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+ . #5: 68530h Computation of interaction potentials between
g I__/ _ closed-shell particles and between open-shell and closed-shell
t. OZ particles. Ishikawa, Toshiaki; Kita, Shigetomo; Inouye,
] Hokotomo  (Res. Inst. Sci. Meas., Tohoku Univ., Sendai, |
—f- Japan). J. Phys. Soc, Jpn. 1976, 40(5), 1446-8 (Eng).| ~
g -A/ The electron-gas model (R. G. Gordon and Y. S: Kim, 1972; Y. !
{ - ,{ S. K. and G., 1974) was used to calc. the interat. potentials [V(r), !
r = internuclear distance] for the systems M+-Xe (M = Li, Na, ,
; 'f A/ or K), Rb*-R, and Cs*-R (R = felium-group-gas atom). A
Jgrea — 2 modification of the electmn—{:ns model was used to calc. V(r) for
M+-H, M+-X, and X+-R (M* = alkali metal_ion; X = C, N, ori
+ _0; R = helium-group-gas_atom). The jon-diat. m()l.m
K -— 2 potentials Tor M*-N2 and M*-CO (M* = alkali metal ion) were
caled. by using the dumbbell model (I. Amdur, et al,, 1957), in
generally good agreement with the available exptl. data. Repre=
sentative numerical results are presented for the systems C+-He,

M Li*-Hz, and M*-N: (M = Li,Na,orK). =s——vu__
€ & 5
N0 4

% 2 /98 55
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21 B22. Heamnupuueckui. pacueT aHepruH B3ammopeiicT-
BHSl METHJILHOTO KAaTHOHA C aTOMOM Treaus.© Becma-
a08 B. 5I, Kopo6ouxo H. A. «)K. crpykryp. XHMHHS>,
1977, 18, Ne 2, 381—382

Hesmnupnyecknm meronom CCIT MO B mumnwm. u pac-

UIHPpEHHOM TrayCCOBbLIX 6asucax nocTpocHa NMOTEHUHaNbHAA _

KDHBasi SHEPrHH B3aHMONCHACTBHA MJIOCKOro KatHoHa CHa+
c aroMoM reqHs (cumMerpus kommagkca CHi* ... He Cav).
[To naunbiM pacuera B pacuiHpennHoM G633uce MHHHS M
SHepruH AocTHraercst npH Rcue=4,47 ar. ed., sHeprusi cps-
31 paBHa 0,73 KKaJj/MOJb. B. §1. Becnanos

A2

7975



D) | ok
P , /o
: . ' . ’ 7,
| o Z@JJ ./0/53/._
eoiiod. P4 Cowr J0¢
o1l - %wdd&y ZZ W W
8. WE vy
Y
/&:4/ o /



/%H/o@ | / ¢ wgpH . oullly ‘33534,' (GEZ

‘/ZOMZ e e
WW A/w %y/ s
085~ 93 .

'
'
/




F27 222 EELEE %Q? 22 5= 7 .72'{
y, (fmmeces S22/
Vs A /P /// oFal

AP LEDA

’% /((,/{g G e, %ff.. W aif.j’ -y
22627 '” 4 ’ o= |



Arors | =

S 2 rre otk 2"
/ 7 ’o 7 / 2
v /oé” Fses. enr. Sooe
UL g, @,44;/@/74 /574"

/
& L7 5 . ; g- g _ /4
//&/77/%4 M/Z/ /7_71/533/ ‘G

O
Aaz/q.%:z /'-/({\/




i .7y"?
- 7'B213. Bkaap koae6aTenbHO-(OHOHHOTO B3aHMOAEH= i
K ﬂ —_ cTBHSt B GopMy KOJAeGATEJBHBIX MOJOC ABYXaTOMHBIX MO-}
Z JeKyl B MATPHUAX HHEPTHBIX ra3os. Metiu Horia,
Korzeniewski Gregory E, Hone Daniel
The contribution of vibration phonon interaction to the!
vibrational line-shape of diatomics in noble gas matri-I
c(es. «?hem. Phys. Lett», 1978, 58, Ne 3, 473—477
aHrJI X :

bece &b Tpennoxkena OAHOMEPHAS, AHTAPMOHHY.  MOJCJb mm;
v ipacueta (OPMB TIOJIOC B KOJeOaTeJbHHX CNEKTPAaX ABYX- !
7 C

|
v

ATOMHHIX MOJIEKYJ, H30JHPOBAHHHIX B MaTpHUE HIEPTHOrO |
rasa. Jlns NpPOBEPKH Teop. BHIBOZOB BHIOpAaHA  CHCTeMA |
. ﬁao-A:, PacueTs NpOBeACHBl € NOMOUIbIO TCOPHii BOIMY-
fllennit MHOTHX TeJ AJs ICMOYKH, COACPXKALICil MOJeKyJy i
CO H mo fmecaTh aToMOB aprona C KaxJoil CTOPOHMI. |
BhluNC/GHHEIE WHPHHBL TNOJOC -3HAYHTEJAbHO MCHbIIE H3-|
MepeHHHX M JHHEiiHO 3aphcaT OT T-pul mpH T<20K. Pac-'
CUNTaHHHE CHBHTH TOJIOC OTJHYAIOTCS OT HalawaaeMuyx;
1O 3HAaKy H, KPOME TOro, 3aBHCAT OT T-PH, UTO NpPOTHBY-!
PEYHT SKCMEPHM. pe3yJbTaTaM. Caenan BHBOA, uTo cy-!
LIECTBEHHbIl BKJAajJ B DPE3yJbTATHl PACUCTa NOIKIH BiD- '
cHTh JHOpau. (BpaulaTeabHhie) CTEMEHH CBOGOAH, a Tak-

. /j”/t/% e pasmuunst B_okpymenun Monekya CO. B. M. KopGa '
7. y. Jo) EELEE S R L b 2. M Ko
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- Ky "9 B68." ' NosepxHocTu MEXMOJIEKYASPHO{ ‘nCTeHIHaNb-

T HOIl SHEPrHM, MOJYYEHHble METOMAMM 3MEKTPOHHOro r23a)

ITI. 3asucumocts B3anmoneiicTeus Ar—CO o yraa,’ pac-

CTOSIHHST M KOJe6aTeNbHOi KOODAMHATBI. Parker 're-

gory A, Pack Russell T. Intermolecular po . tial

energy surfaces from electron gas methods. 111, ‘Angle,

tdista{lce, and é;]bratioll;}z;l dependence ofJ\“the Ar—%CO32in-

- eraction. <«J. em.” Phys.», 1978, 69, Ne 7, 3268—3278
Letlst (aura.)

m{é‘ A, Meroniom anekTpoHHOro rasa paccumtamm yyacTkm mo- ,
M%éﬂ

BCPXHOCTH NOTCHUHAJBNOI 3neprun chucremst Ar—CO B 06-
JIACTH KOPOTKOJACHCTBYIOLICrO OTTAJKHBAHHH B 3aBHCHMOCTH

el fp2ices OT PACCTONMUA T MEKRy aTOMOM Ar M LEHTPOM Macc Mo-
/’ . Jiekyasr CO, yria mexay ocblo CO M NpsAMOIl, BAOML KO-
TODOI OTCYHTBLIBACTCS PACCTOSIHHE 7, H KOJIeGATEIbHON Ko-

J
|
OPAMHATH — MEXKbSIACPHOr0 PACCTOSHHS B MoJaekyne CO, J

Cr0/Ib30BAKBl XapTPH-(POKOBCKHE BOJHOBBIE (YHKUMH, mo- |
aydyennsle Knemenrn pgas atoma Ar u Mak-JInnom '
Hownmunem nnst monekyast CO. B HeK-pHX TOuKax pe- |
3Y/IbTAaThl BLIYHC/ICHHI CONOCTABJCHH € AAaHHBIMH pacueTop |

TLS9NG




Meronom Kap~ ‘n—®Poka. OTMeueno, uro pacx . AEHHS.
M&XAy SHEPrHAMH, IONYYCHHBIMH ABYMS MeTOAaMH, He-
Tpesbiwaior 10%. Ml ananusa aasbHogeficTsyiomeii of-
JaCTH NCSMBMDHY. METOJOM ompeencHul Ko0sd. Ce, Cr,
u Cq san:pm»coaa PasoKeHHs npmmgana B3aHMO- '
.Aciicteuss Ar—CO. Pesyabrarth NpEACTABJCHB PaKikKe A5
- ¢ticrem He—CO, Ne—CO, Kr—CO u Xe—CO:. .ITposeaena .
AHAJIHTHY. anNpOKCHMALMS TOYeK NOBEPXHOCTH, HailfCHHHIX'
- MCTOZOM 3JIEKTPOHHOrO ra3a, H ABYMs CIOCOGAMH COT1ACO-.
BaHel Mexy coboit 061acTH KOPOTKOAGHCTBHS H JaJbHO- |
AciicTBHA. C NOCTPOCHHLIMHM eAMHBIMH MOTCHUMANAMH pac-i,
CUHTAHbl 3HAYCHHS BTOPOrO BHPHA/LHOrO KO3(. KaK (yHK-
Win T-prr. CONoCTaBJ/ieHHE C SKCICPHM, AaHHBIMHU N03BOJISICT ",
CAGNaTL 3aKMOYCHHE, YTO OAHH M3 NMOCTPOCHHBIX MOTCHILH-
4108 NPHBOAHT K HECKOMBLKO JIYUUIMM Pe3yJbTaTaMm.
. i Ly : gt .. __-A. B. Hemyxun

MR,
3 ding
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90: 413984z - Formation of complex ions during collisions of
"metastable atoms of inert gases with carhon disulfide,
sulfur hexafluoride, and trifluoroicdometiane molecules,
Stepanov, A, Ny Perov, Ac A Kupriyanov, S. 1. Kabanov, S.
P.  (Nauchno- Issled. Fiz. Khim. Inst. im. Karpova, Moscow,
USSRK).,  Khim. Vys. Energ. 1978, © 12(6), -552-4 - (Russ).
The associntive ionization in binary mixts. of inert gases (He, Ar,
Kr) with SFs, CS2, and CIal at thermal encrgies was studied
mass- spectrometrically.  The_camplex jons ArCIlar, ArCFal+,
Artt, Helt, KrClal+, Krl+, ArCSat, KrCSat, KrSIFs+, and KrSFet
were obsd.  The tesults ndicate that, with the exception of
CKrSFg+ and KrSEg+, all complex ions are formed during |
interaction of metastable inert gas atoms with mols. - The |
formation of KrSFs* is attributed to interaction of highly-excited !
(~14 ¢V) Kr atoms with §Fe. . g

%
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90: 157349b The potential energy curves of ArC+. Hiilier,
I. H; Guest, M. F.; Ding, A; Karlau, J.; Weise, J. (Dep.
Chem., Univ. Manchester, .Manchester, Engl). J. Chem. Phys.
1979, 70(2), 864-9 (Eng). Potential energy curves for different.
states of the mol. ArC+ were detd. by exptl. and theor. methods,
Elastic scattering cross sections obtained from the scattering of l
C+(2P) and C*+(‘P) on Ar were used to det. the bound ground.|
state X211 with the use of an inversion method, and to discuss |

ual. higher excited states. CI calcns. performed for several

oublet and quartet states dissocg. into C+(2P)+Ar(18), C+($P)--Ar(1S), |
and C(3P) +Ar+(2P) are in good agreement with the exptl. .
findings. The nature of the bonding is discussed end spectroscopic -
consts. for ihe bound potential curves are given. . J

S ST77. @ﬂ/ﬂ&




; 9J1154. © KpuBasi MOTEHUHANLHOR SHEPrHH ArC+, Hil-.‘/
;/j‘ 27 lierl H, Guest M. F, Ding A, KarlauJ, We-
/Z/ & ise J. The potential energy curves of ArC+. «J. Chem. '
Phys.», 1979, 70, Ne 2, 864—869 (anura.) J
Viamepeno yr/ioBoe pacmpe/ie/icHHE HOHOB C+, paccesin-’
P umx na Ar, B 06/1acCTH 3HEPTHH 4—100 3B B JI-cHCTEME KO-'-
// ”(&/{A?-/ opnuuar. IToayueHnsre pe3y/bTaTHl HCNOJNB30BAHH AJs 1O- %
s CTpOEHHs TOTeHL. kpuoit (ITK) OCHOBHOrO COCTOSIHHA cu/
. oremst ArC+. Jlasi 3TOft ke CHCTEMBl PacCUHTaHH MK co- %
'ﬁdﬁ/gﬁ// 4“% crosmmi X201, 28— (RHCCOLUMATHBHMI npenen — C*(2P) + m
/ LTORiS)y, 14z, 4n, T(CEP)+ATH(P)) n 245~ (C*
4P) +Ar(!S)). PaccueTsl BEUOJHCHE B NPHOMTHKEHHAX.
= CIT u KB, yunTbiBafHCh (C HEKOTOPHIMH OTPaHHYCHHAMH) |
OfiHO- H JABYKpaTHO BO36GYK/IeHHblE BaJICHTHHE ‘KOHGHTY-;
paunn. Ha [IK ocnosnoro cocrosnns X°m umeercs MHHIL-"
mym rayOunoit 0,33 9B TIpH 2,2 A (rﬁmﬁ.rmx(eﬂue CCII)
e 1,2 98 mpu 20 A (KB). K TepmoB 23—
ay 4+ 24Z— HMET penynbcusuui't xapaktep. B OGJlaCT};
Me}KATOMHBEIX PacCTOsIHHI OKOJIO 3 A unaGaopnaercs Kpasy- |
nepecedenne JBYX TEpMOB 42—, Onpefe/eHH  3Hauenus
CMeKTPOCKOMHY. napameTpoB cocTosinHl 27 (axcnepuMeH."
TaJbHBE H TeopeTHYEeCKHe) H 142— 1 l'xt (TeopeTnaeckue),

%/éﬂ/?%/ e man e B. H‘_l_s.a,P_a_"OB_c;@}'if

\
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17 B228. HndpaxpacHbie CHeKTPs MATPHYHO H20JHPO-
BAaHHOrO M TpePAOro 9STHieHa. OGpa3oBaHHe ITHAEHOBHX
numepos. Rytter Erling, Gruen -Dieter M. In-
frared spectra of matrix isolated and solid ethylene. For-
mation of ecthylene dimers. «Spectrochim. acta», 1979,!
A35, No 3, 199—207 (aura.)

