide diat. mols. The Gaussian potential appears to be

genera.lly supenor to the other 2 functxons for these mols. :
e e RCDR h"
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11 5230.  Cnextpwr noraowenus i CTPyKTYpa pacnaap-i-
W JICHHBIX XJIOPHAOB LUETOYHBIX METAJIOB, Cwmu puos M. B., ——
M‘ Yenunosa . B. B c6. «bus. XUMHST H 31CKTPOXHMHS pac-;
HHENGA, { l1apJ1. conel i waaxos. Y. 1». Kies, «Hayk. nymxa», 1969, ——
45—49 ' i :
B T-prox nnreppase 800—1000°- namepenr CNCKTPBI MO~ ———
raowennst (270—300 4a) Ginapubix PacniaBos - cmecej;
XJ0pHIoB 1es. -Meraanos (Na, K, Rb, Cs). YCTanonneno,'&—
UTO JUIHHNOBOJHOBEIT Kpail MOJOC MOrMowlens cMemaer-|
€ C H3MCICHHEeM T-DBI, a TaKXKe C H3MeHeHHeM cooTHOLIC
st komnonentos. OGuapy»Kenisie oco6ennocTs cnexTpos | )
NHTCPNPETHPYETC B MPEANONONKCHHH 06pa3oBanus KoMII- |
JIekeHbIX  annonos  MCIg3~, mpounocts K-prix yMenbuaercs | -
B paav_or NaCls— no CsCls3-, - B. T. Kammmmuxop




. ce R, Classical model for vibrationally excited Ik alt !

pp~Y356 L [P

20 B6S. ~ Kaaccuucckas - Mojeab s ‘Kc}n'e6':i1enbﬂo¥.
BO30YXIEHHLIX FafOreHH0B MWIENOUHBIX MeTamnoB. Gri- —

halides. «Molec. Phys.», 1970, 18, Ned, 545-552 (amrs.) —|
Ilast npeiackasauisi IHTOJBHBIX MOMEHTOB ([) u  Bpa-|
wareabHplx nocrosinubix  (B) KoseGatenbno  BO3GYKIeH= ——o
HLIX TaJOrCHIA0B LIEJ. MCTaJJ0B TNpHMCHSETCS KJAaccHy..
MOJeJb C HCMOb30BaHHeM TpaBHaa KBauToBanng Bopa, —
PesyapTaThl pacuera (Bmaoth g0 V=25—100) npuseaenst
ra rpadukax 1dsi BCCX. BO3MOMKHBIX MOJCKYJ. Amaautiy, ——
annpokcuyMauiio Gynkuuit @ (v) 1 B(v) naoT cren. nuipa-
wemnsa:  p—pe=pr(v+1/2) +pr(v+1/2)% B—B.=a(v4+ —
+1/2)—y(v+1/2). Ilonyueiio xopoulee coraacie Mexay |
PACCUHTAHHBIME BCAHUHHAMH 4bf, M1, O, Yy H HMEIOUHMy- —
cst (aas v<<5) HX 3KCNepHM. 3HAYCHHAMH. E. Auapeen i
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“TBERYIZY Classical model for vibrationally excited alkali™—
_halides. Grice, Roger (Dep. Theor. Chem., Cambridge Univ.,!
Cambridge, ‘Engl.). ™ Mol. Phys. 1970, 18(4), 545-52 (Eng). Ar—
simple classical model is employed to predict the expectation di- -
" pole moments and rotational consts. of vibrationally excited —
alkali halides. Results are given for all the alkali halides, and
comparison with quantum calens. (in the KX and CsX cases) and —
exptl. data show excellent agrecment even down to low.quantum!
—nos. (v_<_5). RCFS —
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! 11 [1355. * Bupousmenennas t¢opma NOTeHUHANBHO! /
DyHKuH PutrHepa pas ‘MOJIEKYJI TaJIOreHHAOB ILEJOYHBIX'

~~""'Meraanos, Gohel V. B.  Modified . form of 'Rittner’s!
potential “futiction Jor alkali hydride molecules. «Indjan!

—J. Pure and Appl. Phys.», 11970, 8, Ne 3, 139—141 (aura) —
"~ OGcyxxmaercst TOUHOCTD NpOCTOIt norenuuanbnoﬂ'(p_-umx;

— PurtTuepa ‘ans monexysor, TaJ0TEHH0B IIeJIOYHBIX MeTad- e
-a0B, d-uns 3amicana B BHAE cyneﬁﬁb‘é’iiu"ﬁn”ﬂmmi

NoTeHUHana (HOHHAst cocTapasiomas), SKCMOHeNUHaNbHO-L

TO MOTEHUHANA  OTTAJKHBAHHST  (3ddeKT nepekpeiBanisa) | -

I MOJIAIpDH3allHOHHOrO YJjeHa. HOCTOHHHbIe B ABYX HOCJIEIIJ'\

—

/ HAX WICHAX PaccMaTPHBAIOTCS KaK CBOGOLHble napawmer- |
T PBI, OmpeesisieMbie N0 PaBHOBECHOMy paccrosnmo, cmao-i___

BOIl KOHCTaHTe I BpallaTtesabHOj; KOHCTaHTe MOJeKy.Ibl. |
— Haiinennerle - Taxin nyTeM. -LHH- HCNoMb30BaN b Ans pac-!

_4yeTa KOHCTa AHOCTH_psifia MoJeKys. Pacxos- |
T AcHHE MeXAY pacyeToM H SKCMEPIMEHTOM COCTaBJsIeT e- |

Hee_8%, . E. Huknruu |
= g ———————— T NITHH |
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i ¢7(i.f88 — 3BT5  Daékrpomnoe CTPOEHHE H MHHAMHUCCKHR 9deKT
Slna—Tennepa R’-ueHTpoB B ranoremxsnaélmctmoquux MeTan-

A LCALLLLI e oB. Inoue M, SatiR., Wang S, Electronic structure
1ot (/f . {and the ‘dynamiE"Jahn——Teller effect on R’ centers in alkali
‘halides. «Can. J. Phys.», 1970, 48, Ne 14, 1694—1707 (anura.)

* - PaccynTaubl sHeprii OCHOBHOIO H HECKOJBKHX BO3GYHKIeH-

'HBIX_C iit R’-1eHTPOB B rajOTeHHAax IIeJ. MCTaJJIoB

‘fiina - NaCl. Mcnonb3oBanach Mofesab, B K-poit  R’-uentp

poB. YCTaHOBJIEHO, YTO OCHOBHOE COCTOsIHHE 00JIafaeT CHM-
I meTpueit A, a nepBbIM BO3GYXKACHHHIM COCTOSIHHEM, B K-poe
!paspellieH ONTHY. MePeXOH, SBJASETCS NBAXKAH BHIPOXKICH-
; Hoe cocrosinie E. OGuwast ¢popMa nosiockl R’-uentpa o6bsc-
‘HeHa auHamud. sp¢extom flna — Teanepa B cocrosniu 3E.

<. H o
Q«( ér ”/Cée@npencmsnmcn KBa3HHeNpepEIBHOII COBOKYNHOCTbIO F-LEHT-|

A. A. 3emGekos!
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) (61l157 . Horeuuuanbuue (GYHKUHH MeXaToMHoro B3a- |
MMOACHCTBHS S raJOreHHA0n WENOYHBIX METANIOB, .

dington Richard L. Internuclear. potential energy[

_fanctions for alkali halide molecules. «J. Phys, Chem>

1970, 74, Ne-1, 181—186 (anra.)
- Hpn6nu}xe}maﬂ MeXDAACpNaa notenuw. ¢-uus mas non-‘
HBIX ABYXaTOMHBIX MOJIEKYJ MMEeT BHI:

o+, - Soa,] € -
V‘=Ae>§p(-—rlp)—ez[ e 'zr‘z fl’ 2] re

Lo
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Ona COAepAHT 3SJICKTPOCTAaTHY. H DBaH-Iep-BaaJbCOBCKOE. .
MpHTsIKEHHe 11 GOpH-MaiiepOBCKHI OTTANKHBATCJAbHBIN TNO-