Hayuenst HK-cnekrpst  morgowenns (200—4000 cm-1) \
stuaena B Art-matpuuax npu coorHoweHusix CoHy:Ar or |
1:1 go 1:999 u B matpuue kcesona CoHy:Xe (1:24) B
T-pox HuTepsane 15—105 K. M3 uamenenuit oTHOCHT. HH-
TEHCHBHOCTeil NOJIOC, HX CMCLICHHIl H CTATHCTHY. PacyeToB
NpeANolKeHa cXeMa HHTCPNPEeTalHH  JaHHHX MOHOMCp—-
—-auMep—arperat—Kpucraaa. HauGosee xapaktepne no-
Jiochl AHMEPHBIX H MOHOMepHHX Mosekya CeH, B Ar (nan-
Hble 1Js MOHOMepa B cKOOKax): vio 824 ci. (831 cn.), vy
950 0. 0. c. (948 0. 0. c.), viz 1438 0. c. (1441 o. c.), v,
2984 c. (2997 c.), wvg+viz 3073 cp. (3084 cp.), Vg
3099 cm~! c. (3114 cm~! c.); B MaTpHue Xe YacToTH py-
Mepa coc1‘aanmo1-'825, 947, 1434, 2978, 3067, 3096 (c.=

e




_=CHJbHad, cp.-'—-cpemmﬂ, ca.=cnabas, 'o.=oqeﬂb). Ias
anmepa (CoHy)z -mpeAsIoen run cummerpun Dad, AMMEP
cTaGHIM3MPOBAH UCTHIPbMS OtcHb cnaGpimu H-cBasaMit L= |
H...n npH 3aMCTHOM BKJaje CHJI OTTANKHBAHHS BOAO- .
poA —— BOAOPOA. WaMepeHbl TaKxke HK-cnextpst TB. Lot B |
T-pHOM HHTEpBAJE. 15—85K #u TOATBEPIKACHO HanuyHe ‘B

neM AByX (asopbiX momudukamuit. p. B. Paccaanil

Spec

-
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10 5251,  MuxposoJsHOBBIi cnekTp KoMnaekca aproi—\
methaxaopui. Stced Joseph M, Bernstein Law-5
renceS,DixonThomasA,Janda Kenneth C,!
Klemperer William. The microwave -spectrum’ 'of!
argon methyl chloride. «J. Chem. Phys.», 1979, 71,1
Ne 11, 4189—4191 (aurn.) B

Meron0M 57eKTpHY. pe3oHalca B Mogek. myuke Hamepe-
Hel MB-CrCKTpL HI3KOrO paspelletus KoMmmiexca” ArCH,CE
B :00aactH uwacror or 1 mo 22 I'Tu. Hamepensr vactornt
27 mnepexogos aas ArCHs3Cl u 9 nepexoios - ais
ArCH2¥Cl’ BBHAY ROCTaTOMHOIi. CI0KHOCTH CNCKTPB! He
MOTYT OBITb MHTEPNPETHPOBAHEL B PAMKaX Mozed JKCCTKo-
ro CHMM. BoJuka. Boabunmcrso - MB-nepexoiop He M. 6.
TaKXe cBA3ano c kBaapynoasHoii CTC. Creioga .chenay
BLIBOJ, MTO KOMIJICKC HE 'SIBASICTCS  CHMM, BOMYKON, al
aTOM aproHa OTKJIOHEH OT OCH, COCAHHsIOMLCH ATOMBI" yrote-

pora m-xaopa. - . - . CH. Mypauy J|

/‘( ///) - .9/ V/

O
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6 J1395. MUKPOBOMHOBBLI CneKTp KOMIJeKca Ar--.

~+..CH;Cl. The microwave spectrum of argon methyl chlo-

‘ride. Steed Joseph M, Bernstein Lawren-

: ce S, Dixon Thomas A, Janda Kenneth C,

i Klemperer William. «J. Chem. Phys.», 1979, 71,

Ne 11, 4189—4191 (anra.) y

MeTozioM 3/IEKTPHY. Pe30HAHCA B MOJCKYJSPHOM MyuKe

. / . L HCC/Ie/I0BaH :palél?—;‘%llbﬂ(lil)ﬂ Bcnemp Ban-lne;ggalgnbcogoro

. 4 Lt oromnaerca Are--Ully . B nuanasone 1— ri obHa- |
o 7apy>xeuu 97 aunuit 1—Cl u 9 mmnnit 1—%Cl, kKoTopsie ne | R

: MOryT GbTb HHTEPNIPCTHPOBAHH B PAMKaX MOeNH cmmer-i
puuHoro BOMYKA. . M. P Anues \

X/b— 9,

D IO wb




794
0%? /ﬁdz 91: 29925v Determination of the st'ructure of ArCO; by

radiofrequency and microwave spectrosco ,

Dixon, T. A; " Klemperer, W. (Dop. Cheme” Haneed B

Sommbridge, MA 02133 USA). ' J. Chem. Bhys. qpard Univ, |

B 4095-100° (Eng). The species ArCO, produced b 'd' tie

w expansion was structurally characterized b mol 3{):1

g L2 el A, resonance spectroscopy. ArCO is shown to gave C: sy )
/ The s ectroscopic and structural consts. are given wCo}mm(:“y'

’ 5 Is made with a no. of proposed Ar-CO; intermol. pétentir:lpar!;()n
Elé s ///W, detd. force consts. are poorly fitted by a sphericals.m'é)c

interaction. ~
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om.  XIr—906Y 5 %9
@2 B303.  Onpepenenue “crpykrypn  ArCOz" Mmeromami |-
JHOYACTOTHOH M MHKPOBOJIHOBOI  CMEKTPOCKOINHH. |
teed J. M., Dixon T. A, Klempercr_ W. Deter-:
z%mination of the’structure of ArCO, by radiofrequency and !
\zmicrowav_e, spectroscopy.” «J. Chem. .Phys.»,..1979, ‘70,.
Ne 9, 4095—4100 (aura) . < . . S

- e kM

AL,

Hbl YacTOThl BpallaTeJbHLIX nepexogoB AJ=1, AK=0 co

3navenneM K=2 B o6aacrtu 10—20 I'ru u acumy. nyGurer-

S , 7 Hbix nepexonos ans K=2 u K=4 B oGnactu 0—230 Mry
A df.,/),((_’(;.,% . aas kommiuekca ArCO;, nmosnyuchHoro npu aamaGaTiy. pac-
‘wnpenny ra3osoit cmecn 4% CO, B Ar npu T-pe ~200° K.

TNonbiTkH Ha0JI04ATh BpallaTe/blble NEPexoabl Al=1 anq

! K=0 n K=4 oxasaancb GesycnewHbMH. AHajan3s CrekTpa

‘ BLINOJHEH B NPHO/IKEHHH IIOCKOrO acHMM. NOJIYXecTKoro
‘BOJIUKA C ICMO/IL3OBAHHEM TaMIILTOHHAHA B NpeicTape.

uun Buabcona — 'oBapaa ¢ BKJOYeniem LeHTPOGeK KO

j
i
MertonoM 3JeKTpHY. pe3oHaHCa B MOJIEK. Myuke H3Mepe- l
|
i
nonpaski. Bpawageibibic NOCTOAHIbIE paBbl (Mru) A= |




=11 914(80), B=1979,87(25), C=1682,75(70) u noctosi-
EMe LeHTPOGEeIKHOro HCKaXeHns (B Kru)’—ra“n=—-l 97,
Toos5=—98,3(20), Taass=0, Tabap=--907(120). Mo 3¢-
¢exkry ltapka 2-ro mopsiaka AJas nepexoaa 291—299 OTIpE-
JeneH HMOJbHBIT MOMEHT .- KOMIIeKca p=0,06793(20) D.
Ha ociiope moayuennbix ZaHHBIX™ OnpejeseHbl CTPYKTYpHBIE
napamerpu  r(Ar—C)=3,493(10) A, £ OCAr=282,5(20)",
CHI0BHE NOCTOsIHHBIE H KoJefaTesbliblie 4aCTOThl A Ar—C
KoneGannit ©,=37,5(7) cM~!, M1s:TORC: "kos1. COp-rpynnst
othockTebno oct Ar—C @p=27:5(20) cM=!" H. IIOCKHX
KoaeGanmit COp-rpynnst - .oy =670(1) cm~!. Tlonyuenibie
3HAYCNHs CTPYKTYpPHBIX ' NlapaMeTpoB H CHJOBBLIX MOCTOsH-:
HBX COracyloTest. ¢ BEJMYHHAMH, BBIYHCJCHHBLIMH MNpH IO
MOWH MOJe/BbHBIX MOTEHUHAJNOB. .. - C. H. Mypann

-

@
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it CY,
2 1440. OnpeneneHie CTPYKTYpH! " ‘ffomnaexca “ArCO, |
eTOfAMH PA/MOYACTOTHOIl H MHKPOBOJHOBOJ cnexrpocxo-!
un. Determination of the structure of ArCO, by radio- !
frequency and microwave Vspcctroscopymd» J. M,

Dixon T. A, 1(5€c;rigoc(rcr }V. «J. Chem. Phys.»,

o 9, 4095—4 auriaL.
19759;;1;1,(:;“2\30?;’3,‘ 8 Kru — 225 Mru o 11—18,5 TI'ru Mmero-
s ™ 0M 3JEKTpHY. pesoHanca B MOJIGKYJISIDHOM TYuKe Hccie-
'—’CI'/ 7 . n0BaH BpallaTe/bHbIl CCKTP BaH-1CP-BaajbCOBOr0 KOMI-
Yekca Ar...CO., mosyueHinoro B cnepxmym?uom conue.
u[‘{,{/‘.a}}:'(/._.,; Mlcmmpuuuposaum aunnn 13 Bpama'regbnmx nepexo10s
. ¥ / - OCHOBHOTO K0/1€6aTCLHOrO COCTORHMUIL. npeicienbl 3ha-
lf”""/f'—’/,i'/ . qomis DBpAMIATCABULIX # KBAPTHUHBIX LCHTPOGEKHHIX mo- |
7 crosmnx: A=11914, B=1979,87, C=1682,75 Mri; Taaa= °
= 15,97, topoo= —98,3, Tavar= —907 xru. [Toxasano,
yto ArCOg uucer T-oGpa3ilylo CTPYKTYPY C CHMMeTpiei ;

Cao- : e mhed M. P. Anucs
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nonubiit cnektp rasosoii_cmecu CF,—He. The collision-in-

12 J411.  UHAyuMpoBaHHbIN cronxuoncmmhm"rpchm;-
%uced translationial spectrum of CTFs;—He gas mixtures.

“/Afanasev A. D, Bulanin M. O, Tonkov M. V.
Y/ Wﬂf% 3«Can. J. Phys.», 1980, 58, .N¢ 6, 836—839 (aurn.; pes.

nezaaiS. opau)

[Moayuensr cnextpsl MK-nornowmenus uncroro CF, u ero
ra3oBoit cMecH. ¢ resneM npu T-pe 213K B o6aactn 25-.‘

400 cm~'. Onucana HCMO/b30OBAaHHAss B OMHITaX MHOro-
XO/10Basi ra3oBasi KiOBeTa BLICOKOTO IaBJEHHS C TeMiepa-

WD ©




-~

TYPHOIl peryiuposkoii. B CnekTpe uncroro CF, B o6ya-
CctH 180—400 cm-! HaGmoznensl  nosock, OTHECEeHHble K
Pa3HOCTHBIM mnepexomam Pa3pellentoro cnektpa, npupege-
HH 9acTOTH H HHTeHCHBHoCTH sTHX Nosoc. Ilonoca, pac-
NoJI0XeHHas B o6nactn 25—100 cM~!, cBsizana ¢ HHIY-
UHPOBAHHBIM CTO/KHOBeHHsMK BPAWATeJbHBIM  CleKTpom
CF,. B CnekTpe cMecu CF,—He OGHAapyKeHa wHpokas
foJoca ¢ MakcHMymoM B6ausn 150 cM~!  orHecennas k
TPAHCIAUHOHHEIM nepexogam napet CF,—He. 3rta po-
7I0Ca CBSI3aHA C MOsiBJeHHEM AHNOAbHOrO MOMEeHTa, Bo3-
HHKalomero npi nepekpuisanmyu 3JIEKTPOHHBIX  060J10yeK
CTA/IKHBAIOIHXCA MoseKy. C HCII0/Ib30BaHHEM CNeKTpaJip-
HBIX MOMEHTOB 3TOi} TOJI0CHI ‘onpeseieHs! napaMeTphl HHIY-
UHPOBaHHOrO  gumosmbHoro  mowmenra, Hurepnperauns
cnektpa CF,—He TNIOATBepkfaeTcs COBNMafeHHEM paccyH-
TaHHOro M Ha6MIOAEHHOrO KOoHTypoB. Bu6a. 25. M T
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v 03: 140220b Structure and propertics of the argon eacctyleno - |

van der Wasls molccule. DeLcon, Robert L. Muenter, J. S.

(Dep. Chem., Univ. Rochester, Rochester, NY 14627 USA). J.
Chem. Phys. 1980, 72(11), 6020-3 (Eng). Radio-frequency -
spectroscopy and Stark effect measurements were car._2d out on
Ar.HC:CH and Ar.DC:CD produced in HC:CIH sceded Ar beams.:
Because of the very small elec. dipole moment, p = 0.02697(3) D
only the Tio=lit transition and low frequency pure Stark
transitions were obsd. Observations fre only compatible with a
T-shaped equil. structure with an Ar to HC:CH distance of
3.25(1)A. D hyperfine data rovide a 204.4(10) kHz value for-

{

320 :CH and arc cos (v/ (cosi0)) = 2(1)° for the complex,
s " L N Y S G { sy S
faner
Ke
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r-DL=LDU B
—HC=CH una DC=CD npoBeJeHbsl TaKxe H3Mepenis

3 B5256. CrpykTypa M CBOHCTBA - Bal-aep-paajbCoBOH
MOJIEKYJIbl—aproH—aueTHiIeH. DelLeon Robert L,
Muenter J. S. Structure and properties of the argon-
acetylene van der Waals molecule. " «J. Chem. Phys.»,
1980, 72, Ne 11, 6020—6023 (aura.)