‘tenunan, Xadweiicrep u- 3axpr (PIKdus, 1968, 3El4)i
TMOKYYHIH 3HAUCHHST O /I ABaAUATH TasOrEITHAOB | LIeJOU-|
. HBIX MeTas10B u3 yp-nus Aexp(—r/p) =KZS?/r, rpe S—i
'HHTCTPaJ TICPEKPBITHSI HAPYZKHBIX SJCKTPOHOB, BHIUHCIIEH-!
'HBLT ¢ BOJH. (-LuAMH <BOGOAHBLIX HOHOB. B paGore moxa-
'8QHO, 4TO STH _3HAYCHHs P OUEHb XOPOLIO -BOCNPOH3BOAAT|
‘ICIEKTPOCKONHY. JaHHble, . KOrJa OHH HCNOJb3YIOTC B IIO-,
e, Gewp Ve=Ajexp (—r/p) +Azexp (—r/2p) +AsX!
!Xexp (—r/3p). Koath. A oBsizanbl mMpoCThIM cooTHOLIEHTeNM !
‘c 3 deKTHBHBIM 3aPsA0M H AD(EKTHBHLIM paccTosHeM. ITHY
{COOTHOUIGHHST BKJIOUAIOT YeTblpe Mapamerpa s . ABafpua-;
.TH Mogexya. IToayuenuble € NOMOILbIO STHX  COOTHOLICHHIT|
| CMEKTPOCKOMNY. KOHCTAHTBI HMEIOT CJefyiolliie - CpelHHe

comn6ki: 1o (2%), De (3%), @. (6%). DBopu-maitepoBekit)”
‘moTeHWa] HauGoee XOPOWIO OTHCHLIBACT MOJICKYJbl, B KO-,
{TOPBIX HMOHBI HMEIOT' CXOAHble PasMepbl I . aTOMHBIE WHC-
ina, 1. e. NaF nan KCI, #0 NJ0OXO ONHCHLIBACT MOJEKYJbl,|
‘B KOTOPHIX HONbI CIVIBHO OTJIHUAIOTCS 110 pa3vepayM M arto-
‘ambiy yncaay, -T.-e. LiJ nan CsF. A. II. Kanuunu|




N
~ +59258e.Internuclear potentxal energy functxons for alkah&&
alide molecules. _Redington,  Richard L. (Dep. of- Chem., l

; Texas Tech. Univ:, Lubbock, Tex.). J. Phys. Chem:. 1970, o
74(1), 181-6 (Eng). Hafemexster and Zahrt have obtained —
; values for p for 20 diat. alkali halide mols. by fitting the equation |
ASO 4 exp (—r/p) = KZS?*/r, where S is the overlap of the outer —
~shell frce ion wave functions. These I} values reproduce the

. spectroscopic data very well when used in an overlap potential —

ienergy function of the form V, = 4, exp (=r/p) + A: exp (—r/"
i2p) + A; exp.(—r/3p). The coeffs., 41, correlate simply with ——

pendent of the data. The correlation requires 4 parameters for.___

wcﬁectxve charge and effective dxstance parameters that are inde-

~ the 20 mols. and returns 60 spectroscopic consts. with approx. !
“the following av. errors: 7, (2%), D (3%), we (6%). Theover-!___

‘lap potential function suggests that the simple Bom—Mayer
.expression holds best with ions of similar size and at. no., e.g.,

‘NaF or XCl, but is poor for dissimilar ions, e.g., Lil or CsF.
-RCKG
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19¢¢
13 b41. [MoTeHuHanbHbIC Kplll;ble IS MOJIeKYJ raJiore-
mmon uLeno meraanos. Redington Rigm.i
~ Interniiclear potentnal energY"I[mZmS ng 101 aIEah Ralide;
'molecules. «J. Phys. - Chemb 1970, 74, Ne | 181—186!

“(aura.) - Ar A .2 i\
Hpegnmxeuo qerblpexnapamerpuq Bblpa)xemxe ans 06-i
‘MeHHOfl uacTH AnoTenmnana’ $3aiMONENCTBUSY. FaOH 0B e

ATOMaMH e/, MeTasnoB. [Ipi 3TOM CNEKTPOCKOMHY. CB-Ba;

ABaUATH MOJEKYJ OMHCLIBAIOTCS € TO‘lHOCTbIO 2—6%. |
C._SL. YMchxnn
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- 8 4310.. Iepeceuenne noTeHUHANbHLIX KPHBBIX NPH nuc-t
COLHALMK TaJOrCHHAOB LIEJOYHBIX METaI0B, 00yC/I0BAEH- |
noit croaknosennem, Ewing J. J, Milstein Ri-
chard, Berry R. Stephen. Curve crossing in Collisional |
dissociation of alkali halide molecules. «J. Chem. Phys.»,
1971, 54, Ne 4, 1752—1760 (anra.) .
.- Mayuen npouecc AHCCOUHAUMU TAJOTCHHIOB WIENOYHEIX |
METaJiIoB B aproHe C'Uesblo BBIACHCHHIL,  IPHBOAHT JIii fHC- |

; JICIITas CTONKHOBEHHEM, K BO3HHKHQ- —————
BeHHIO HOHOB M aTOMOB JJIII -CMeCH : OGOHX BHAOB NpPORYK- |
TOB. MeTON H3MEpeHHs ‘OCHOBAH Ha H3YYGHHH BPEMEHHOPQ ———
CreKTpa MOIMOUIEHHs TapoB, HArpeTbix ¢ TOMOWbIO ypap- !
Hoit mosuel (Majaioltas yAapHas BOJHA 00ECNeuHBaeT mo- ————
JlyueHile MapoB raJoreHHJoB LIEJIOUHBIX METAJJIOB, a B OfT-,
pa)KeuHoji BOJMHe MPOHCXOAHT Alccounauus). - IIpencrap. —

JieHbl_SKCMEpHM. JauHble,  NOKA3bIBAOUlHe, YTO Tanoremims !
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o X

8
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,CS: Rb y K, 3a HCKJIIOUelnHeM , ABYX COCHHHEHH[ ¢ fionor .

-AHCCOUHHpYIOT B ocnosuoM ¢ o6pa3oBanueM HOHOB; COJH !
MITHA, a Takme NaJ y NaBr IHCCOUHHPYIOT B OCHOBHOM |
;€ 06pa3opannenm aromos; apyrie ranorennast (KJ, RbJ, |
‘NaCl y Bo3Moxno NaF) nuccounupyior ¢ o6pasoBaHiueM
CMECH 1OHOB M aToMOB. OTHOWeHHe YHCJIA Map aToMoB K!
-4HCNly nap momop HHTCPNPCTHDYETCSA - B 3aBHCHMOCTH OT |
:3bexTHBHON wWhpHIL amnabati, Kanaia AHCCOMMANMIL |
: 'SMEDEHHs GBUIH BBLINOMHEHBI  JJST HECKOMBKIX BeJIHYHH |
{RABJCHHIT 1 :T-p A GOJMBWHHCTBA 13 Bbxmeynosmuyrbxx!
jconeit, TMeppHunblt Mexamuam AHCCOUHAUNN He 3aBHCEA OT|
JRIW!CI:{;!‘HHH AaBJICHHA - H T-pbl (ncKaovennen ABASAETCA |
'NaCl),

e A T -Kommnn




a.wmucgfggm A-1F97F . 1I9

DHeprii OCHOBHOTO KOMeGATEAbHOMO YPOBHSA B!

.\lonehy.nax ranoreHuaoB_IuenouHbix Mmeraanos. Tantti-__
" 1a W. H. Fundamental vibration energies in alkall hAa Tide;
“molecules. «J. Mol. Spectrosc» 1971, 39 Ne 1, 168—170, ;
————— (anrn.)