Uccaenosaibl MB-cnekTpbl KOMIJICKCOB Ar-HC=CH x
Ar-DC=CD B xosoanoii crpye Ar, copepRamTHI00aBRY

————

wrapk-adexkra. B crnekrpe HaGMONANCA  TONLKO Tepexon
l,0—11;, KOMMJEKC OGJMafaeT oOueHb MaJbiM IHNOJbHbIM
momenToM p=0,02697(3)D. Xapakrep CnekTpa corjacyer-
ca ¢ T-o6pa3noii CTPYKTYPOIl KOMIUICKCA C pACCTORIHHeM
Ar—auetiaen, paBubiM 3,25 (1) A, uto na 0,25 A mens-
e CyMMbl BaH-Jep-Baa/bCOBLIX PajHyCOB. Bonbwas amn.
AKTYyAa KoseGamuil KOMIJIEKCa H 10T (pakt, urto nplme-‘
aenHasi macca AJs _Red. KoJ. mpHMEpHO paBHa Bpaiwa-
TeNbHOM TOCTOSIHHON aUCTHJEHA, YKasbiBalOT Ha Ovenp
HH3KYIO 4acToTy Aed. KOJI., BEPOSTHO,  MEHBIUYIO wey

10 et o Sl. M. Kumenabgeny

=l




AL 4 purriitice o494 M

<
/’ _ @ g . 1]1370. CTpyKkTypa M CBOHCTBA BaH-1€pP-BaajbCOBON !
¢ %Z [/b, ,ﬂ.ﬂ )Mo.’leKynbl aprou-auetnaen. Structure and properties of the |
o " argon-acetylene van der Waals molecule. DeLeon Ro- \

. "bert L, Muenter J. S. «J. Chem. Phys., 1980, 72, |

Ne 11, 6020—6023 (aura.) '

B amanazone 10—1000 MT1 Hcc/enoBaHbl MHKPOBOJH.

CNeKTpbl FOrJIOUeHHs! BaH-1ep-BaajlbCOBHIX MOJEKYa1 Ar—

067 7{14 f CoH; 1 Ar—C:D,, 0Gpa3oBaHHBIX NpPH HCTEYCHHH MOJEKY-
y/ y

4 JAPHO/l CTPYH M3 CBEPX3BYKOBOTO COMJa C AHAMETpoM |

2¢ &é/’ﬂ? .25 MK. [lpu 218,94—218,06 Mru B cnekrpax Ar—C,H, o61a-
Ay pyKeHo 5 JiHuii, KOTOpHE 1O sbdexry Ilrtapka u mero-

OM ABOINOTO Pe30HaHCa OTHECEHLI K CBEPXTOHKON CTpyk-

Al 7. rype Bpaulatenbnoro nepexoxa lio—li B OcHOBHOM Kogje- |
5aTenbHOM cocTosiiii T-o0pasnoit  MoJekyam  Ar—CH

Ananornunsie anuun Ar—CoD, oGHapyenst npu 263Mn§' '

OnpeaeJenbl 3HAUCHHs BPALLATE/LHBIX NOCTOSHHBIX, MHNOM {

7. I
¢ 5 ,/./: ,/ 1iOr0 MOMEHTa M TOCTOSIHHON KBaJAPYMOJbHOf CBA3M
7 Ar—CoH, nonyueno: B=3170, ‘H”“Q

i

C=2960 Mry; ‘=

457 203697 en. Neban: €qQ(D)=2044 Kru. M. P, A"“eﬂ
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193: 54545v Potential of interaction-of a carbon monoxido

molecule with atoms of jnert, gases.  Gaidaenko, V. 1

‘Chlenova, G. V. (Inst. Fiz. Atmosfer., Moscow, USSR). - Zh.

Tekh. Fiz. 1980, 50(G), 1338-40 (Russ). The potentia] encrgy

W for CO interaction with He, Ne, Ar, Kr, and Xe was caled. gs o

function of jinternuclear distance and angle -of interaction ang

P ~ averaged over vibrational levels p = 0, 1, 2. . The potentjg] is

? ﬁtd expressed as a Legendre polynomial expansion. The results for
C(E)-Ar agre¢ well with available exptl. data, .

s
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.+ 1710k The geonietry and vibrational frequency shift
of « ..'.un monoxide molccules in an argon matrix studicd

[J / by i » field calculations. Manz, J.; Mirsky, K. (Tech. Q
t5e ?/ . Univ. ° :enchen, 8046 Garching, Fed. Rep. Ger.). Chem. Phys.[ %
198C.  +{3), 457-68 (Eng). The CO...Ar interaction potential!

incl - pairwise and 3-body contributions which reproduces, \?}
the ' CO vibrational frequency shift, dw =~ -4,7 cm-1in a
stai- ‘se—field approxn,, is.presented. The geometry of the

CO i :ulid system is described in detail. The frequency shift is|

ob.aineda when the CO mol. is oriented along the (0,0,1) crystal:

Mﬂ@/ axis, with its center of mass shifted by 0.25 A from the center of!
+ interaction, and with the surrounding 1st sheil Ar atoms relaxed

- q/y / into an approx. ellipsoidal cage. The semi-axcs of the ellipsoid ;

; deviate from the radius of the undistorted 1st shell, 3.756 A, by! \

only 0.06 A. The 2nd shell of the Ar atoms is also distorted into

an ellipsoidal cage but the deviations from the sphere in thig! |

case are an order of magnitude smaller than for the 1st shell '

Distortions of more distant crystal sites re neglipible, Suhstilmim; i

of an Ar atom by a CO mol. with subscquent lattice relaxationg |

into the min. potential energy configuration resulis in g (lucrcu:z '

in potential energy of 0.16 kJ mol-l. The 3-body com.‘ibutio;xs ;

{0 the CO..Ar potential have only a neghigibIe inillence on th

ccometry of the CO-Ar system (including the lattice relaxatjop, 5

strony inflzence on the vibrational frequency shift, ns)

. 9//;///4/&cr f/}/

put a

CA (980 FA 7D




(., v

D277 2R

2

%7
Q
\Vs%

T s b i O ,

-3 5 Larbon monoxide molecules in u., argon metrix:
empirical evaluation of the argon...argon, atomic carbon..argon
and atomic oxygen..argon potential parameters, Mirsky,
Kira (Tech. Univ. Muenchen, 8046 Garching, Fed. Rep. Ger.).
Chem. Phys. 1980, 46(3), 445-55 (Eng). A potential force field
was evaluated for the calen. of the propertics of the solid CO-Ar
system. The CO...Ar potential energy was expressed as a sum of
the C..Ar and O..Ar interat. interactions. The (6-exp)
Buckingham form of the atom-atom potential, 0 = -ArS + B
exp (-ar), was used (r is the interat. distance). The values of the

A, B and a numerical parameters for the C..Ar and O..Ar:

potentials were obtained from those for the C...C, 0..0, and
Ar..Ar potentials using known combinmﬁ rules.  These values
are the following Ac.a, = 3379 kJ/mol As, Ce.ar = 312 X 105
kJ/mol, ac.ar = 3.493 A1, Ao.ar = 2737 kJ/mol AS, Bo, 4, = 3.28
X 105 kJ/mol, ao.ar = 3,706 A-. The 3 parameters of the
Ar...Ar potential function (Aar.ar = 6554 kd/mol &s, By, o\, =

3.27 X 105 kJ/mol, aar.ar = 3.305 A-1) were fitted to a set of |
exptl. data for the Ar crystal (zero-temp. lattice spacing ang !

energy, and the value of the isothermal compressibility), The

CO...Ar potential surface was caled. showing the most favorablo |

position off an Ar atom near the CO mol. and the orientationa]
dependence of the CO..Ar interactions. The CO..Ap sep

bz zs

di=tzance at the potential min, and the depth of the potential well |

ai oqual to 3.63 A and-1.321 kJ/mol, resp. .Comparisg
"+ of the derived Ar...Ar and CO...Ar potential fu‘ 3 was

mwe A A A . netions with
gxi . +ch functions available in the lltom“nrr ith

Zp,

FEZ




cg,-He -

93: 32006t On the anisotropy of the intermolecular potent’™:
of the carbon dioyide-neon system in ti repulsive short-ranye
region. QOdiot, Simone; Cantars, J. L. Wiszar, Sandor (Dep. -
Rech. Phys., Univ. Pierre et Marie Cur:+, 75230 Parie, 05 Fr.). i
Chem. Phys. ] tt. 1980, 71(2), 307-1: (Eng). For CO-Ne

'MM‘W interactions, numerical values of the intermol. potential energies
" (AE) were obtained in ab-initio variauon il ealens. with ST0 -G
m,’ basis functions. for repulsive short-ruage interaction:, AE -
7 ‘gfy " a(0) 2412, with the anisotropy effects expressed by the proportionality
o cooff, a(f), where 0 is the angle between the OCO Tol. axis and
the line between the C and Ne atoms, und the ri represent the

distances between the Ne atom and the ctoms of the CO2 mol.

..
CA /990 I3 ~4
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1950

+ 3

d//l/,,, //e " 4 1117. BaaumopeiicTBHE HEMOJSIPHBIX mu.lCKYJd B paM- |
kax meroma ICrO. Unpolare Molekiilwechselwirkungen |
im Rahmen des FSGO-Ansatzes. Schidler H. D, I
Griindler W. «Z. phys. Chem.» (DDR), 1980, 261, |
Ne 6, 1124—1128 (uem.) ‘
B patxlr_\izévr(:i\;)cmga naaBalomux chepuueckux rayecossix

-1LHiT HCCJICA0BAHO 3JICKTPOHHOE CTPOCHHE KOM-

M. WZM ‘r?nexcos nenonsipunix cucrem CH,...He (I, 4pKOH(bnrypa-
wan), CHy . .Het (II) n CHE Cri—tH, 6 xou¢urypa-

wuit). TIPOBEIEHA ONTHMH3ALHS TCOY i, Ing 1 snep-
reTiueckn HauGosee BHIFOAHON  (XOTS BCe  CTPYKTYpH |
- HecTabuabHbl) Haiifilena cTPyKTypa cummerpun Cs~ ¢ pac-
nonoxenuem He na ocm cusMerpun 3-r0 nopsaxka co |

@ g//q”' c/{y ‘ ) T
. 1957 Y




CTOpOHBl rpaHH. MeraHa, paccrosmuamu C—He n H—He
5,982 u 5,637 aT. ed. u aunoipHeM MoMentoM 0,00596 en.
Heb6as; ans 111 nauGosee BHIrOAHAa CTPYKTypa THNA ro-
.J10Ba 'K XBocTy ¢ pacnosmoxennem cssseit C—H nasyx
MOJICKYJ Ha OJHOif ©OCH M IluaxMaTHoif ~Konpopmauneit
rpymn CH; (sueprus crabummsamnn 1,4 xax/moab). Jas
11 sueprusi crabuausauun oueHena B 7,8 Kax/moab. Ha
OCHOBAHHH TNOJYUCHHBIX De3yJbTaTOB KPAaTKO OGCYMIEeHbl
BONPOCH B3aHMOJEICTBHS HENOJAPHBIX M C/1aGOMOIAPHEIX
CHCTEM M OTMeueHO, YTO NpHTSrHBAIOUHe B3aHMOCHCTBHA
CHJIBHO 3aBHCAT OT B3aWMHOH OpHEHTAallHH cwcge.\{jI 5



c _‘7/“ N\ 9 B14.”" MpuGmnenne ToMaca—®epMi Aas ABYXaTOM- |
= Mbix KBA3HMOJCKyJ. KoppensuuoHHble —auarpammbl  jas
ileiTpanpibix  rereposepnbix  cuctem. Toepfer A, |

ﬂ / "Gross E. K. U, Dreizler R. M. Thomas—Fermi

- Z approach to diatomic quasimolecules:. correlation di-

: agrams for J\rrleutrazs, heteronuclear systems. «Z. Phys.»,
— A298, Ne 3, 167—171 (anuru.

é /e 1980, (anra.)

Pa3BHT MeTOJ . pacyeTa OPOHTaJbHHX Koppeasl,. - AH-
arpaMM__AAA--IBYXdTOMHBEX~ HeliTp: SIIePHBIX KBa3H-

(%g - F MoJeKys. Ha mepsoM 3Tane HaXoAutcst ¢-uust pacnpepe-
JleHHsI 3JCKTPOHHOI IVIOTHOCTH KaK .pellcHie yp-hus To-

— maca—®epmu—npaka—Baiiusexkepa ¢ ABYXUCHTPOBBIMH. |

% rpaHHYHBIMH YCJTOBHAMH. Ha BTOpOM 3Tame ¢ noJjyyenuop !