Ipeasnoxen npuGaiKenHpli, MCTOJl _pacyera OCHOBHEIX qa-[
~————¢TOT_KOJIebanHuit AHHT_MOJIEKYJ1 [aJIoreniuos e, 7108, T0-
TEHLHAJ B3aHMOAGICTBIN K-PHIX COCTONT H3 KyAOHOBCKOrQ! L.
—— ————TIpHTSKEHHS I _KOPOTKOJIE/ICTBYIOLIEro  OTTAa/KHBAHHS; no-‘
' cjeqiee B PaMKaX NpeAaraeMoil MOJeJH 3aMeHsieTes noten
UHANOM IKECTKOIl CTEHKH MPH PAaBHOBCCHOM DAcCTOAHHM r,.|
CTpost KacaTesIbHyl0 K KyJOHOBCKOIl 4acTH mnoTenmuana pl .
_ /TOYKe re I OTpakas ee'B BEePTHKAJIBHOIN NPAMOIL, npoxoas-|
» 1lell uepes 7., NONYYaloT MOJEJBbHLIT NOTeHIHAT, coc-rannen-[
| ————— bl 3 3THX JBYX nepeceKaloulHxX npsiMbiX. TToMyueHHbIT no-, . N
\TEHIHAJT anmpoKCHMHpYeTcsl napaboJoil, onpenesiome qa{
———<TOTy ®. ociiasTopa. Haiigenunble BeJHYHHB O, CpPaBHu

al0TCSl C JIMT. AAHHDIMIL. - Al 3e\16exonl
B

i W -
X 7725

l.._...*-
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7. €59621) ‘Fundamental vibration. energies in :alkali halide
MA/‘ ag' molecules. Tanttila, W. H, (Dep. Phys. Astrophys., Univ. Colo-
! rado, Boulder, Colo.). J. AMol. Spectrosc. 1971, 39(1), 168-70 ;
] (Eng). Energies of the low-lying vibrational states of ionic |
, alkali halides mols. are well predicted by using an harmonic T
potential not fitted to the Morse .potentlal.'_ The model ap- ‘!
proximates the form of the repulsive potential as an inflnite . —————
" potential barrier and enables one to calc. simple the force consts.
MHAAA . 7 or energies of the 1st excited vibrational states of the mol. 2
¢ The model assumes that, for an object trapped by a short-range
Wﬂ . - and a long-range potcntial, the oscillation frequency is detd.

X

]
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" primarily by he long-range potential. [
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') 16 B96. Hccneposanue muccoumaumn ranorexupes ue-
“7M04HBIX METANNOB TNPH CTOJKHOBEHHSIX B CKPELIeHHbBIX MO~
Jaekyasipublx nyukax. Tully F. P, Lee Y, T. Ber-
“ryR. S. Crossed molecular beédiii study of collision—in-

duced~dissociation of alkali halides. «Chem. Phys. Lett.»,
T 1971, 9, Ne 1, 80—84 (aur.a.) j

MeTos0M CKpelleHHbIX MOJICK. TiyukoB HCCJIeA0Baa 3Hep-
TeTHY, 3aBHCHMOCTL CCYeHHSI JMCCOUMAWMi MoJekya CsJ,
CsBr u RbJ na wnombl npn croskuosennsax c¢ atomamu Xe.

A

1160—1650° K, a sneprust atomon Xe B CBEPX3BYKOBOM Myy-

T-]’)Zl TEPMHY. Ny4yKa MOJICKYJ BapbHPOBAN:Tb B HHTepBaJae .

“ke pocrurata 11 38, Ceuennst anccounan PC3X0 BO3pacra- .




JOT OT MOPOTOB, PABHLIX 3lEPrHSM 00pa3oBanis HOUHBIX °
| NpOAYKTOB, H NOCTHraloT Besiuninl =~ 10 A% npn n3GLITKE °
'3Heprii Haj NMoOporoM 1 38. TIpi (HKCHPOBANHOI SUEPTHH |
naseralouyix atoMos Xe ceyclie PC3KO 3aBHCHT OT T-pul,
ccal OTHOCHT. Heprusi Gam3ka K moporosoil. Odpawenie
11pHGIH3HTEILIO 3KCMOHCHIHAJBION T-PilOfl 3aBHCHMOCTH Ce-
'yeiHst NO3BO.ISCT NOCTPOHTb IHCPreTHU. 3ABICHMOCTIL Ceue-,
HHST JULCCOIAMUIH OT BHYTPCHHEi! SHCPrili MOJCKYJILI d1a.
3aBHCHMOCTE OKa3blBacTCsi GoJiee KPyToil MO CcpaBHenuio ¢
*Moneablo secTknx cdep. TTpuGanaennblii anam3 dparmen-

TOB JHCCOIHAIHH I'IE) 3H0pr}iﬂM mokKashiBaeT, YTo B JHCCOIH-
auno GovibLION BKJAAL BHOCST HeKoJiHHeapHble CTOJKHOBE- '
HHSI, NpHUEeM yaap CcO CTOPOHBLI JIETKOrO aToMa MOu'leKyJIbli

Gosee 3pexTHBEH B HHIYLHPOBANKI NHCCOUHALIIL ;
=T S E. Hugutun




‘ C; A LD f”" - E }0-5, S 704,
,'é @O i (/V‘{bll / - 3= R RE 29 /J?gz

347/7/1/0/0./&0/ (é/a, Sf B/b&ué,lﬁ/,é,

y;/ }f@uxxwz’:Wm Chem. , 7979, 8
N, 936- l/g/wtz/

\

| t@ouf(,co,[f wja&a&//ﬁa&g e
'n///fuz - 14 Lesy. 1/./ By
eles Cowd a/&w/zc&? A

/0 V(»( £y ) :
i wag;?ox// G179, 2 I 109




UARUOTHIL | 2LALOTRMUG b] 1912

158264p Thermodynamic functions and molecular parameters !
f orthorhombic dimeric molecules of alkali metal halides.
Xrasnov, K. S.; Solomonik, V. G.; Morozov, E. V. (Ivanov. :
Khim.-Tekhnol. Inst., Ivanovo, USSR). Teplofiz. Vys. Temp. -
M‘u , 1972, 10(4), 7604 (Russ). The mol. parameters of ortho-
rhombic alkali halides g;_)ig,were detd. an% the thermodynamic
W‘“ * functions of the gasebus phases were caled. at °K.
Internuclear distances ryx were calced. by rux = 1.075r, (inter- .
T nuclear distance in diat. mol.) which is true for Li;X,. Vibra-
. ? i *  tional frequencies were evaluated by the model of valence forces. !
The frequency ,of;normalyib}r_a,tjgps_gf_Q_Q_MzXz'mgli._\_»@;e caled. !

—

| @@
Ca. 1972 7.~ 2Y. €
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-. 9B152. Jluneiinas 9KCTPAnoJsiist ypoBHei Kone6a-

/ TEIbHOI 3HCPTHH HOHNBIX MOJEKyJ. Patel M. M, Go-~

“hel V. B. Linear extrapolation of the vibrational energy
1levels of ionic ‘'molecules. «Indian J. Pure and. Appl.
{ Phys.», 1972, 10, Ni-6, 476—477 (anru.)

* Hast paaa JBYXATOMIDBIX MOJICKYJI * TaJoreiHaos 1lell.

- ameranaop peuncaeno ornomenne Di/Din, rae D;— 3nep-
rist mtccomnawis na yonnt Di=Do+I—E (Do — sucprus
JUHCCOLHALTH MOJICKYJL Ha HCfTp. aToMbl, / — MOTeHIHa
SIOHH3aLHH aToMa MeTajia, E — cpoACTBO K 3JIeKTPOHY aTo-
sa ranorena), Diin=02/4 0 X, —'[2 0, — BeaHuHna 3Hep-
FHIT JUHCCOLHALUTH MOJICKYJIBI, BbIUNC/IeNnast nmyTeM Jiieii-

_ 1i0ft SKCTpanoAsWIH KoaebareabibiX ypopueit sueprit. st

GONbWNHCTBA MOJICKYJ TajorCHIIOB e, METaJioB, Kpo-
me RbF (I) m CsF (II), ornowemne Di/Diin maitacio

papubiM ~2,4. Ias I u 11 370 ‘oTHOWCHHE pABHO 1,0.
Ipennonoxeno, uto HeGoablulie OTKJOHEUNS AT OTHO-

“aennst Di/Dyin oT pemunmbl 2,4 cps3aHBl C Heonpexenen-

nocTAM B skemepiM. suauvennsx De n E, a Goaplume ot-
xaonenns gas 1 u 11 cpsizans!, no-pigHMOMY, C OUIHOKAMH -

X ‘, 9 ﬁ__akqnconm_auasejumgﬁg)_M. T1. Aaekcanapos.
A993 49 ;
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Y 41143, memmmm:mi ABYX-
ATOMHbBIX TaJoréHiaoB uieaoyHbIX MeTamaoB., Patel M. M,

In—=(alrt)

', 1973 Y

Gohel V. B. Potential encrgy curves of alkali halide
diatomic molecules. «Z. Naturforsch.», 1972, 27a, Ne 8.9,
1227—1228 (aurm) ' :
ITo meroay PnaGepra—Kaeiina—Puca ¢ ucnosb3osani-
CM 1I3BECTHBIX CMEKTPOCKOMHY. AAHHLIX CKONCTPYHPOBAlIbi

e

KPHBLI eprun_aas mojekynnt NaCl u pyrpx
ABYXaTOMHLIX FAJOCCHUNOR  UIENOUHLIX—MeTaJoB, « IJTH

IOTCHUHAJLL CPaBlIIBAIOTCS € LIECTHIO PA3MHUHBLIMII 3MMII-
pHUECKHMH TOTeHI. ¢-wisgMiy, nanbonee yacTo HCNoJb3ye-
MBIMH B TNpakTike. Hafizeno, uTo Hamayymnm oGpasom
CKOHCTPYHPOBANHbIE - IOTEHIIIaNbLl COBNALAT C . MOAHOI-
unpoBaHHbIM  notenuuanoM Puruepa (—e?/r)+A exp(—r/

B. ®. Topauen




UjLoch ., Gomppuug it 7972,

10 B16. O aumeiinbix Anmepax (ITODHIOB  WIEJOYHBIX |
1eTannos, (duepretHka n crpocuucg_#mm? i
%Zon oMonuk B. T, Kpacuon K. C. B ¢6. <II] Beeo '
CHMNO3. 10 XHMHI Heopran. ¢ropmios, Ogecca, 1972». ;
b. ., 1972, 30—32 '
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Perturbation theory and 1onic mo:: dels for
alkall halide systens, I, Diatomics,

i Chem Phys .,1973 58 N 9, 3903-3918
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Mol Phys, ,/m, 98, M9, 314 392
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N .

36917z Covalent character of alkali metal halides from x-ray :
photoelectron [XPS] spectroscopy. Parry, D. E.; Tricker, M. j

' J. (Edward Davies Chem. Lab., Univ. Coll. Wales, Aberystwyth, !’
Wales). Chem. Phys. Lett. 1973, 20(1), 1246 (Eng). A '

simple anal. of XPS data yields partial charges on atoms within .

a solid sample. A knowledge of abs. binding energies is un- ]

necessary. _Results for some alkali metal halides are presented. .

|

™
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12B18.  Pacuer ranoreniuos LCJIOUHBIX MCTAJIOB_ C

NIOMOLLLIO MOJe/H 3apsafos cosisen. Ram R. S., Upad -

hya K. N, Mishra P. C, Bond-charge model calcula-

tions on the alkali halides. «Indian J. Pure and Appl.

Phys.», 1973, 11, Ne 5, 35!—353 (anru.) ’

== Hccenenosana npenmosxennas panee Momenb sdekTns-
m | HBIX 3apanos cBs3seit (cM. P)KXuwm, 1969, 9b520), mosso-
| JIOAs onpeae;uTh 3PPCKTHBHLIC 3UAUCHNT 3apAAa CBsi-

' © 33 g u Cneu. TapaMerpa v, XapaKTepH3YIOWero JHy
CBi3Il, 11a OCHOBE TEOPEMbl BHPHANA M MPOCTHIX GNCKTPO-

cTaTHY. cooGpaxennit. [lapamMeTpsl ¢ 'v, o©OXHO03HaIO

OTIpEAC/IAeMble TIO 3HAYCHNUAM PaBHOBECHBIX MEKDSACPHBIX

PACCTOSIHMIT, YACTOT OCHOBHBIX KOJCGAUNT 1t AHIOMBHBIX

MOMEHTOB, pacculiTaHsl AJs JdBYXaTOMHLIX MOJEKYJ raJo- !

rennnos ues. Meramos. Otveueno, uTo mpn GUKCHPOBaH-

J/ HOM aToMe MeTa/via IIMEeTCs JIHHeiiHasi 3aBHCHMOCTh MeiK- |
e m Ay JMNONBHBIM MOMEHTOM H Beanumioln ¢. Kpome TOTO |
'OTMCUCHA 32KOHOMCPHOCTb H3MEHENNS ¢ C_POCTOM HOHHO- |

A//Z. ro Xapakrtepa CBSI3H. B. W. Tlynbiwes |
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'/ 81161.  HoBmii_notenunan HMOJCHCTBHA AMs1 ABYX-
B33

—ee S
CK

aTOMl!bl.‘i_A% rajorciuaon LICJOYHBIX  MCTaMIOB.

Thakur K. P."New interaction potential for diatomic
alkali halide molecules, «Indian J. Pure and Appl.
¢ Phys», 1973, 11, Ne 8, 549—551 (aura.)
hoT- fite . Iloxasano,  uTO: TPEAJONKCHULII ~paHee  NOTeHWHA
_“q © (M. M. Patel, V. B. Cohel, M. D. Trivedi, «Chem.
7y Abstr.», 1968, 68, 6411) HlenpaBuJIbLIO OMHCLIBACT BHYTPII-
f * MOJCKYJsIpHOE B3aHMOAEHCTBIE JIA MOJIEKYJ TaJOretnnon
UICJIOUHBIX MeTaioB. JIAs omucalisst 3TOro B3amMoieiict-
BliSl NPEAIOKCH HOBBII MOTEHIIHAa -
P ) : No(
g :

cz
N =’T+Cln(1+—,r

TAC 7 — DACCTOSHIHEG MEXAY B3aUMOAENCTBYIONIMI HOHa-
s, € # P—rxoucrantul. Beamumunl sueprun  cpsisn i
CPOICTBA K 3JEKTPONY . ATOMOB TaJOrClioB, BHUNCICHHbIE
C ICMNOJL30BameM 3TOrO0 MNOTEHIHAJA, HAXO0AsTCH B Xo-
_holeM cernacun_c _3kcnepuM. jannsimit. B, @. Topmuer

#A/974 w8 "
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. 74481f  New interaction potential for diatomic alkali
halide_molecules.  Thakur, K, P.° (Chem. Dép.,—Allahabad
Univ., AllaRabad, India).” Indian J. Pure Appl. Phys. - 1973,
11(8), 519-51 (Fng). The madified Gaussian potential function
given_by MM Patel, et. al, (1968) leads to variations of the
CP—LLDUJ . potential l"‘nlil‘u.\'. ‘and :ht{ l'lurC(- l)(-(l\\'(-cn 2 unlike i(‘nlm as
functions of the internuclear distance .that are unacceptable for
VO WARMMY + 1} alkali halide molecules. As an alternative to this f[unctinn. a

new repulsive term, Cla[l + (p/rY)] (C and p are consts.), is
W proposed to describe the repulsion of the nuclei in diat. alkali

halide molecules.  This new function leads, to potential-energy
and force curves that are acceptable for the alkali halides, - The
values of the binding energies of the alkali halide molecules and-
the electron affinities of the halogen. atoms calculated with this '
new potential agree satisfactorily with the experimental values,

&
CAGEYLO. p /Y fpuran .
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S _ : "T159151u_Combination rules azd | -v:'ations in repulsive

| ____|potential parameters for alkali halide diatomics. Brumer,
““|Paul (Dep. Chem., Harvard Univ,, Cambridge, Mass.). Phys..
 'Rev. A 1974, 10(1), 1-8 (Eng). The repulsive-interaction-
parameters, of the 2 previously described (B. and M. Karplus,:

| .1973) model potentials for diat. alkali halide mols. (MX), were- -
formulated in terms of .the contributions (pi) of the individual

1 ____ions. The p values correlate linearly with the positior: of the --
_autarmost peak of the electron-d. distribution of the ion. A

| lsunilar trend is observed in the single—itm contributions to the:-
5 range parameter for the sguare of the M-X overlap. The pi°

_values differ for the 2 models, although the combination rules ..
are equally well obeyed. Single-ion contributions to the

preexponential factors, soft— )Fhere radii, and repulsive interaction . .

~~ potentials for M-M and X-X are briefly discussed. __

—
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4B579. KoMGHHAUHOHHbBE NMPaBHAZ W KOPPeASUHK AAs
NapaMeTpoB OTTAJKHBATENAbHHIX MOTEHUHANOB ranorennpop|(__
menounsix Meramnos. BrumeT P aul. Combination rules

and correlations in repulsive potential parameters for

- N

36y

A




alkah halide -diatomics. «Phys. Rev. A: Gen. Phys., ]974
--10, Ne 1, 1—8 (aura.)

PaccMoTpeHbl  BO3MOMKHOCTH KOMOHHALL. npenc-ramxemm?