¢-1Heil MVIOTHOCTH CTPOHTCS ONHOYACTHUHENT S eKTHBHLI

7 _ norexunan Xaptpu—®oka—Cieiitepa. Ha TpeteeM srane
(j{é/ﬂg/lm4c 3THM TOTEHIIANOM pelacTcst ABYXUEHTPOBOE  yp-Hie
ﬂ/td?é/ el

@ okl

Illpenunrepa BapHall. METOAOM B Gasuce Qynkumit Xua- -

Jepaaca, 3amiCailibIX B 3JUIHNCOMAAJBHBIX KOOPAHHATAX,

MeroA npHMeHeH K pacuery KODPesasil. AHACDAMM AR CH-
‘ Cl ,

C—Ar, O—Ar, C—Ne, Al—F J—CI.
/K /jf//‘/ﬁ A C"I‘E-EM ”’—L—__r___\e"‘ B}é Uﬂ}?!{cm_-Bepem_{me)

@ &
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MoOJIeKyst metopom To- |

- 6 1107. °© Pacuyer JBYXAaTOMHBIX
AHarpamMmer - gas ,nem

-Maca — depmu.  Koppeasiunonnsie
7'rpanbnux~rerepomxepublx cicreM. Thomas — Fermi a

“proach to diatomic quasimolecules: correlation diagrams !
-for neutral, , heteronuclear systems. - Toepfer ‘A, |
— — = B g

be . Yo M%Mg|
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Gross E. K. U, Dreizler R M. <Z: Phys», 1980, 3
A298, Ne 3, 167—171 (anra.) L I . -
. PaccuntmiBatorest < mosexyaspubie-  cuctemsl’  C—Ar,.
O—Ar; C—Ne, J—CI, Al—F. Tlotenuuan Xaptpu —WORT
ANMpOKCHMIPOBAN aNaANTHY, BHpaxenneM — Z,d, (r1)/rsi—
Zo®y(r9)[ra, Zy, Zy— 3apanml siIep, Iy, s — PacCTOSIHHSA
Ao nByx sinep. Kaxpas n3 skpauupyiouinx: ¢-uuit @, D,
3ajlaHa * aHaJHTHYECKOI ' yeTLIpeXMapaMeTpny. ¢-soit. Ila-|
pametprr @-unit @, @, NpH 3a7aHHOM MEXBAACPHOM pac- |
CTOSHHH R HIYTCH BapHAIHOHHLIM NyTeM no MeToay To- |
Maca — ®epmi — [upaka — Baitusekkepa.  Has Kawkpoit |
CHCTeMBHI' “IDHBC/ICHH * 3HAUEHHST BCeX BOCHMH IapaMeTpoB !
MPil passi THEIX MEXBANEPHBIX paccrosusx. IIp s3pect- |
HOM aHAW{THYCCKOM «XapTpH-(hDOKOBCKOMS> MOTCHIHAE. O~ |
Ho3.1eKTpoHHOE yp-HHe ILIpéanHrepa pemraetcsi BapHalHOH- |
Ho. IlpoGubie h-1HH, BHOHPAIHCh XHICPAACOBCKOrO THIIA. |
Has kaxpoit cicTeMbl ~ NpH pa3MHUHBIX R paccunTaHbt '
SHCPrHH  HECKOJIBKHX  HH3WMX (10 JecATH) opGuTadeil.
I'Iocrpoeﬂ;ﬂ KOppessiHOHHEG JHarpaMMel. Kpose Toro,
paccunTaHa mosiHast 3Heprust cHcreMbl B 1-M mopsiike Teo- |
punt Boamywennit. Has cicreMst Al—F B TIOJIOKEHHH |
PaBHOBeCHs  paccuMTanHas MOJHAS SHEPIHA OKasalack |
Bbllle - xapTpi-toxoBcKoro pesyabrata Ha 0,07%. -
JI. H. HUanos
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dpyrton

9 J1219. O6pasopaniic NMPOMEXYTOYHBIX HOHOR W3 BaH-
sep-paanbcopbix  kaactepo. Housl Arn (CoCls)m*: npen-i
TionaraeMoe y4yactHe HX B AETEKTHPOBAHHH COJHEYHDbIX
seftpuno. Generation of  «bastard» molecular ions .from
van der Waals clusters: Arn(C:Cli)m* ions, suspected
interlopers in collection - of solar neutrinos. ‘Bue-
1ow S. J, Worsnop D..R, Herschbach D. R
«Proc. Nat. Acad. Sci. USA. Phys. Sci», = 1981, 78,
Ne 12, 7250—7253 (aura.) o ;

Coo6itaercst 06 0o6pa3oBaHHH___ MOJIEKYJISIDHBIX ~ HOHOB!
Arp (CoCly) m* mpi GOMOApMIPOBKE  BaH-ACP-BaaNECODGIX,
RTrcrepos—sextponaMi ¢ ueprueii 25 sB.  Kuracteprr
TI0JIy4asiCh H3 CMecH Ar/C.Cly, mpomyckaeMoit B BBICOKO-
BAKYyMHYIO KaMepy uepe3 CBCPX3BYKOBOe  cormio. Houu
Arn (CoCl)m* ¢ n=0—29 n m=0—4 mnenminbiwipo-
BalHCh C TOMOIIBIO KBajpyMoJbHOro . Macc-GunbTpa B
HTepBaje ar. Macc 516—546. _ IlpeacraB/eH  THITHYHBL]

k1988, 18,59



Macc-CNeKTP, Ha KOTOPOM BBHIACASIOTCS THKH, COOTBETCT-
Bylownie monam  40Ar;zt,  Are(C,Cly)+, Ars(CoCly) o+ w
-Ar(CoCly)s* ¢ pasaHuHBIM H30TOMHBIM coaepxanuem 37C]
# 3Cl. OGHapyXKeHB! TaKxe MUK, COOTBETCTBYIOIIIe H30-'
TonaM BC u %%Ar. ITopmo3peBaeTcst BAHSHIE HOHOB STArt)
‘00pasyeMblX B peakunn 3C(v, e”)¥Ar+, na nerexkrtupye-
MEbIC coJiHeyHble HeiiTpuno. Bu6m. 20. H. dnakc
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4 J1156." Monexyanpuue HoHM HHEPTHHIX 'Ta3oB, Noble’

+ . as molecular jons. Cooper David-L, Wilson

5/[_& [/’;/-? (tep)hgn..,__«Mpl. Phys», 1981, 44, No 1, 161—172
aHra) G et ; g

" Hesmnupnveckunm - metogom CCIT MO JIKAO ‘B Gasiice

CrpynnHpOBaHHEIX 'FayCCOBWX (-UHI HCCACAOBAHO SuleKT-

‘pounoe ctpoenie AHé+ u AHe, A=C, N, O; CHen+,

‘n=1-—7, a Takie > , NH3; T PaccunTany ;

NOTeHU. KPHBLIE; ;-pacnpenene- |

Hi €KTPONHON NJIOTHOCTH, TRl CBA3W, UbHap -

uto AHet ‘o6nanalor sneprusimi cBssn <3000 cM~!. (nay- |

MMM “Oonee crabunen OHet), nosromy ux OGHapyxeHHe B Mex- |

SBE3MHOR ~cpeae mnpeacTaBiseTcs MaJl0BEPOATHEIM; * He |

W /‘é@ JAOJIHBI - HAGMIOAATLCA M MHOrO3apsjiHHe HOHM, Hacumeu-!

nue cucreMnl XHed, 'ananorn merawa, ammuaxa H BOAH, |

. cssisantt cra6o.” B To-xke BpeMa pacyeTt mokasamu, Y10,

CH/ILHO " HeHacHlleHHHe - cHcTeMH  (HeCN+, HeCoH+,|

"LS_ HeN,2¥ "‘HeCOH) ABJAIOTCA NPOYHO CBA3AHHHMH (snep-'

run ceasun 5000, 11000, 22000 i 30 000 cm-1), ) {

W e ' R —2 B, JI._JleGenen

198,19 MU he sniaee
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8 B31. MoJekyaspHble HOHB  GJAropoJAHbIX rasos.)
ooper, David L, Wilson Stephen. Noble
gas molecular ions. <Mol. Phys.», 1981, 44, Ne 1, 161—

/] :/ g 5 aE ? 172 (aura.)
) ! Meromom CCIT MO paccuHTaHB HEPTHH_MOJICK. HOHOB,
B COCTAaB K-pHX BXOMAHT TeJHil: et (n=1,

_NHe*, NHe*, OHet, OHet, CHsHe*, NHHe¥, OHHet,
{m&‘&?m, HeCO?F,” HeNzZ+, HaiTleno, 410 OAHO-|
-3apspisie nonst CHe* (2II), ‘NHe*(%2-), OHet* (*Il) sBas-
joTcst €1a60 CBS3aHHBIMH C SHEPLHAMH JHCCOLHALHH Me-

a %ﬁm Hee 3000 cm—!. Ypenuuenne 3apsaa HoHa a0 24  mpH-
BOAHT K YBEJHUEHHIO CTaGHJBHOCTH (SHCPrHsl AHCCONHA-

W i 32—-coctosiinst OHe?*+ pasua 21000 em~!), a npu
nagbHeftueft HOHH3AUHH CHCTEMB CTAHOBSATCS HECBSI3AHHH-
MH. HacbillleHHble MHOrOAaTOMHblE HOHBI, H303JIEKTPOHHEHIE

:CHs, NHs, H:O, sBasiotcst cnaG0o CBA3AaHHHIMH C 3HEpPIH-

2’ et no 1500 cm~!, HeHacheHnnie e cHcTeMBl HeCN*,

‘HeC,H+, HeNg?*+, HeCO?*+ nomxuH OHTb CTaGHJILHEIMIL,
gacd A. B. Hemyxun|

Wt M- OB, DR L

\
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Y 1 170. Crpykrypa BaH-AeP-BaanbCoBON MOJIEKybl Ar-i
‘CH3Cl. The structure of the Ar-CH,;Cl van der Waals
molecule. DeLeon R. L, Muenter J. S. «J. Chem.
Phys.», 1981, 75, Ne 3, 1113—1115 (anru.) =

Metonom MHKPOBOJIH. CNECKTPOCKONHH B MOJleKy.nSlpHHx1i

waw !z [} ny4uKax HcCJenOoBaHa CTPYKTYypa BaH-Aep-BaasibCOBOIT MoJie-:

kyJas Ar-CH;Cl. HaGmionanuch 11 HoBmIX NepexoioB, 4To

. COBMECTHO C PAaHHHMH MHKPOBOJIH. AaHHBIMH o 3TOMYy
Wﬂ/ﬂ% ©) KOMIIEKCY  NIO3BOJIHJIO  ONPEeNHT: B -paMKaX Mogeny!
JKECTKOro pOTaTopa TPH BpallaTesbHble NocTosmnbe (4,

B u C), a ciepoBatesbHO, H TeOMETpHy, CTPYKTYPY KOM- |

VL{ . /) . naexkca. HaiineHo, yto nocneauuit nmeer T-o6pasnyio ¢op-|
My C paccTosiHHeM Mex1y aTomoM Ar M LeHTpPOM Macc|

mosekyanl CHsCl, pasubim 3,68 A, u yrioM Mexay mex-
MOJIEKYJISIPHOft OCBIO H OCbIO CHMMETPHH MOJEKy.n 0, pap-!

T2 /984, /8,77 -




‘M 85°. Takas cTpyktypa OblIa HCMOAb30OBaHa MpH pac-
YeTe  BpAlaTEJbHHIX MOCTOSHHEIX H YacTOTH NepexoloB
B Ar-CHs¥Cl u Owji0 TNOJNyuyeHO Xopouiee corJyiacHe ¢

SKCIepHM. JaHHHIMH. IloJyueHHBle pesyJbTaThl 06Cyxaa-:

JOTCSH B CBSI3H C KaueCTBEHHHIMH TEOPEeTHY. MOJAJNSMH CJa-.
60 CBf3aHHHX KOMIUIEKCOB, NpPeACKa3biBAIOLHMH, B 4acT-'

MOCTH, Jmieitnyio cTpykTypy Aas Ar-CHCL  A. A. 3.



" 5
(}{Q e é% é)[ ? 5'5342.(0@?[5{5{(:{1;10(:[ nan/-;{cp%gzﬁ’conoﬁ Moncxy{:? Ar/-!

-CHsCl. DeLeon R. L, Muenter J. S. The structure
of the Ar-CHyCl van der Waals molecule. «J. Chem.,
Phys.», 1981, 75, Ne 3, 1113—1115 (anra.)

Hsmepensl BpamaTeabHble cneKTpet B PU- i MB-nuana- |
30HAaX BaH-ACP-BAaJbCOBOI MOJIEKYJIbI Ar-CH,Cl it upen- |
THOHUHPOBaHE 11 HOBBIX JIHHMI, paiccTHe HAOMOAABIUIX- |
csi B MB-cnextpax stoit cucremnt (Steed J. M. g ap., <«J. !
Chem. Phys.», 1979, 71, 4189); snepsme npemJioxeno |

oTHeceHHe AJsi GOJBIUMHCTBA JIHHHMIT H3 Beeil COBOKYTIHOGTH
LLZ /} ) WW RaHHBIX. DKCHCPHM. DE3yJLTaThl YAOBAETBOPHTENbHO OnH-
CBIBAIOTCS MOJ@JbIO JKECTKOrO POTATOpPa: ¢ BPalIATeAbHEIM
w )7/ 5({ nocromminat - A=13393(20),  B=1650(20),  Cwm|
.=1507(20) MIny . aas %Cl- u  13160(40), 1620(40\,]
1450(40) aast 37Cl-H30TONMHLIX aHAJOroB. Mounekyna ~Ar. !
" -CH3Cl_umeer T-oGpasuyio cTpykTypy = (Ar NoaAXoaHT k|

csizit C—Cl cGoky) npH paccrosHuu MeXny Ar un yepr.
pom_wmacc CH,Cl 3,68(1) A. Paccanyy |

X 1982, 19, 48 |




Dnmuee wm. 2%
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! 95: 86732m The structure of the argon.chloromethane van |

der Waals molecule. DeLeon, R. L., Muenter, J. S. (Dep. !

Chem., Univ. Rochester, Rochester, NY 14627 USA). J. Chem, |

Phys. 1981, 75(3), 1113-15 (Eng). Eleven new radio frequency |

) and microwave transitions were obsd. in Ar.CH:Cl. Combining |

f 271 this data with the previously unassigned microwave spectrum .