‘TapaMeTpoB OTTAJKHBATEJNbHOII UaCTH TNOTENLHaJoB B3aH-
MOJLefiCTBHSI TaJIOreHH/I0B (X) wen. wmeramros - (M) axs

'—R/PMX)'—”R (03¢ + ax)/2R*—Cux/R® 1™ Mx(R)"'

— (o Fay)/2R*—Cpx /R B o0oux’ cayyasx MOxHO

‘ IpeACTaBHTh napaMeTp B 9KCMOHGHTE Ppx (unu .\w) B

BHE CYMMbI ‘l-’ICHOﬁ, OTHOCSILIHXCA K HHAHBHIAYAJbHBIM
HOHaM pM+px, nphueM Kaxjoe cJiaracMoc KOppeJHpyeT

¢ BeJHUMHONI HoHmoro paaHyca. [IpefsKcnoneBuHabHbli
napamMeTp Apy (HaH Ajig) MOXHO NpEACTaBHTb B BlAc

e == VAunAxx Hbenérabmb CTOJbIKE MPOCTHIM 06pa-
30M. xoacb Bmx ne yzlaeTcn A. B. Hemyxui

B —
PRSI —_—

IBYX THNOB  MOTEHIHAJIOB K\,{““(R) Ayxexp (— -

= [Apx + Bux (“x—am)/QR ] exp (— R/PM\)— 1/R— :
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2 J195. Hcnoab3oBauue annpokcumanr . [lane pas no-
CTpOCHHS AHAGATHYECKHX KPHBBIX MOTEIKHANLUON SHEDIHH
nonnbix_monexya. Jordan*K. D, Kinsey J.'L, Sil-
bey R. Use of Pade approximants in the construction of’
diabatic potential energy curves for ionic molecules..
«J. Chem. Phys.», 1974, 61, Ne 3, 911—917 (anra.)

Omnncal METOZ NOCTPOeHHst AHaGaTHYECKHX. MOTEHU. KpH-
BHIX HOHHBIX MOJeKyJs (FajioreHHi0oB LIeJIOYHOTO MeTanna),.
HCTIOJB3YIOMHE aTiNPOKCHMAHTHI TTafc W OrpaHHyYeHHOe YHe-
70 NepBHIX KO3(). PasJoKeHHs TNOTeHUHanta o Hanxamy.
AHa/H3 mepeceyeHHit TepMOB He NPOBOMMTCA,” NPOLYKTaMy

IHCCOLHAIIHH MOJIEKYJl CUHTAIOTCS HOMHL ITposeneno cpas-

HeHHE peayanaTon',nuqucnemm caepyomnx ko3d. Hanxs. —-
Ma } 3HEpTHil JUCCOUHALHH HONHBIX MOJEKYJ C annpokcy-
ManTaMu Ilafé  pasibx MOPAAKOB H C pesyJbTaTaMmu. -
SKCTIepHMEHTOB -H FPYFHX MOJE/bHHX Dacderon. penno-
JKEHHBIA METOJ, COTOCTABJIEH C HMEIOUHMHCA METOMAMH mo-." —
CTpOCHIS NOTEHIL KPUBLX HOMHBIX MO7eKYX: A Panuwir

e

VLl -
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Gole J. L, Zare R. N. Chemiluminescent spectra of

111l724 CneKTpbl XCMUJIOMHHCCUCHIIEH B PEAKLUHH
e bo o] wenouHBIX METAINAOB C TaJIOTCHAMH. Oldenborg R. C<
- | alkali- halogen reactions. «J. Chcm Phys.», 1974 60,
7. .N‘n 10 4032——4042 (aum)
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C BhicoKHM paspementieM (<5 A) nosyucHs CReKTpb
XeMHmoMHHecueHUHH (XJI) * peakunit tHma Me+X, (Hau
XY)->MX*+MX (uau MY), rne M=K, Rb, Cs; Xo(XY)=
=Cly, Brg, Ji, JBr, JCI, CIF; npn stoM myyoxk atomos M
(conepxawmit 1 Mosckyant M;) NPOXOAHA CKBO3b a3o0-
o6pasiblit rajgorei npu gasaennn ~10-3 MM,  CneKrpbl
(B BHRHMOIl 0G/acTH) HHTepHPETHPOBAHH KaK MNepexonnl
MCKAY CBSI3alHBIMH HJH KBa3HCBSI3aHHLIMI  KoseGaTelsb-
HLIMH YPOBHSIMH TOMEOINOJISIPHOTO BEpPXHEro  COCTOSHMS,
HMCIOLLEro Hersiy6oKylo NMOTEHI. sIMY, H BepXHHMH Koseba-
“TeJIbHBLIMH YPOBHSIMH HOHHOTO ~ OCHOBHOTO ~ COCTOSIHIS.

Ocyxpaercss  4eTHIPEXUEHTPOBLIT ™~ MEXaHH3M JaHHbIX
peakunii, HaGmonaercst Takxke ncnyckanue atomos M, me-
XaHH3M BO36YyXKAeHHs KOTOPOrO CKOpee BCEro OTJHYAETCs
OT TAKOBOro /s MosekyaspHoii XJI. M aTomuas, u Mo-
nekyasipuass XJI corsacyioTcsi ¢ MexaHH3MaMH, BKJioua-

JOLUHMI TIepeCKOK 3JeKTpoHa. Pesiome -

|

#
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AT T A T TR T G TSI S A DTS m,m.-..zr:;,.-a:w.wm.:x;

.Q_T‘_I_I_ih_j:o_(_l_ l_t. Co, Povicrs T,R;, Roge T.lLs xdolo
culnr~benm photodiomocmﬁ on s»udioe of - n.l-u-
kall iodides. TR ‘ iy

"J, Chem, Phya.', 1974, 60, N 12 5109~ . 3
5111 2 ¥
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—if-Z.- 168765r Intergction potential for diatomic molecules.—-
Thakur, Kailash P.; Pandey, Jata D. (Dep. Phys. Ckem., Univ.

e b e o Allahabad, Allahabad,vFlndia?f J. Chimc.lfl’hys. Physico¢him, —
2274 227 5 Biol. 1974, T1(6), 850~3 (Eng). The propose new potential-energy

’_%__feg,;/_[(_'_{ function, U(r) = —(e?r) + C log[r/(4r = p)]"(F = Interntclear —
/ ﬁ . g, o, epn., ¢ = ecleclronic charge, C and p are Consts.), satisfactorily

- __.{'Q- .&{f;,.’.describe's the potentiat=energy and force curves Ti—the alkali _
0 . I halide_mols..-The binding encrgies, electron aifinities, Grueneisen

parameters, and Anderson-Grueneisen parameters oi the alkali
halides that were caled. by using the relatloniagreed satisfactorily —
with the available exptl. data. . & :

: 1
e e i e

e —»—_—<5~?%-—X-f-¢'a;-.{_;_
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V3 223v Intcnomc mlr potcntnls in thc 'xlkah metal ! .
-{ halides. Woodcock, Leslic V. (Dep. Phys. Chem., Univ,
Cambridge, Cambridgc, Engl). J. Chcm Soc., Faraday Trans, i
2 1974, 70(8), 1405-11 (Eng). ?onemlized 3-term pair -

potentlal corresponding to a simple polarizable-ion mode, was
used to parametrize e\ptl data for gascous alkali metal halide

ion pairs. The repulsive-core potential was much harder than .
that normally used in semiempirical effective pair potentials ;
from crystal data. The derived lattice potential cnergics ani |

their_1st 2 derivs. with respect to vol. agreed with exptl. resulls,




b wrawores . Ry e . 1974
| hefefefic ,uaﬁ‘a.zd—o-g //B ;/,y 5",

149196¢ Geomctry of some mcul h-hdes \arnell P. A~
(Lawrence Berkeley Lab., Univ. California, Berkeley, Calit.). i
: Repurr 1973, LBL-1973, - 202 pp. (Eng). . Avail. lhp NTIS. |
From Nucl. Sci. Abstr. 1974, 29(3), 7443. Two polarizable-ion :
models were develo o describe metal dihalide mols. in the
gas phase. Both models use electrostatic and repulsive interactions
&f to predict mol. geometries and mol. consts. The 1st model was
o apphed to the dibalides of the alk. earths. Group IIB metals,
transition metals, Group IVA melals; and o, Tn addn. (o The
mol. geomelry, l')‘e‘hd'rrg'frequende\ ‘were dérived for most of .
- these mols. The 2nd or “linear® model was applied to the alk. *

earth dihalides; equil. interruclear bond lengths. ~trrhhmg force :
__consts., and slrelchlng frequencws were detd.