‘ («W M. Steed et al., 1979) produced & satisfactory fit of the data, |

. The structure obtained places Ar 3.68(1) A from the CHiCl |
[ IC £ center of mass in an orientation perpendicular to the symmetry |
axis. Ar.CHsCl represents the first contradiction of simple .

donor-acceptor models for predicting '

Waals mols.

the structure of van der :
. ) e ont]

C./R.1981, 95 N/O .
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N 14596, MMoTenuMan womM3aumm Kommjekca Geiioaa ¢
aprodom B ctpye. Fung K. H, - Henke W. E,
Hays T. R, Seizie H. L, Schlag E. W. Ionization
potential  of the benzene—argon complex in a jet.|-
«J. Phys. Chem.», 1981, 85, Ne 24, 3560—3563 (awur.s.)
MeTtonoM  pesonaHCHONt  ABYX(OTOHHOIl  HOHH3aLHK
(PAH) B cBepX3BYKOBOM MOTOKE H3MCPEHA 3HEPrHS HOHH- |
(:y sanun (DY) BaugepBaasbcoBa KoOMILIeKCca GeHsosna ¢ Ar
npu T=3 K. Bemnunna U ana CeHetAr na 151 cm-?
(18,7 M3B) oramuaetcs ot DM Aaf Gensona. BeposiTibim
nyteM O0O0pa3oBaHHS KOMIUIEKCA SBJSCTCH  CTOJIKHOBEHHE
CsHet ¢ Ar. B moanoMm cnekTpe dJyopecuenuun Gensona
g Toke Ar orcytctByer curHaa CegHgtAr. B xome 3xcnme-
pumenta ¢ PIH npoucxoant Hesnaunt. pacnaa CeHetAr,
‘TOrla Kak MNpH HOHH3HPYIOLHX YacTOTax Ja3epa, NPEBb-|
UIAOLIHX TOPOroBbic 3HEPrHH KOMIIEKCA M HeCBSI3aHHOro!
Gen3oJa, CHrHaJ CeHgt Ar orcyrersyer. [1. B. 3aropeacxui’5

v./982,79, 77 .
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//96: 94355b Structure of the benzene-argon complex in the
gas phase at 3 Kelvin. Fung, K. H.; Selzle, H. L.; Schlag, E.!
W. (Tech. Univ. Muenchen, Munich, Fed. Rep. Ger.). Z.]|
Naturforsch., A 1981, 36A(12), 1338-9 (Eng). The structure of’
the benzene-Ar complex was detd. from a high-resoln. bandl
contour of the vg transition of the complex measured in a:
hypersonic jet. The Ar is located on the main symmetry axis of|
)7 the benzene mol. and its distance from the center of the benzenej

jWM ring is 3.4 A, e
KOMALL R

v ., @
@:A/g/gf’/ 2_6/ A//K'
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7 1396. Crpyktypa Komnaekcos Ar—GeH3on B raso-
poit hase npu 3K, Stucture of the benzene-argon complex
in the gas phase at 3 Kelvin. Fung K. H., Selz-
le H L., Schlag E. W. «Z. Naturforsch.», 1981, A36,
Ne 12, 1338—1339 (auru.)

C BLICOKHM paspellleHHeM HCCJeOBal KOHTYD TOJIOCH Vg

i xoMmaekcoB Ar—O6eH30J B CBepX3BYKOBOR cTpye. B pe-

. ,C/ a' 3yJbTaTe aHAJH3a KOHTYpa oOnpejeieHa CTPYKTYpa KOMI-
7 " nexkca. IlokasaHo, uto atoM Ar pacnojaraercs Ha IMIaBHOMX

OoCH CHMMETpHH MoJieKysabl OeHsosa. Paccrosnne or atomal.

Ar 10 ueHTpa GeH30JbHOrO Kosibla paBHo 3,4 A,

P _ _B. C. Hsanos .
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CAEny

/981

pron». Tetracene-argon Van der Waals molecules

Griffiths Anne M, Freedman Philip A
«Chem. Phys.», 1981, 63, Ne 3, 469—474 (anra.)

Ha ocHoBaHHH A3HHBIX (JyOPECUCHTHBLIX HCCJAECMOBAHMN| -

10K23aHO, YTO B TNpoLECCe CBEPX3BYKOBOrO  PaCIUHPEHHS
napoB TeTpPaleHa B IPHCYTCTBHH H30EITKA AT NpOHCXOAHT
o6pasoBanie BaH-fep-BaalbCOBBIX KOMIJIEKCOB  THna
CigHio) Ar,, (I). BosGyxpenne ¢ayopecuenunn I ocyme-
&i'mnotrrc-nomombro Jlazepa .Ha KpacHureJae B o6aacry
21 700—22700 cm~!,  COOTBeTCTBYIOLICH  JIOKaJH3aluy
0—~0-nosocHl  3JeKTpoHHOro mepexopa 'A;g—'Bi, B cre-
KTpax MOIJIOUleHHs TeTpaueHa. BHjeneHBl MOJOCH  Bog-
GyxIeHHst KOMIJeKcoB | ¢ MOCJAeA0BATC/BHO NpHCoeny-
HenHbM uHcsioM atomoB Ar ot 1 xo 10. M3 skcnepum. pe-
3y/bTATOB MO PA3PCLUEHHHIM BO BPOMEHH CNCKTPaM ¢ayo-
pecueHIHI Pa3JHYHBIX 0GPa3oBaHMil TONYUCHB BenHYHHy
BepXHCTO Mpefiesia HX 3HEPTHil BaH-AeP-BaanbcoBOIl Cogay!
p ocHoBHOM (274 cMm~!) n BO3GyxacHHoM (314 CM—\)'
9/IeKTPOHHBIX COCTOSIHHSIX. ' . T. A UL

b /984, 18, NF-
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11 B988.  Bau-nep-BaaJbcoBhie MOJIEKYJIBl  TeTpPaleH—
pron, Griffiths Anne M., Freedman Phij-
lip A. Tetracene—argon van der Waals molecules,
«Chem. Phys.», 1981, 63, Ne 3, 469—474 (anra.)
+ OG6pasoBanne BaH-IeP-BaaJbCOBHIX KOMILIEKCOB TeTpa-
nexa n aprouay(,gﬁmﬂn_r_a_m_ﬂo_n TIpHMeCHOM
'rasOJHAMHY. NYYKe HCCIELOBAIOCH MO  (uIyopecueHus,
71a3epHO BO3CYXKACHHON Ha Mepexoje, COOTB-IIeM BO3GyK-
JICHHIO MOJIEKYJIBl TeTpaucHa B cocrosuue 'By,. Upentn-
(uuupoBaHa TaKXKe JIOKAJH3aUHs  BaH-AeP-BaajbCOBbIX
cBsideil. Pa3speluennble CHCKTPMWQMW-
‘BaJMCh U1 onpejiesienHsT SHCPTHN CBS3H B OCHOBHOM ¥
BO36YX/IeHHOM _COCTOSHHAX, a TaKkKe 3HEPTHH HHXKHero
nepéxoia A/l KOJIEOaHHs MO CBS3H TETPaLlCH—aproi,

EL ST ot - A M. Maeprojia

X . 1982, 19 ~ /-




I

HHAYLUHDPOBAHHAS]

CHOLHO1% ' bodf
2 1950, JJEKTPOHHAS pesaKcauus, .

#

b 1988, 18 W2 CHOCHO~ /e

st
ety

&

JMCCOUMALMEli BaH-AeP-BaalbCOBBIX KOMIMICKCOB, ‘HuTepKoM-
“OMHaUMOHHAS KOHBEepPCHs B KoMmaekcax Ar m He ¢ ramok-
caaem. Electronic relaxation induced by the dissociation
of van der waals complexes: Intersystem crossing in
1A, Ar and He glyoxal complexes. Jouvet Chrij-
stophe, Soep Benoit, «J. Chem. Phys», 1981, 75,
Ne 4, 1661—1666 (aur.a.) . !

HccaenoBanbl cneKTpel BO36YXKAEHHS (pnyopecueuuxm‘-
BaH-/1ep-BaaJbCOBLIX KOMILIEKCOB FJIHOKcans ¢ Ar u He,lx
B CBEPX3BYKOBOIl CTpye. YCTaHOBJIEHO, YTO NpPH 3/1€KTpPOR- |
HOM BO30YXKACHHH KOMILIEKCOB NOCJELHHE IHCCOUHHDYIOT
¢ o6pasosannem Qayopecunpyiomero 'A, uau Hedayopec-
unpyioutero *Ay coctosuuft ramokcans. ITocaexnee Boamy. |
Kano MNpH AMCCOUHALMH _KOMIJIEKCOB ¢ Ar 3 HHIKHEro |
BHOPOHHOTrO. COCTOSIHHST Aeo, mpHUEM OTHOWeHHe 3¢ deKTys- ;
HOCTH JAMCCOUHALHH MO 3TOMY KaHady K OTHOCHT. BHXopgy |
3Ay 3a cueT TYIUCHHS NIPH CTOJNKHOBEHHSAX OLEHEeHO (1,24

-




#£0,2). Cnenan BuBOR, uTO 06pasosanue cocTosHis Ay npH
AHCCOLHALMH KOMIJIeKCa HAET MO TOMY XKe KaHaady, 4To H
TIPH HH3KO3HEPreTHY. CTONKHOBEHHSIX CBOGOAHEIX MOJEKY.T
Tokcans_c atomamu He. Bu6a. 16, C. Jlutke

V=
TBEH)
-
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* 95: 70426d Rotational spectrum, structure, and intramole=
cular force ficld of .the ArCICN van der Waals complex.
Keenan, M. R.; Wozniak, D. B.; Flygare, W. H. (Noyes Chem.
Lab., Univ. Illinois, Urbana, IL 61801 USA). J. Chem. Phys.
1981, 75(2), 631-40 (Eng). The rotational spectrum of the
ArCICN van der Waals complex was assigned using pulsed
Fourier transform microwave spectroscopy in a Fabry-Perot
cavity with a pulsed supersonic nozzle as the mol. “source.
ArCICN is T-shaped and the data were fit to the Watson
rotational pa?. meters and an exact expression for the Cl and N

nucleag quadrfipole coupling. The spectroscopic consts. for
Ar15CICN given. The centrifugal distortion consts, were used
to derive the intramol. force field and a normal coordinate anal,
was performed. The Cl nuclear %uadrupole coupling tensor
indicates that the field gradients in CICN are slightly perturhed
upon complex formation but not enough to proscribe their use jn
structural detns. of we&k’l'y bound complexes.
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) 5 B328. Bpaumatenbublii CnekTp, cTpoenne W BHYTPH--!
A10J1eKyaspHOe CHJ0BOE NOJe BaH-AeP-BaajbCoBa KOMIMIeK- |
ca ArCICN, Keenan M. R, Wozniak D. B, Fly-
.gare W. H. Rotational spectrum, structure, and intra-
molecular force field of the ArCICN - van der  Waals |

/7‘,(2[9’52”7 “complex. «J. Chem, Phys», 1981, 75, Ne 2, 631—640
4 i |

(aura.) :
g C wcrnoab3oBanieM nmnyJabcioro - MB-cnektpoMerpa C
. pypbe-npeoGpazoBanieM B pe3oHaTOpE ®abpu-Ilepo “B-J
MepeH BpallaTe/bhblil CNeKTp Baii-Aep-Baanbcosa KOMIIJICK-

i)

4
X. 1984, 19,/




¢a ArCICN, oGpasyiouierocss NpH HMAYALCHOM CBEPX3BY-
KOBOM HCTCUCHINI MOJCK, NyuKka. BBUIOJAHEHO OTHECCHIIC,
K BpaulaTeabHbM nepexojaM AJs Goae uem 100 maluio-
flaeMbX JHEIIT N0KA3aHO, UTO KOMIIEKC HMEET T-o6pa3-’
HYIO CTPYKTYPY TpH CICKTPOCKOM'. TIOCTOAHHBIX JJIs
ArSCICN  A”=6152,5411(21)  Mru, B”=1577,0362(8),.
C”=1246,7514(6), T,=—576,0(2) KIu,. 1.=—97,28-
(8) KIu, Taaaa=2348(17), Topoo =—09,97(10), Tecee=
=—21,60(7), %aa®P=37,9468(23) MTu, %p0¢'=79,5239-
(20), ‘%aa ™ =1,6403(22), xop ™ =—3,4571(20). C ucnoJb-
30BAHIEM “KOHCTAHT UEHTPOGEIKHOTO HCKAKCHHA onpejee-’
HEL TMOCTOSUHHBIC BHYTPHMOJCK. CillOBOro MOJS, BLINOTICH
pacuer 4acToT 1 (POPM HOPMAJIbHLIX konebannii, HaiACHBl
reoMeTpHY. -MapaMeTphl CpPelH. KOH(pUrypaUnn KOMIJIeKCa.
VsMepenisi TEH30pa fJPHOTO  KBAAPYMOJBIOTO B3aHMO-!
geitcremst A ‘Cl MOKa3biBaloT, UTO CHJIOBEHE TPaJHCHTH |
B CICN crerka Bo3MyllaloTcs mpi 00pasosaiiiil KOMILJICK- |
ca, HO He B TaKOil CTener, yTOGBl X MOXHO OBLIO He- |
{10,1b30BaTh TPH OMpeieacHiii CTPYKTYP c1abo CBA3AHHBIX
_KOMIIJIKCOB. __ _ . g B. B. Paccamun



Aa-C0CN  Ompct [2H18 [%5)

2 J1580. Bpawarenbiblit cnekTp, CTPYKTYpa M BHYT- |
" PHMOJIEKYNISIPHOE  CHJIOBOE  MOJE  BaH-ACP-BAa/bCOBOrO ;
komngekca Ar—CICN. Rotational spectrum, structure, and
intramolecular force field of the ArCICN van der Waals
complex. Keenan M. R, Wozniak D. B, Flyga-
re W. H. «J. Chem. Phys», 1981, 75,  Ne 2, 631—640 ,
(aura.) . I '

Ha uMOyJbCHOM MHKDOBOJH. (Ypbe-CICKTPOMETPe ¢ uy- |
ua . /) MyJbCHBIM CBEPX3BYKOBBHIM MOJCKYJSPHDBIM NMYYKOM NoJyyey |
) MHKpOBOJH. cnekTp Kommaekea Ar—CICN. Hnentuduyy- |
poBaHbl JHHHH 17 BpawaTteapHbX NepexoAos ¢ J<<5 koy. |
naekca Ar—*CICN u Tpex nepexonos ¢ J<C3 KOMIlnekey |
Ar—YCICN B ocuHoBHOM KOJCOATCIBHOM .COCTOSIHEK a

TaKKe KBaJPYyrnoJblias —CBEPXTOHKASl  CTPYKTypa Jlm'mi,

Onpejesielibl 3HaUCHNs BPAlATeAbUEIX I KBAPTHYHBIX yepy.

POGEXKHBIX  MOCTOSHHLIX M 'TOCTOSHHBLX KBaAPynompyoy '

cpsizn sgep Cl u N. Ilokasano, 4To KOMNIEKe uMmeer T-06. |

pasHylo CTPYKTYpy C AIHHOIl MERMOICKYADHOI - cpgay

3,64 A. VI3 nonyuenubix 3HayeHHIT UEHTPOGEKHBIX NoCTosK.