fLo oGt ‘7’:" .
CA G780 NP6~ [wnde Fcjue ner {elef )
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85: 37444d Molecular beam s¢ ing {ro an_surfaces

of alkali i Meyers, Jeffrey. A. . (Pennsylvania State
Univ., University Park, Pa.). 1976...:97ppi.e (Eng).. ‘Avail.
serox Univ. Microfilms, Ann Arbor, Mich., Order No. 76-10,764."
From Diss, Abstr., Int. B 1976, 36(11), 6653 '
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P 0224717
LG LOL Y |
I 8 1371. . ®OTOINCKTPOHHbIC Tppl  GPOMMAOB M —
0aHI0 annos,. Poole R. T, Le- ~

ey R C. G. Jenkin J. ‘G, Liesegang J. —
A photoelectron study of the alkali bromides and iodi-
4~ des. «Chem. Phys. Lett», 1975, 31, Ne 2, ..308—311 —
(ai_xlr:x.) . :
T A1 280 OMyYeHB! TOWNEIC 3HAUENist SHCPTHIl CBA3BIBAWMA A7 —
% "@W et N [1010C BHELIHHX 3JICKTPOHOB 6pommo§ qx)x TOIHAOB LIesoy-
-1 ;504> Aoz~ HBIX METalIoB C_ HCMOJb30BalHEM - OTO3IEKTPOHHON —
é’/@/(,/:/ ¢ 4 CNEKTPOCKOMHH (Y®-¢poronst — 40,81 sn)c.p Cue.nal?m nolf
- —}-—€~|—  npaskn na penakcauuonnbie 3QQPEKTH M TONYULHO XOpo- -
1 Juee COOTBETCTBHE C GOPHOBCKOIl MOJE/bIO HOHILIX TBEpIuX
. .00l gen kak B peanumiax aGc. 3navennit SHEprHil CBA3bIBaHmS, .
T2k § B BeJNUMNAX SUEPTeTH. 3230pOB MEXAY NOTOCaMi

_ .} - - d —~-— BHeWIHHX BaJEHTHLIX 3JIEKTPOHOB, buba. 10.
_______ R 2
B e . T T T e e,
e st 22 ————
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A new gCncrall‘.cd expanslon for the poten-

‘clal energy curves of diatomic molecules. '

~-,u ~Cheps Physs! 5= 1975y 62, 1 5.~1695-1701
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'84: 128316u Infrared spectra of the M*HBr» and the.

— M*HCIBr- ion pairs and their deuterium analogs isolated
’ | ___.in argon matrices at 15 K. Ault, Bruce S.; - Andrews, Lester -

(Dep. Chem., Univ. Virginia, - Charlottesville, 'Va.)." J. Chem.
Phys. 1976, 64(5), 1986-93 (En%. The matrix reactions of.
alkali bromide salts and HBr and DBr were investigated in argon’

|_ __matrices. "In each.case, an intense band was obsd. from the.-

. | quartic deuterium shifts, indicate t

reaction product, which was assigned to the  antisymmetric

stretch, »3, of the HBrz- anions in the M*HBr2- and M+DBrz- jon—

pairs. Comparisons to hterature,sl::ctm, in conjunction with
t the anion has a linear,

/- ) centrosymmetric geometry in the isolated ion pair.”' A less

intense band was-also obsd. which has been assigned to the..
combination band »'+. »3 for the HBr2- anion.” Reaction of alkali

/_bromide salts with HCI and ‘alkali chloride salts with HBr were -

shown to yield identical absorptions for the M*HCIBr- ion pairs,
The spectra suggest that both type I and type II HCIBr- anions
"7 exist, and the r&ull{lz form may be detd. by cation position. ' |

L S —
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~=——- 347142804y Malrix, react

L
\/L[ { ? I ralecules with fluorine.
W P .. A

L e trifluoride fon in the
\-drews, Loster (Chem. Dej

v J. Am, Chem. Soc.

! i1,

i
|

“ratrices has produiced a4 sin

1 .

y Tt e
L / c{-,(,, Ly | Teough analogy o previous
Yobp =t ST 14 model compd., these 2 !

. ; %2 F3- anion in the M*'Fa- p
H ¢ snd Raman spe

/

- v} the different entions in
wde in a distinet trifluoride

P oSS S __,\-',/

il

e

N

). /976 {lz,,,,w e

Infrared and Raman spee

™o reaction of alkali fluoride &

20, with a strong Raman col

ctra indicates a center o
wien, in o D-n geometry, an

jong of alkali metal fluoride| .
tra of!
species.  Aull, Brice 8.0
v, Univ. Virginin, Charlotteaville,t
1976,  98(G), 1591-3 ~ (Eng):.
alt mols. with Fz in argon™
gla gharp, intense jr band .at 550
interpart band at 403 cm s
calt- mol. reactions, and using KrFa
yands were assigned to vz and m of ——
air.  Mutual exclusion between the:
. symmetry for-the -
d n lack of shift of band position
dicotes a pure fluorine vibrational ©___
anion. -
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Erratum:perturbation theory and lonlc mo-
dels for alkalli helide systems.IIl.Dimero,
"J'.Chem.Phys.",1977,66,03,1388
(anrn,
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l, 85: 130812g Perturhation theory snd onié'ﬁu{cg or '
alkali halide 5 T“Lﬁﬂrxm%nm;—dleﬁﬁ {k [
|

'MEFtin ep. Chem., Harvard Univ., Cambridge, Mass.). dJ

.Chem. Phys. 1976, 64(12), 5165-78 (Eng). Contributions to the N

potential energy of alkali halide dimer systems (MXM'X") and

AN

* the assumptions inherent in jonic models commonly us_éd\to'j%(\\‘ -

describe dimer structure are analyzed using exchange.perturbation RN N

. 'theor{. Numerical results demonstrate that no'simple ionic
“model sa : .
- perturbation theory approach suggests the-incorporation of,&-\\\—»“—
)

tisfactorily accounts for all available exptl. data. The )\

many-body terms, 1st order in the potential and 2nd order in

- the overlap, as the 1st correction necessary to account for the:

exptl. results. The need for further theor. work on many-body R\

_.jcontributions and exptl. work on dimer properties is emphasized. ‘*--SN -

.-/‘“Kf o
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o J 1669. . Teopusi_ BO3MYILCHHITL M uom{bxe > MojenH  Jiis |

\"t{ T\ CHCTEM rajiorcHi{0p_UIEN0YHBIX _MeTalon. 1. Jumepst.

{ rumér Paul, Karplus Martin. Perturbation

N 1cory and ionic models for alkali halide systems, II..

Q\\ imers. «J. Chem. Phys», 1976, 64, Ne 12, 5165—5178,
aura

Tpennoxenias pauee cxeMa OOMEHHOIT TeOpHH BO3Myllle-
Ml npHMEHEHA IJIsT ONMHCAHMST JAHMCPOB rajOreHHIOB ILIe, |
teraaniop Tina MXM’X’ u yTouHeHa myTeM yuera MHOrO-|
tacTHYHBIX 3Q(CKTOB B NCPBOM NMOPSAKE MO noreuuuanbnou
HeprHH I BO BTOPOM — IO TepPeKpLIBaHHIO. Paccmorpeubx
[HOTOUNCJCHHBIC HOHHBIC MOJEMH, TpPEMIOXKCHHbIE PasJHy-
{BINI aBTOpaMi 1Js AauHblX JAuMepoB. Haiineno, uro un
O/1Ha H3 HOHHBIX MOIeJeli He COT/Iacyercst ¢ COBOKY NHOCTbIO |

{X" sxcnepiy. gaHHbX. [To OGMEHHOIT TCOPHH BO3MYLICHHI BLI-|
/l _uHc/ICHb Pa3jiHulible  XapaKTCPHCTHKH (reOMeTpHY. napa-'

oA MeTpbl, 3HCPriil AHCCOUMALIN, YaCTOTHl HOPMaJbHLIX KOJe-

Gaunit) mas 20 cumym. anmepos THna MXMX. Otmeuaercs,

. yTO Pe3y/ILTaThl HOCAT MPEIB. XapaKTep, T. K. PacueTH,
4 > METOA HY:K[IaeTcsi B YTOYHCHHSX, a A/ Pa3BHTH :

% /?717/// 1eoGxoMHMBl GoJlee MOAPOGHEIE SKCIECPHM. p,uam{ble;I éggpﬁi{t
I cm. P)KXum, 1973, 20524, _T. K. PeGane
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Holmlid Leftxn Rynefora chll. Abso~
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Jain J.K., Shanker Jei, Knandolual
D.P. Ivaluation of Ven der \faals dlleG—

'—dlpole and d1pole~quadruoole enorrles in |
alkali halides. "Phys. Reve. B: Solid
State", 1976, 13, N 6, 2692-2695 (aHIV.)
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b
ncﬁﬂ,llﬂ.l Peaatupncrckie ad)ektsl B ABYXaTOMHDLIX MO-
yackyaax. Il PeasTHpHCTCKHE BKJAABI B SHEPrHIO CBA3H B

)mo.ncxy.nax rajlorcHHAOB IWEA0YHbIX MeTaqnos. Matcha

Robert L. Relativistic effects in diatomi
Relativistic contributions to bindinglacr?ggyr?gleacllli]aclsi' hlzz
lide molecules. «J. Chem. Phys.», 1976, 65, Ne 5, 1962—

1966 (anr.)