HplX # JedexTa HHepuHit BHYHC/IEHBl TapMOHHYeckye c;

/A? A/GZ _JI0BbIE TOCTOSHHLIC KOMILICKCA -A’*—CICN'--M-.P.\Am,ea,

b 1982,
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8 Bi178. CneKTpbl KOrepEHTHOro aHTIICTOKCOBA KoMOGH=
HALMOHHOrO PacCesHus BaH-ACP-BAANBCOBCKOI  MOJEKYIN
Oesterlin P, Kénig F, Byer R L.
Coherent anti-stokes  Raman_ spectra  of the van der!
Waals molecule CoHsAr. «VIII Int. Symp. Mol. Beams;
Cannes, Iune 1—5, 1981». S. 1, 1981, 266—268 (aHra.):
Hayuenst cnekrpst KAPC cBepX3ByKOBOro MOJCK. MydKa
mW -9 Cmeck aThaei/apron. I1ydoKk MOIydam Mpi pacuiiipe-
HHH CTPYH 'Tasa B BaKyyMe, ' HCC/efOBaHid NIPOBORMIIN |
npH PasJHUHBIX COCTaBax cMeceif, Hauasabhoe naasi. CoHy:
(I) —0,27 arM Ar—1,4—4,9 aT™, H3yuain o6nacTs my7-'
Ka, HAXOASIULYIOCS HA PAcCTOANHH 3,5 MM OT cpesa comJa.:
B cnektpe KAPC B obaacti KoneGanus vo=1623 cm—! 11
Ha6aiofan JOMOJIHHTEAbHYIO JIHHHIO C MeCHblLIeiT YacToTojL,
MccneoB2HHE 3aBHCHMOCTH €€ NHTCHCHBHOCTH OT AaBil.:
Ar, a TaKXKe cpaBlenHe € Pe3y/bTaTaMil TEOp. PAacCUeToB |
COOTB-ILIHX _3aBHCHMOCTell . A (CoHy)a m CoH4Ar  (11)
— =2 )




I10Ka3aJI0, YTO 3TA JHHHS MPHHAAJICHKHT BaH-Aep- -BAaJIbCOB- |
ckoil , Mosiekys1e II. Tlommikemue 4acToTHl KOJeGaHHS vz
npu nepexoge or 1 kx Il cpssano ¢ yBeJdnHYeHHEM IJHHH

cesizgy C=C mu3-3a mxcncpcnomm\ BaH-JCP-Baa/IbCOBCKHX |
B3aHAL12MCTBHIL ~A. B. Bo6pos,

e ae

«Ipo.



CH,OH4

X. 1982, 19 N

/98

6:b14Us. -~ 1I0JyYeHHE C |MOMOWILIO| Ja3epa PasHKAJI0B,
OXJaXKJEHNBX B~ [cBepX3BYKOBOii] cTpye. MeTOKCHABHMI

AMKAJ M MCTOKCHAPronoBuil pamukal Powers D, E,

opkins J. B, Smalley R. E. Laser production of
jet-cooled .radicals.  Methoxy and methoxy-argon. «<J.
Phys. Chem.», 1981, 85, Ne 19, 2711—2713 (anrn.)

C noMoumpIo HMIYJIbCHOTO CBCPX3BYKOBONO COMIa noay-
9eH HHTCHCHBHBIT MOTOK - OXJAXKACHHBIX 10 ~0°K: me-
_TOXCHJIBHBIX pamukanos (MP) u cuar cnekrp BO36Yy2K1ae-
Moit nasepom ayopecuenund (®a) MP u pan-nep-maass.
cosckoro xommiekca CH3OAr. MP  oGpasosuisasics mpy
JazeproM QoToanse (IRCmMepHblil ArF-mazep man ‘icmep.
Tas rapMOHNKa HCOAHMOBOrO Jasepa) MeTHJGeH30aTa (ras:
pasGaBuTesb — Ar uan He) B 30HE BLICOKOrO 1aBj. po'
CBEpX3BYKoBoro comsa. ®s BO36GYKAaMM B TOuKe .;a 10 .cn
HHXKE I10 NMOTOKY nocje consa. Jlana opuriuasbias CXeMa
uMnyancioro comaa. BosGyxaenne MP npoucxopmng B
pesyabtate nepexoga A2A;«-X2E. an aHaJu3’ Bpamarey,.
HOIl CTPYKTyphl' cnektpoB. IJokasamno, uro PadlKany g
‘OCHOBHOM coCTOsiHHI 2E HIMCIOT YIJIOZOit MOMeHT PaBuujy
0,4 K. Ilokasano, uto atom Ar. B KOMmJekce CH30Ar pac.!
,-nosozeH okosao aroma O na ocit cumyerpuu MP, B, A H':
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921 B176. DJeKTpOHHbIE CMEKTPHl BaH-J1eP-BaaJbCOBHIX
xommekcos apron—rerpauen. Raitt Ian, Griffiths
Anne M, Freedman Philip A. The electronic
spectra of argon—tetracene van der waals_complexes.
«Chem. Phys. Lett», 1981, 80, Ne 2, 225—228 (anra.)

W3MepeHBl CHeKTpsl. BO30YX/eHHs (JyOpecUeHlH Ban-
Jep-BaabCOBLIX KOMIICKCOB aproH — TeTpalleH, 06pasyio-
LuIXCS B CBEpX3BYKOBOI CTpye aproua, B 061acTH 3ick-
TPOHHOTO TICpexoAa S1('Bou) <So(*Aig). B cnextpax na-
6101a10TCSl JIBE CCPHH JIHHHI, OMHCHIBAGMBIX YP-HHEM o=
—wo+An+Bn?, npas  cepHH HMHTEHCHBHHX JHHHI @p=
=99398+2, A=—47,1%18, B=2,0%+0,2" (B cM~!) npu
n=1—6, u nns cepun: Oojee caabGulX  JHHHIA, COOTB.
99418+2, —47,9=+1, 1,25%0,1 cu=! npn n=3—6. HaGaio:|-
Jenne JBYX OTACJbHBIX cepHit yKa3blBaeT Ha 06pa3oBane
ABYX THIOB KOMILIEKCOB C UHCJOM MOJEKYN aprona 1 nl
9 Ja AKTHBHBIX AKUENTOPHBIX LEHTPAX MOJEKYJALl Terpa.|
uena. OOGcyxaen Bomnpoc 06 3HepreTHKe 3STHX KOMuJjex-

cOB. __ _. I_i;_??icﬁ—’_lhﬂ
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. 98: 95990h Determination of carbon-astatine chemical bond

energy. Vasaros, L; Norseev, Yu. V.. Khalkin, V. A. (Lab. Nucl.

Probl., Jt. Inst. Nucl. Res., Dubna, USSR). Report 1981, JINR-R-=

12-81-509; Order No. DE82702641, 8 pp. (Russ). Avail. NTIS; U.S,

. Sales Only. From Energy Res. Abstr. 1982, 7(22), Abstr. No. 59889.
W M The C-At bond energy D was detd. in arom. and aliph. compds. of At
by olytic method. The following values were obtained for D:44.9

? kcur}:mf’ in astatobenzene (at 642-725 K); 38.6 kcal/mol in n-asta=
L%{, toproP’;lK()lt 608-627 K), 36.3 kcal/mol in Iso-astatopropyl (at]
6524-6 . s e 55 . e e

0. 4. 1983 38 A/’z,
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) [y ;2 B206. Korepeuthoe autuctoxcono 4gxﬁmlauuon~5
; ,L “Hoe paccenu[%mm,j\u
4 - KSmEE H-PrBYET R L. Conerent

“ ) .
anti-stokes Raman scattering (CARS) of large C,HAr
clusters. «Chem. Phys. Lett.», 1982,-88, Ne 5, 477—480
(aura.) E - . : .
\ Uccaenonarist cnektpet KAPC  csoGogno " pacumpsio-

}}mxcn CBepX3BYKOBHIX NyukoB cmeceii CoHy (1) (navasp-
hoe nana. p=0,27\m@=‘mﬁf§mm, BBIXO-
ASUNX 13 coma Auam: U,5 M- (NPORO/IKHTENBHOCTL of-
HOKpATHOrO IMmyanca Hetedeiis ~100 Mkc). Crektpu:
’ BO30YIKAanH 2-if rapMOHHKONl HMNYABLCHOrO - Nd—AHUT-na.
&’/ L‘ sepa (A 532 uM, AIHTCABHOCTL HMOyAbCa T~ 10 HC, 3Hep-.
7 / st E~12 M) 11 nepecTpanBaeMbin J1a3ePOM  Ha Kpa-,
curene (A=582 mmM, v=4 nc, E=2 wmIk), paspemenye
Ha cmektpax ~1 cM~!, B o6macti  Q-BeTBy KoneGakus.
vo gas I (~1623 cm—!') maGmoganu CABHHYTYIO B py3-
KOYacCTOTHYIO CTOpoHy Ha 4,8 cm—! JONOJHHTCNLHYI0 Q-
Jocy, K-past Oblna NpPHIHCAHA KOMILICKCAN oHi) mAr,,.
Hocratouno Goablras (>1 em~!) - nonymmpnna i o
YKa3LBACT Ha TO, 4TO B3ANMOACHCTBNC MacTiy B gy,
CTepax aHAJIOTHYHO MEKMOJICK. B3aHMOJEICTBilO '

VN R R —
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CHe= e . - (983
: / 11 6265. KoneGareavuo - NoCTynarTe/bHbe/BpalaTebe |
&//,/ — /1@ Hbie M KoJjcOaTenbHO-KoMeGaTe/bHbIE NPOLECCHl B CMECSHX !
/ A METaH/HHEPTHDbIII ra3: ONTHKOAKYCTHYECKHe ()a30BLIE H3Me-
: —_ pennst.  Vibrational-translational/rotational . - and vibratio-:
¢/ f nal-vibrational processes in methanefinert-gas mixtures:;

optoacoustic phase ' measurements. Avramides E.,
Hunter T. F. «Chem. Phys.», 1983, 74, Ne 1, 25—33.

(anra.) A ,
l: Jc /)- : OnTHKOAKYCTHUCCKHM METOAOM -C  HCIMOJb30BaHHEM
V] ) He—Ne asasepa (v=2947,9 cm~!) * wsyueksl. ' mpouecch!

V—R, T.u V—V penakcauun MeTaHa B rasoBHX cMecsx.
CH,—He (I), CH—Ne (II) n CH—Xe (III) npy T-pe.
296° K. Ilocne Bo3GyxaeHHS ypOBHs vz (3020 eM—1) e !
TaHa JIa3ePHBIM H3JNYYCHHEM H YCTAHOBJEHHS paBHOBecHs !
C GNH3KO pacnoNOXeHHEIM YpOBHeM v; (2917 cM!) pa6-!
Jopanace V—V. penakcauns OT BaJ. KOM. v, v; K ned.
Koa vz (1533 em~!) u v, (1306 cM~!) no KaHany v;, v;— |
—2v4—v4+vy. Beaen 3a ycranossennem paBHOBeCHST MeXK-
Ay MOAAMH vz i v4 crenoBana V—R, T penakcauns. _Ilo

X, 1984, 19, n 1/ =



($a30BEIM 3aBHCHMOCTSIM ONTHKOAKYCTHY, CHTHa/Ja OT yac-:
'TOTH MOAYMSUMH H NaBJeHHS rasa Jjs I II u 111, coors.(
ONPCACNCHLI MOCTOSTHHEIC CKOPOCTH V3 vj—»2v, penakcaiHu
0,038; 0,07 i 0,15 nc-! aTtM~!; OAHOKBaHTOBOro npouecca
V3, Vi—-V2, v4 pesakcauun 8,5; 6,3, <6 mrc—! arm-! n
NpoleccoB V—K, T  penakcauun 0,42, 0,085 u
0,030 ‘mMrc—!atm—!. Jlns KOHCTaHTH CKOPOCTH  mpoluecca

2v4—vytv4 pesaxcai ouenka 1,0 ne=! atM-1.:
i callii ToJyycHa Ol !
' ’ - Y C._H. Mypaux

4IMo,
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“)10 J1298. .06 3HepruH AHCCOLHAUHH ArCOs+. On the
issociation energy of ArCOz*.
mer P. M. «J. Chem. Phys.»,

6338 (aura.)

MaMepeHO OTHOCHT. cedenne (OTOHOHH3ALHH ArCO, B
}lpnnoporonof(' o6nacti, 900<A<935 A c paspelienHeM
0,28 A. Tlosnyueno sHauenHe noTenliana nonnzauuu, A
(ArCO,) =13,53+0,03 3B. MHa
Do(ArCO;) u TIH (CO;) maiineno Do(ArCO,%) =0,26+
. +0,04 3B. OG6cyxnaercst BO3MOXKHUT N3menemie  (HOpME!
0, ,’\aonexynu p mpouecce HOHH3AIHH, KOTOpOE sBASETCH, MO
BCeit  BEPOATHOCTH, 3HAUNTEJbHBIM  13-33 HeGonbIIOrO
¢paHK-KOHLOHOBCKOr0 NepeKpLITH MOJIEKYJISIPHOTO H' HOH-
jioro coctosinuit, ConocrasieHne €o CAyyasMu ArKrt, Krot
# (COy)o* mospojisieT CAeNaTh BLHIBOX O TOM, UTO JielIoKa-
nH3anua HesanoanenHoft MO cyuecTBenHo NMOHHXKAET 3He

THi0_CBS3H HOMA..