A 1977
3

Vcc/ienyioTCA BKIAAH B SHCPTHIO CBA3H JBYXATOMHBIX
- MOJIeKyJl, 00YyClOBJEHHBIE DeJsTHB. s¢dekramu. [lonpaBKu
K 3HEPrHH ONPEACNAIOTCS B NMEPBOM MOPAAKE TEOPHH BO3-

MyLICHHF, MPHYCM B KauecTBe ONepaTopa BO3MYLICHI: He- .
nosb3yercst TaMHJIbTOHHAH Bpeitra — IMayau. ®-uneii wyJae- .

BOro MpHOMMIKEHHs CYNTACTCH OMHOACTCPMUNANTIAL ¢-1Hs,
noayucHHasi MCTOAOM Xaprpu — Poka — Pyrana. OTtMmeya-

CTCSl, UTO OCHOBHAsI TPYAHOCTb MPH yUCTE PEJATHB. adpdek-

TOB COCTONT B HCOGXOAHMOCTH JOCTATOYHO TOUHOTO BLIYHC-
JeHHs HuTerpanon. IlompaBki K 3HCPrui CBs3H, 06ycJI0B-
scnibie pensTiB. dpdexTaMi, YBeJIHUHBAIOTCA OT 0,94 xKaa

s moaekyaw LiF go 7,7 KKan s MOJCKYJHI LiBr.-
B nocacaues cilyuae MOJydcHHast TMOMpapka cocTaBascT:

7,84% oT moJsHOil. 3HEPriH CBA3M. TMoxa3aHno, yTo OCHOBHOII
BKJa4 B NMOMPABKY K SHCPrii CBA3H BHOCHT uJell, CBf3aH-

JBliT CO_CTHI-OPOHTAMIBIBIM p3anvoeiicTpueM, A. M. MManmnn_
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J/ 85:52033n L'heory: of tho.ghemical bond. 2. Dipole:
moments of alkali_halide molecules, bond polarity and, °
differential chargo "affinity, ' Matcha, Robert L,; King,!
Stephen 0., Jr. (Dep, Chem,, " Unjv, Houston, Houston, Tex.).:
J. Am. Chem. Soc. Jors, 98(12),'3420-32 (Eng). An nccurate.
dipole mament mode] {a Useq ta anglyze dipole moments of alkal;!
halide 'mols. For these ‘mals, the effective charge transferred;
- during mol. formatjon, f, ranges systematically from 0.76 to 0,99:

/{ in ‘an.order predictable from.the periodic table. The F's aro!

related to at. parameters by the equation f = (qu=qx)/2, where q.

. is the jdepl at.’charge. The model predicts equil. dipole:

moments’ and slopes’ fur. alkali halides which differ oy the av,’

from exptl. valyes'hy {).33 and 1.6%, resp. A complete table of:

_alkali halide dipale mpments, is constructed; given are cooffs. in!

tha equatjon #u{'f-: ko ¥ wilv + 1/2) + unv + 1/2)2 + potd(J + 1),

oW+ D+ 1/2), wherp v and J are vibratipnal and:

rotatienal quantum ‘npa., resp, ° The wodel is compared withi

soveral other dipole ‘moment ‘models. The model leads to a:

Ve, /] //9 .;Lé plausiblo intédprotation of the signs of equil. dipole moments for:
i such mols, as CI* which havoe appearod to violato chem, intuition.i
‘A quant, proceduro fop ronolving chom, bonds into ionic and

((5\: N(? ‘ﬂﬂ‘_’ﬂ" componenta_in_proponod, _Iho_method dorives from an

S5k - up



anal. of alkali halide dipole moment measurements. Bonds are -
classified according to their polarity / = (ga - qn)/2 and their,
covalency ¢ = (ga + qu)/2 A new concept, the differential
charye affinity, is introduced to explain trends in the bond
* polarities of alkali halide mols. The relationship of this property.
“fo ijonization potentials and clectron affinities is explored.
comparison of bond polarities and differential charge affinities’
.with the older concepts of ionic character and electronegativity is;
miven. N
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6. 147922m  Vibrational-rotutional énergy levels of diatomic:

hilide molecules. Malinowska -Adamska, Ceceylia _ (Inst. Phys.,}

: Tech. Univ. Lodz, Lodz, Pol). Zesz. Nauk. Politech, l.udz..'l
Fiz. 1976, 3, 5-14 (Pol). An anal. expression was derived for|

the energy eigenvalues of the vibrational-rotational terms ol

diat. mols. by using the potential function of ‘1. Tietz (1963,1964):

Uy = [De(l - (S‘-’/(l + 21+ (A/q) + (B/q)]; where ¢ =!

; .r/r.-. Calens. on alkali halides demonstrate that this approach!

[W gives agreement with the exptl. dependence of these eigenvales:

/ ‘on the rotational quantum nos, < - © B. J. Skutnik |
%L?/ZW ' -
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AR BQACTTCLLlG S BIEL L (g7
12 1164. Koaebatengo-BpamarenbHbie YPOBHH B ~
IBYXaTOMHBIX MOJEKYJaX raJOrcHHAOB LWIEJAOYHbIX MeTa-,
aos. Malinowska-Adamska Cecyla. Oscylacyj-:
‘no-rotacyjne poziomy energetyczne czasteczek dwyato-
mowych halogenkéw. «Zesz. nauk. PLédz.», 1976, Ne 217,
. 5—14 (nosbCK.; pe3. aurda., pyc.) . -
[TpiBOIEHO aHAMNTHY. BbIpaXKenHe s coGCTB. 3haue- -
HHIT auewig_{jmlioie()arenbﬂo-npauxarenbumx ypoBHeli ABVX-
* ATOMHLIX MOJIEKYJ, TOJyYeHHOe C NOMOILbIO NOTEHL. (-LHI
Turua: . :

U(r)y=D.(1—rlre)2(14-rfre) =2-[14+A(rc[r) +B(relr)?].

IMoxasano, uro ¢-wist TuTua AacT npaBHbHYIO 3aBHCH-
MOCTb cOGCTB. 3i1aueHuil 3Hepriit KoaeGaTeJbHO-BpallaTeNb-
HBIX YPOBHeil OT BpAlllAaTeJbHOr0 KBAHTOBOTO UHCAA JUIS
IByXaTOMHBIX MOJIEKYJl TaJIOTeHHJOB LIEJOYHBIX METaJIOB.
_. Pesiove_
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81: 160920z IR-speetroscopic study of some alkali metal -
hexafluorides. ~Markaryan, Sh.‘A‘.';ﬁcngoryan,—ZTﬁfh.;
. Ter-Arakelyan, K. A.; Babayan, G. G. (USSR). Erevani ;
L Amalsaran. Gitakan Tegekagir. Bnakan Gitutyunner, Uch. Zap.
¢(¢ /2 Lrcvan. Un-t. Estestv. N. 1976, 3(133), 156-7 (Russ). From'

Clelvey Ref. Zh., Khim. 1977, Abstr. No. 13B245.  Title only translated, _
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"~ 85: 133%04j Heliuni(ie 11)_photoclectron spectra of vapor!
phase alkali”halides.” Potts, A. W.; Williams, T. A. (Dep.!
PhHys,, Kings Coll,, London, Engl). Daresbury Nucl: Phys.!

Lab. [Rep.) 1976, DL/SRF/R8, 75-6 (Eng). The enecrgy range:!

of He 1 photoelectron ‘spectral measurements of alkali halide.

(MX) vapors was extended to include ionization from the M+.

Wﬂ"/ cation of diat. M*X-. Spectra for Cs halides and Rb halides are;
“ presented and discussed; agreement between caled. and exptl.:

izati ials i e 4 . ;4 p-l :
é‘ﬂ&/ﬁlf lonization potentials is good. In many of the mol. M+p-1 spectra,

four or possibly more features were obsd. It is tentatively
suggestecf that the fine structure arises from configuration'
interaction.between the various possible states of the M+pssiXops.
don and the M2*p5X-pSjon. - S

LA B ‘
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Ch,%n,TC

_ Pog}e ﬂoT Q; the velationship beeﬁaeg

the chemical bond energy and the electron'

energy mlevels of ﬂtrongly jonic compo-
unds. “Chem. Fhys. uatt. N 1976, 42,
¥ 3, 509-511 | (anra.) , ‘
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“87: 60116b Tnfrared, Raman, and ultraviolet specte. of

M+CIF species in solid argon. Prochaska, Bleanor 5.
Bruce S.; Andrews, Lester (Chem. Dep., < Univ. Vi

y, & Charlottesville, Va.). [norg. Chem, 1977, 16(a), 20213 (Eny).
The alkali metal-ClF matrix reaction products were examd. hy
% IR, Raman, and UV matrix techniques. Strong bands near 240

cm-! in both the IR and Ramah spectra are assigned to the
intraionic (CI-F)- mode and strong metal -dependent IR absorptions
are attributed to the interionic M* == (CIF)- mode. Intense UV
absorptions near 290 and 260 nm are assigned to M*(CIF)- and
M+ClL2F , resp. — e A ,

C.on, 1977 &Y ,a)?‘
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90: 157348a Comparative mcthod for evaluating molecular
paramcters of diatomic molccules based on the virial
theerem. Application to the titanium boride (TiB) molccule.
Rozukova, T\ P.; Morozov, E. V.; Bobkova, V. A. (Ivanov.
Khim.-Tekhnol. Inst., Ivanovo, USSR), Deposited Doc. 1977,

VINITI 4199-77, 9 pp. (Russ). Avail. VINITI. FElectron kinetic

" energies and potential energies were evaluated as functions of

3 internuclear distances for 48 diat. mols. of the type XY (where X
= alkali metals, alk. earth metals, B, or Ti, and Y is a halogen,

. H, O, or S) and of H: Bz, and Tiz. - Mol. and thermodn.
parameters were caled. - .

157
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87: 11808s Chemi-ionization reactions of alkali dimers

with halogen molecules. Reck, Gene P.; Mathur, B
Rothe, Erhard W. (Dep. Chem., Wayne State Univ.,,
Mich)). . Chem. Phys. 1977, 66(9), 3847-53

A crossed beam app. is used to characterize ionic products of

/4 thermal energy collisions of alkali dimers M2 with homonuclear

KM halogens Xz and with IBr and ICL.  All_possible alkali-haloge
/( combinations were studied, except Rb: with ICl and IBr
energetically possible the 1onic pro ducts are mainty M+

When this path is closed two alternative paths are obsd.

Detroit,’
(Eng). -

n
When
and X-.
These

yield M:X* and X-, or M* and MXz~. The results are discussed

in the framework of a mechanism proposed by Lin,
* and Grice. The binding encrgy of the triat. ions is

with the use of an ionic model.

A 197787 44

Whitehead,:
computed
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91: 112776t Internuclear G.stances re(M-X), radil, and
elfective dipole polarizabilitics of M(1+) and X(1-) ions in
dimeric molecules (M2X2) of alkali metal halides, Solomonik,
V. G. (Ivanov. Khim.-Tekhnol. Inst., Ivanovo, USSR). Deposited
Doc. 1977, VINITI 4387-77, 12 pl). (Russ).  Avail. VINITI.
Based on the jonic model, the bond distances, r.(M-X), in alkali
metal halide dimers, M2X2, were estd. by interpolation of
re(M-X) from monomer MX -+ dimer M2Xz — crystal. By using
re(M-X) values of M2Xa, the jonic radii and polarizehlities in
M2X> were caled. et e o
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91: 99299t The photodissociation of alkali halides in air-=
etylene ﬂlx}‘mc as ﬁud}{hd be x;:olcculﬁxénbsorptli?n spcc}:f,
4 troscopy. uruta, Naoki; oshimura, Etsuro; araguchi, !
/(/'ecc‘&é'/«/tﬁt? Hliroki; Fuwa, Keiichiro (Div. Chem. Phys., Natl. Tnst, Bogiea’
o , . Stud., Ibaraki, dJapan).  Spectrochim. Acta, Part B 1978, !
?ﬁ&fﬂz&' z¢ 17733B(10-12), 715-26 (Eng). The absorption spectra of alkal;.
halides and hydroxides which were aspirated into an air-CzH;
flame were obsd. in the UV and visible regions usin a
conventional at. absorption spectrometer with an analog (ﬁf\ta
processing system.  Mol. bands which arose from the alkal
hn{idos ?ndbhydroxidgs \\('icre follisg. along Eri(tih at. lines. For Li.
.7 o only mol. absorption bands of Lj were obsd. in the flame, even
/dé""/"'//‘ when Li halides were aspirated. These mol. absorption bands
can be interpreted in terms of hotodissocn, processes of the
alkali halides and hydroxides pro luced in the flame,

AN ZA
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[ {' 91: 65464c Infrared absorption in alkali halide molccules,
glus{crs unfd milcrocrysmls. I‘\‘I(.ixrtrin, T. P, )(M[tgx-Plnnck-gns/t_.
s~ . ‘estkoerperforse v, Stuttgart, Fed, tep. Ger.). Proc. Int, Conf.
/{:/'2{/‘;;‘/-/ Lattice })_\'n. 1977 (Pub. 1973), 769-71 (Eng). Ldited by
Balkanski, M. Flammarion Med.-Sej.: Paris, I'r. IR absorption
spectra are reported for alkali halides in various stages of
aggregation ranging from monomer to microcrystal. The samples
were prepd. by the simultancous condensation of Ar and alkali
‘halide_ vapor_onto o transparent He temp. substrate. For the
smaller cfustcrs. >30 sharp mol. lines could be scen.  As the
/,/ ,?'M clusters become larger, the mol. lines coalesce into a small no. of
//’W ~  narrow bands which can be characterized ag surface phonon
absorption. The equil. configurations of alkali halide polymers .
/Z.{.’;'.ZJ%V’Z'I ,’,‘mm:. 1-9 mols, were detd. by numerically minimizing the tota] °
74 /'\*ncrg_\'. The 2nd derivs. of the total energy with respect to at.
displacements were evaluated and used to calc, the IR absorption
spectrum of each polymer, ———

CA 7TPZ 0P
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11 1589. MaTpHUHO-H30JIHPOBAHHDIC 1EN0YHOraJIouL-

Hble MOHOMEPbI M KJACTEpbl. Martin T. P, Scha- .

ber H. Matrix isolated alkali halide monomers and cli-

sters. «J. Chem. Phys.», 1978, 68, Ne 9, 4299—4303 .

(anr..)
Moayuetst  MK-cnekrpst (600—30 cm~!) mnaTpHeBBIX H

r

I
‘f 7y [LC3HCBLIX  LCJOUIIOraIOH/NBIX MOHOMCPOB # KIacTCpPOB,
”g'f‘ H30JHPOBANHLIX B aproioBoit Matpuue. OGHapyxciio, 4TO

Be /778 prvs

NpH HH3KIX KOHI-HAX JICCJCAYEMbIX coeamnennit B, UK-
crekTpe 1ala10aloTes 4 MO0CH, TPITUCM nauGoJee HHTCH-
cipuas BU-Tosoca mpumicana KosieGaniaM MOHOMCPOB, a

OCTaJlbIXblC——’KO.’]CG&HHHM TJIOCKIIX pOM6H‘l. AHMEPOR. -
VpeanueHue KOHIL-HH JICXO01HOro MpOAYyKTa B MaTpHlle CO- -

MPOBOIKLACTCS MOABJCIHCM WK-nosoc TpHMEPOB H TCTpa-
McpoB. BLIMNC/ACHE KOHCTANTLl PaBHOBCCHBIX Koudurypa-
Wil 1LCJAOYHOTAOMANBIX MOJIeKyJ, COACPKAUWX OT 2 10
'8 atoMOB. B3anMOCHCTBHC UACTHIL B MOHOMEpaX H KJjac-
Tepax OTHCAHO B pamKax Mojescit TBCPAOrO H TNOJISIPH3Y-

_emoro_1onos._Bu0a. 19. U B. A