Pratt S. T., Deh:
1983, 78, Ne. 10, 6336—

H3BeCTHLHIX = 3HAYEHHI

Eoyy

0./983, 18,710




BT, fpagry 1985

! 9g8: 222190z On the dissociation energy of ArCO:+. Pratt, S. T,
Dehmer, P. M. (Argonne Natl. Lib., Argonne, IL 60439 USA). J.
Chem. Phys. 1983, 78(10), 6336-8 (Eng). By using the previously
described app. (D. 1982), the relative photoionization cross section
for ArCO:2 near threshold, and the appearance potential (13.53 + 0.03
eV) of ArCOz+ were deted. The results were used to obtain the

dissocn. energy (0.26 % 0,04 eV) of ArCO:* in the ground state.
/?H p ) /3] Comparisons are made with the previous work (D. and P., 1982) on

rare gus dimer ions and the (COz)z* ion._

c.A 1958, _f_«é’//v?”&é
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2 J1286. BpamareabHniit 3eemaHOBCKUi 3ddekT B nan-,
nep-aanscoBom Kommaekce Ar OCS. The rotational Zee-|
man effect in the ArOCS van der Waals complex.!
Shea J. A, Read W. G, Campbell E. J. «J. Chem.}
Phys.», 1983, 79, Ne 6, 2559—2568 (amur..) : i

Ha umnyJsbCHOM MHKDOBOJIH. cleKTpoMeTpe c¢ ¢ypbe-npe-|
o6pasoBaHHeM C HCMO0Jb30BaHHeM pe3oHaTopa Palbpu—'
ITepo mccnenoBan BpauiaTesbhblit sppext 3eeMana B ciabo.
cesizannoM kommaekce Ar OCS. IToayuenn cienyiome 3ua-'
YeHHS CNEKTPOCKONHY. NOCTUNHNMX: gaa=—0,02483 (21);
8uv=—0,00086 (23); gec=—0,00558 (11); 2xaa—yps— |
Yee=1,313 (32) -10—% MI'w/I'c? u 2xbs—Ycc—Naa=—3,762'

(26)-10—® MI'wT'c®. Marn. cBofictBa KoMmaekca Ar OCS;

COMOCTABJIEHH CO CBOMCTBAMH CBOGOAHON MoJjekyan OCS.!
Auaan3 cHJIOBOro moJs, MOJYYEHHOrO H3 LEHTPoGekKHOro |
HCKaXKeHHsI, HCMOJMb30BaH /sl OMpeleJeHHsT yCpPeXHEHHO -
CTPYKTYPHl KOMIIEKCA H CPeJHEeKBAJAPAaTHYHHX aMIJHTYL
BaH-Jlep-BaajbCoBHX MOA. ‘M3 3eeMaHOBCKHX mnapameTpos
paccuyHTaH MOJIEKYJISPHHI KBaZApynoJbHuit MoMent Ar OCS,!
C HCnosb30BaHHEM YCTAHOBJIEHHOTO 3HAYeHHSA OGBEMHON |
Mari. BOCHDHHMUHBOCTH DACCYHTAHH 3HAUEHHS AuaMarw,|
BOCNPHHMUHBOCTEHl H BTOPHX MOMEHTOB  pacmpefie/ieni |
aJleKTpoHHOro 3apsina. Buba. 30. : Pesiome !




LS /983
/2/ . 4b1374. Bpawareavunii apdexr 3eemana B BaH-nep-.

gaanbconcxom kommiekce ArOCS. The rotational Zeeman'

fiect in the ArOCS van der Waats’cemplex. Shea J. A,

ead W. G, Campbell E.J. «J. Chem. = Phys.s»,
1983, 79, Ne 6, 2559—2568 (aur.1.) !

Ha nmmysapcioM MiKposoinoBoM - Gypbe-cnekrpoyerpe ¢!
pe3oHaTopoM Ha ocHoBe HuTeppepoMerpa . pabpu-Ilepo B
noiasx ~28113 u 29036 I'c mccsea0BaH BPAlIATCABHEL
a(pekr 3eemana Aas mepexonoB Op—ly 1 lo—2;, pan-

Zw MWW J Aep-BaaisbcoBckoro Kommiaekca ArOCS (I).. B pesyabrare !

TCOP. ANAJH3A MOJYYCHHBIX NAHHLIX, BHNONHEHHOrO B pam- |

%}ﬁ, KaxX raMHJbTOHHAHA, YYHTHIBAIOWIEr0 TaMHJBTOHHAH HCKa-
Q/W JKEHHOTO  pOTATOpa H  3eeMaHOBCKOC - B3aHMOAENCTBHe .
nepsoro H BTOPOr0 MOPANKA, ONpele/ieHbl TJIaBHbIC 3Haue- |

Yt g-daKTopoB ga.=—0,02483(21), &5 =—0,00086(23), :

gec=—0,00558(11), a TakxKe KOMGHMAUMii IMIABHBIX 3Haye. '

Tl TeH30pa MarHHTHONl BOCIPHHMYHBOCTH 2faa—Ybp— |

Yee=1,313(32) -10=? H Qbe—xcc-—xaa=—-3.762(26)- i

-10° (MTw/Tc?). ﬁgome TOrO, uai’meuu,suaqemm,cxmqsux}

XedG28Y, 19, &7




KOHCTAHT, HOPMAJbHBIX YacTOT M  CPeAHEKBAaAPATHYHBIX
amnantyn, Onpenenena cpenusisi crpykrypa I Ha ocHose
TNOJyYeHHBIX JAaHHBIX PACCUHTaHB! AHAMATHHTHBE BKJIAAH B
MarHuTHYIO BOCHPHHMYHBOCTb | H BTOpHle MOMeHTH pac-
Tipefcsenns SJekTpHy. 3apafa. - 10. B. Pakutuu
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5J1181.  Bpawarteasubii cnektp M Monexynubnani

- CTPYKTYpa KOMMJekca apron—kapGonuagropun. The ro-|

tational spectrum and molecular structure of the argon-
carbonyl flurorirdewgqrﬁnp_lng._?_sﬁhga J. f\.},___vC_amp-;

bell E. J. «J. Chem. Phys, 1983, 79, Ne 10, 4724—|

4729 (anra.) , :

C nomouiblo MHKDPOBOJIHOBOrO ¢ypbe-cnekTpomerpa ¢
HMNYJIbCHOIl CBEPX3BYKOBOIl CTpyei HCCJICAOBalikl Bpallia-
TeJbHHE CNEKTPHl KoMmiIekcoB Ar—F,CO ¢ 150 y 180,
B ananasone 4—17 T'Tu nmentHHUHPOBAHK Mimuu pana
BpallaTeJbHBIX nNepexonos ¢ J<<7 0CHOBHOro KoJeGaTeb-
HOrO COCTOSIHHA 3THX KOMIJekcoB. OnpemeteHsl 3uauemis
BPAUATE/LHEX 1 KBAPTHUHHX UEHTPOGEKHHX  MOCTOSN-
uolx. Ilokasano, uro kommiexc Ar—F,CO OTHOCHTCS !
K_KaTeropiHH_ BMTSAHYTHX  KBA3HCHMMETPHYNWX __BOJYKOB,




W

aroM  aproma
6mKe K atomam

PAacrosioKen * BbiWle  TIOCKOCTH F.CO.
GTOpa Ha  paccrosmim 34016 A

OT uentpa macc F,CO. Ilo TMIOJIyUeHHBIM 3HAYCHHSIM WelT-
3HayeuuHs CHJIOBBIX no-,;

POGEXKHBIX * MOCTOSANHbIX OLeHeHD!
CTOSTHHBIX, YacTOT KoJsieGanmii n SHepriu cpa3n (178 cm~1) |
KOMmIekea. = M. P. Aanes.




' 99: 221438v The rotational spectrum and molecular structurc}
of the argon-carbonyl fluoride complex. Shea, J. A.; Campbell.,
E. J. (Noyes Chem. Lab., Univ. Illinois, Urbana, IL 61801 USA). J.|
Chem. Phys. 1983, 79(10), 4724-9 (Eng). The microwave spectrumj
of the Ar~COF2 complex in the ground vibrational state was assigned|
by using a Fourier-transform microwave s ectrometer, and a pulsed}
supersonic nozzle as a mol. source. Ar-COF:is a nonpolar near-sym, |
prolate top, with the Ar atom situated above the plane of the COF;
mol., nearly over the F atoms. The spectroscopic consts. are given.;
Information from centrifugal distortion was used to obtain the]
harmonic force consts., normal frequencies, and mean-square
amplitudes of vibration for the van der Waals modesvof_Ar_—_C‘OEg.‘ J‘
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12 51217. BpamareibHuiit  CHEKTP H Monexy.nn’puaai
CTPYKTypa KommJekca apron—xkapGouuagropua. The rota-,
tional spectrum and molecular structure of the argon—!

carbonyl fluoride complex. Shea J. A, Campbell E. J!
«J. Chem. Phys.», 1983, 79, Ne 10, 4724—4729 (aurn.) - |

Ha MB-¢ypbe-cneKTpoMeTpe C pe30HAaTOPOM ¢36pu—|
lepo M HMIYJBLCHBIM CBEPX3BYKOBHIM CONJIOM H3MEpEHH B|
o6aacti uactoT 4—17 I'Tu ¢ paspewennem 5—7 kI Bpa-|
maTeJbHble CIEKTPH JABYX H30TONHY. 00pasimoB caGocBs-|
3aHHOrO0 KOMIJeKca aproH—kapGonuadropua, Ar—F,Clé0’
5[) n Ar—F,C"#0 (II), B ocHOBHOM KO.1e6aTe/lbHOM CO-|
TOSIHHH. B NpHOMHKEHHH MNOMyxKecTKoit mojenn mast I

<
I coors. ompejenentl BpauiaTebHble nocTosiHHbe (MIm):

[WMWZLA=GOOO,3169(3O) u 5771,5366(187), B=1523,5196(5) u'
1507,3088(54), C=1523,5113(5) u 1491,8678(52) u ksap-

X./98Y, 19, V1%

THYHBIE TOCTOSIHHBIE __ LleHTPOOEIKHOro_HcKaxKenHst (k[m):,




D;=9,138(6) n 8,9(1), Dsx=126,39(5) u 120,1(1), Dx="
=—121,3(6) 1 —120,2(48). B npeanonoxenrn GHKCHPO-_
BaHHOIT CTPYKTYpH KapOOHHJA(TOpHAA ONpeaesneHbl CTPYK-:
TypHble napaMeTpHl KoMIvieKca. KoMmJeKc npeacTaBJfseT;
co60iT HEMJOCKHIT MOYTH CHMM. BHTSAHYTHII BOJYOK C pac-|
CTOSIHHEM MeXAy ueHTpoM Macc Mojexkyan F;CO u ato-
MoM aprona R=3,4016 A, u.yrjoM Mexa1y HanpapieHHeM
R-cBsi3n M c-0Cblo HHepuHi Kap6onuagropuna 6=—10,30°:
[Ipu 3TOM OTpHU. 3HayenHe yraa O  COOTBETCTBYeT TOMY !
¢dakTy, 4TO aTOM aproHa  pacrnosioXeH Haj MJOCKOCTBIO|
Mosiekyanr FoCO B6iuan atomoB ¢ropa. Ha ocnoBe KBap-.
THYHBIX TOCTOSTHHHX LEHTPOOEXKHOro HCKaXKeHHs BbYHCIE-.
Hbl MOCTOSIHHHE TapPMOHHY. CHJIOBOTO MOJS,  HOPMAJBHLIC|
YacTOTH H CpelHeKBaApaTHYHbHle  AMIMIHTYAB KoJeGanii|
Bal-Jep-BaanbCcoBBIX MoA Kommiekca. IloayuenHbe 3Haue-;
HHS TapaMeTpPOB COIJIACYIOTCS C aHaJOTHYHHIMH JaHHBLIMIL:
Ans_poxcteennnx kommaexces. . C. H. Mypauit
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CsFs seeded in an inert gas expansion. _.Spectral information
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100: 14790Im Laser-induced fluorescence spectroscopy of!
ionic clusters between organic cations and inert gases. Dimauro, !
- F.; Heaven, M.; Miller, Terry A. (Bell Lab., Murray Hill, NJ|
07974 USA). Chem. Phys. Lett. 1984, 104(6), 526-32 (En ).i
e laser-induced fluorescence spectra of ionic cluster Cd‘q*,.‘i.”
where X = He, Ne, or Ar, were obtained by multiphoton ionization ofi
concerning the red-shifts and linewidths of the ionic cluster’ are’
reported and observations relevant to their formation mechanisms'
are offered. g e Bt |

@./4'/98(// _/f-‘?’ /8




() +1

7penem
b

rasa, npuueM JIHHI MOTYT HMETb B  CCPeiHie Npopa.
/l[- W{M Ykasano, uto opma JMHHHIT MOrOWEHHS NO3BOAseT ycra-

NowLoge!
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12 JI179. ®opMa u wnpuna HK-aunmii nornowenns |
B_cBO0OANOIi cBepx3Bykosoii ctpye. Shape and width . of
IR absorption lines across supersonic free jets. Gave-
au M. A, Boscher D, Martin J. .P. «Chem. Phys,
Lett.», 1984, 107, Ne 1, 31—34 (anran.) ' :

'

Nposenen pacuer dopmur MK-amunit norsomwenns moue-
KyJSIpHOro rasa ¢ 'OAHOATOMHBIM HOCHTE/EM, paclipsiio-
IWHMC B BAKyyM € OGPasoBaHHEM CBePX3BYKOBOi CTpyw.
Popya JHHH{T 3aBHCHT OT T-PLI ‘Ta3a, ero MIOTHOCTH N OT
Bpaware/bHbIX YHcea nepexoxa. Pacuer npopesen nss cae-
cit CO u He. Tloxasano, uTo wHpuua JHHHIT MHOrO Gonb-
le, yeM JOMJCPOBCKas IWIMPHNA  JIMIMIT  CTauxonapioro

HOBHTb JIOKAJIbHYIO BpAILATeIbHYIG T-PY Ta3a H ero mjor-
noctb. BuGa. 25.

b /98Y, 18 N/ .
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102: 35528¢ Vibrational predissociation of the ncon-ethylene

and argon-cthylene van der Waals complexes. Hutson, Jeremy

M.: Clary, David C.; Beswick, J. A. (Chem. Labh., Univ. Cambridge,

Cambridge, UK CB2 1EW). J. Chem. Phys. 1984, 81(10), 4474-80

(Eng). Calens. of vibrational predissocn. lifetimes and product state

distributions were carried out for the van der Waals ‘complexes

Ne-C2H4 and Ar-CzHi. The technique uses a scattering wave

function expanded in mol. vibrational states coupled with azimuthal

basis functions describing the rotation of the Cz2H4 mol. about the

C-C axis. A model potential based on pairwise-additive utom—utomf

w V7 —potentials was used. For states of the complex correlating with
Z ethylene in its vm vibrationally excited state, fast vibrationall
predissocn. to form vibrationally excited (v10) fragments is dominant.
Wu é By contrast, predissocn. to form ground state fragments is very slow.
./ The shorlest lifetimes calcd. are 260 ps for Ne-C2H4 and 48 ps for
Ar-C:Hy, corresponding to linewidths of 0.02 and 0.11 cm-1, resp. _ |

Gy ALLHG
P4, 985 102 N T




' | 98y
Al M /

Zs A
/éz’j;h Zgia%[ﬁ eZal

Cteemn, /O/Lg/j. /957,
waww’ %/{/0), Y9 29— &o.

(&g Ne ' &, /7/>,/' //7)

S—



o= Ly

fone
0 CLbdAAe)
é[m/z)

/98Y

102: 84650x Scattering experiments on rotational excitation of
methane in collision with noble gases. Kohlhase, A. (Max-Plan=
ck-Inst. Stroemungsforsch., Goettingen, Fed. Rep. Ger.)., ' Report
1984, MPIS-3/1984, 107 pp. (Ger). Avail. NTIS. From Sci. ech,
Acrosp. Rep. 1984, 22(20), Abstr. No. N84-30936. "The interaction
between CH¢ and Ne, He, and Ar was investigated in an expt. with
cr- ssed mol. beams. The energy loss and an ular distributions were
m -asured at energies between 75 and 95 meV. The collision systems
N.-CH¢ and At-CH¢ show, in contrast with- He-CHy, for small
anilus, high inelastic transition probability due to rotational
ex itation. The position of max. transfer in the energy-loss spectra
fo. medium deviation angles lies at higher rotational end states than
fo small and large angles. The st ructure of spectra, the contributjon
of single radial potential, and the different effects ‘of A- and
T- symmetry configurations of Cll4 are explained by an anal. of the
sy. tem Ne-CHy using coupled-ststes calens. in which a Hartree~Fock
di persion potential is applied. laotr&nc and anisotropic interaction -
pc tentials are detd. for the syste ns Ne-CHy4 and He-CH;, A more
ac wurate value of a known intzraction potential for Ar-CHy s
ol.tained. i ) G | |
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j 5B51087. Ilorenuxannl B3aHMOAEHCTBHA IJs. nmap MoJje-
KyJ THNZ CHMMETPHYHOrO BOJYKA C ABYXAaTOMHOA MOJEKY-
aoi uan atomom. Interaction potential for symmetric top-
diatom or atom pairs. Lakhlifi A, Girardet C.
«J. Mol. Struct.», 1984, 110, Ne 1—2, Suppl. «Theochems,
19, Ne 1—2, 73—96 (aura.) :
Paccuntannl napHsle IlT B3anMmopeficTBHS MOJEKysn THna
cumm. Bomuka CHsX (X=F, Cl, Br, I) umn YH; (Y=N,
P, As) ¢ Mosiexysioft N> HIR ¢ aToMamu 6J1arOpPOAHKX Ta-
w 7 : 308. IloTenuuan B3aHMOAeHCTBHA NPEACTaBJeH B Ruge CyM-
) MH MOJIEK.  COCTABJAMIIWHX (IHNOMNb-AHNONLHOE, NHMIOML-
a KBaJIpyNoJbHOe, KBaApYNOJb-KBafPYNOIbHOE B3aHMOJeficT-
W% BHSL H BBIGOPOYHEIE BHCIUIHE KOMIOHEHTH MYJABTHNOMbHOrO
‘ pasiL) H aTOMHHX COCTAaBJSIOLWHX, NONCYHTHBAEMHX MO Me-
Toay atom-atomuux IIr. TloapoGro_oGeyxaeny mpobemiy

X /G858 19, ¥S




noa6opa  NapameTpoB OTAEJBHHX  cocTasasiomux IIt, B)
HEeK-pHX  CJly4yasX BBeNeHH 3((eKTHBHHE paauoaecnu<
MEXDbSICPHLHIE COCTOSIHHA B aTOM-aTOMHHX It nas m;yu-
LIero COrJacHs ¢  3KCmepHM. AaHHNMH.  Hecmotps uaK
HEK-pHE HEeONpPEele/ICHHOCTH B PACCYHTHBAEMHX [EOMETPHY.
napaMeTpax, BO3HHKAIOllHEe BCJENCTBHe HeomnpejeleHHOCTeN
B mapamerpax aToM-aToMHuix IIT, aas GoablunHcTBa map
TIOJIyYeHB! pa3yMHble paBHOBECHHIE FeOMETPHY. KOHQHrypa-
uxH. B uacTHocTH, mosyyeno xopoulee corsiacHe BHIYHCI.
reomerpun Kommaekca CH3CIAr ¢ pe3ysbTaTaMH 3KCIEPHM..
HecaepoBanuil. < ———— A B. Hemyxun

.
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102: 102684t Vibrational predissociation spectroscopy of cthylene
dimer and ethylene-argon. Liu, Wen Long; Kolenbrander, Kirk;

Lisy, James M. (Dep. Chem., Univ. lllinois, Urhana, IL. 61801 USA).{

Chem. Phys. Lett. 1984,  112(6), 585-7 (Eng). 'The vibrational!

predissocn. spectra of (C::Ha)2 and Ar-C:H4 were measured using al

mol. heam app. and a tunable IR laser (an optical Dﬂmmetrlc|

N oscillator), near the po (23100 ¢m=1) and 1 (2990 cm-!) modes of

M/L d (/W othylene. The spectra are not homogeneously brosdened and shf)w‘
considerable rotational structure at 0.9 cm-! resoln.  Anal. of the

/Zz 85 [C@(?Lf - Ar-CoHy spectra places the Ar in the ethylene plane along the,
; p‘_'rp(\ndi(:ll‘nr bisector of the double bond at a distance of 3.6 A. !

[ C/y)z
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101: 46130z Infrared photodissociation of the hindered internal
rators neon.ethylene and argon.ethylene, Western, Colin M.;!
Casassa, Michael P.; Janda, Kenneth C. (Arthur Amos Noyes Lab.'
Chem. Phys., California Inst. Technol,, Pasadena, CA 91125 USA).
J. Chem. Phys. 1984, 80(10); 4781-7- (Eng). IR’ photodissocn.,
spectra_of the van der Waals mols. Ne:C:H¢ and Ar.C:H¢ are'
reported, Sgcctra obtained near the w7 frequency of free C;H,
exg?blt the ‘sharpest and most complex structure yet obsd. for an
CzHi-contg, van der Waals mol.” Calcd, specira based on a
hindered-Internal rotor model are in satisfactory sgreement with
those obsd, 'The bartier helghts for hindered rotation of CaHy about
the C3:G axis are 12,6 and 30 em-t for Ne-CsH¢ and ArCzH;, resp.,
The natural Jinewidths,-0.5 cm-1 for 'Ne:C:He and 3,0 cm-t for.
Ar.CzHy, are compared to those of other constrained by conservation’
of angular momentum, - o LRGN SlhGaoi
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.- 171261, HK-doroauccounauns kommaexcoB NeCoHy

‘ArC,H, ¢ 3aTOpMOXEHIBIM BHYTPCHHHM BpauleHueM. Infra-

2 5/ red photodissociation of the hindered internal rotors Ne-
.C;H, and Ar-C,Hs. Western Colin M, Casassa:

Michael P, Janda Kenneth C. «J. Chem. Phys.»,i

\{984, 80, Ne 10, 4781—4787 (amra1.) j

[Moayucust MK-doTonuccounauonnele CiekTpsl BaH-aep-

paasbcoBckux KommaekcoB- NeCoHs (I) u_ArC,H, (Il)]

B 06JACTH YaCTOTH Komnexynhms-i

MepeHHBIE CIIEKTPB XOPOLIO COMMIACYIOTCS C PacCUHTAHHHMK;

, N0 MOJAENH 3aTOPMOXKEHHOro BHYTpeluero Bpautenus. Ompe-!
y ) JieieHbl BelHuHHB GapLepoB BHYTPEHHErO BpAlleHHS rpyn-
[ no CoH, ortnocuteabto ocn . C-C: 125 eM~! naa [ u

30 cm~! mast 1l Ha ocnoBanHH H3MEpeHHs WHPHH Npeauc-
COLHALHOHHBIX JIHHHIT ONpeneseHbl BpPEMEHA pacnajga Komm-
aekcos: t>10 nc aas_ 1w _t>1,7 nc aaa 11, B. A. E.|

7
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10J1161. "Ananu3  PaaMOYacTOTHHX ~ pa3psapos - By
He—CO n He—CO—O, n HMK- u Buaumoii oGnracrsx|
cnektpa. Infrared. and visible analysis_of- He—CO_ and:
He—CO—O0, radiofrequency discharges. Benedic-
tis S. De, Cramarossa F, d'Agostino R.
«J. Phys. D: Appl. Phys», 1985, 18, Ne 3, , 413—423
{aura.) : . |

Jlan aHaJaH3 KHHETHKH psifa NPOLECCOB, BO3HHKAIOIIHX!
npu PU-paspsze (27 Mru). B cmecsix 4:1 He—CO B 3a-
BHCHMOCTH OT noGaBaseMux Koai-B O, Hccnenosan cnmektp’
ucnyckanus CO B 067acTH NMepBOro 0GepTOHA M cepHu’
ropaunx nepexofoB (2,3—3,7 MK) M H3YueHO BAHSHHe,
comepxanusi O, na pacnpefiesieHHe 3aceeHROCTell MO Ko-|

“ne6aTenbHbiM ypoBHsM B CO. C MOMOMBIO MeTOAa 3MHC-|

CHOHHOIl AKTHHOMETPHH N0 Y®- M BHIHMHM  CHeKTpaMm
HccaelOBaHa KuHeTHKa - o6pasoBanns” CO, B paspsane’
B 3aBHCHMOCTH OT cofepxanus Oi OTMedeHo, 4TO poO-
6aBka O, k cmech He—CO 3aMeTHHIM  00pasoM BJjHserT,
Ha (-UHIO pacnpefiesieHHsl SJEKTPOHHOH 3Hepruu.. Hame-|
PeHHs- BHNOJHEHH AJfA cMeceif MOX xasa. 1,8 MM pr. cr.
#_panTensoctax paspsza 10 u 100 mc. BuGa. 22. B. K|
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10 54374.  PupGeproBckie COCTOSHMS BaHLepBaanbCo-:
Bux Moaekyn ArCO; u KrCO, Rydberg states “of the
ArCO, and KrCU; vail der Waals molecules, Deh-;
mer P. M. «J. Chem. Phys.», 1985, 83, Ne 1,. 24—33!
(aura.). Mecro xpauenns I'TIHTB CCCP -

C nomowsio (oTOHOHH3AL. KBaAPYMOJBHOTO MacC-CleK-
TPOMETPA HIMEPEHB OTHOCHT. CeuenHst  (HOTOHOHM3ALHi!
ArCO; 1 KrCO, B ananasoHe AJiH BOJH IeJHEBOFO HCTOY-|
Huka csera 690—920 A c paspewennem 024 A u 04 Al
cootB: Knactepn ArCO; u KrCO. noaywamt npu rasopu-'
HaMuy. pacunpennn cmeceii Ar—CO, uan Kr—CO, B or-
nowenun 9:1 npu masa. 5,78 u 2,25 aT™. cooTB. B Hany-
CKHOH CHCTeMe ¢ AHaMeTpoM comsia 12,5 MKM. H3amepennste|
It wonusaunn  cocrasasoTr 13,59 3B - aaa ArCO, . y!
13,33 3B pass KrCO,. [lnst sHepruu muccoummaumn ocios-:
HOTO COCTOSIHHSI KJIaCTEPOB  MOJYYCHBI BeJHUMHB 0,20 |
+0,04 3B (ArCO.*) u 0,4740,05 3B (KrCO,*). Pin6ep-i
rosckast crpykrypa (PC) ceuennit dorononusammuy ArCO,'
COOTBETCTBYET mwuuau, _npepeny Tuna.Ar* (nd, ns) + j




1

+CO,; npiuem auckpernas = PC ™ naGmozaercs  Tosbko
BOMM3H mpemena Ar*  (3d, 55)+C0y; Gosee Bbrcoxue’
npereast  an¢pgysus.  Has  ArCO, u KrCO, wnaGaio-
Aaercst  Moaek. PC, coors.  auccouman, npezeny,
THna Ar+COz*. Oryeransas BaH1€pBaaJjbCcoBa CTPYK-
TYpa COOTBETCTBYeT AHCCOLHAL. npeaenaMm puaGepros-
ckux cepuit CO,, cxomsimnxess k COp+B2E,+. Tlokasauo,
9TO HH KOJIeGaT. NMpeaHCCOUHALHs BO3GYMHIASHHBIX BaHzaep-'
BaaJbCOBLIX AHMEPOB, HH KOJeGaT. MPeAHCCOUMHAUHS HOH-!
HHIX IHMEPOB HE MOMCT OGDBACHHTb OTCYTCTBHe Bamjep-.
BaaJIbCOBOIl CTPYKTYpHl, COOTB. CepuH  TaHaKi—Orasbl
CO,, _cxonsweiics k COx+ A%y, H. H. Byrkosckas
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" 103: 45338¢ Rydherg states of the argon-carbon dloxide and!

krypton-carbon dioxide van der Wanls moleeules. Dehmer, P,
M. (Argonne Natl. Lab,, Argonne, IL 60439 USA), J. Chem, Phys.
1985, 83(1), 24-33 (Eng). Relative photoionization cross sccfions

were detd. for ArCOz at a_wavelength resoln. of 0.24 A in the rogions

of both the Ar* + COz and the Ar + CO2* dissocn, limits (690-920 A)!
and for KrCO; at a wavelength resoln. of 0.4 A in the region: of the
Kr + CO2°* dissocn. limits (690-780 A). The dimer ionization’
potentials are 13.59 % 0.04 eV (912.5 2.5 A) for ArCO; and 13,33 +'
0.04 eV (930.0 £ 3.0 A) for KrCOz. Combining these values with the

known value of the COz ionization potential and the known (or eatd.)! |

values of the ArCO:z and KrCO: dissocn, energies yields values for the
dimer ion ground state dissocn. energics of 0.20 £ 0.04 eV for ArCOz+.
and 0.47 % 0.05 eV for KrCO2*. Rydberg structure was obad; in the'

hotoionization ‘cross section of ArCO: corresponding to diasocn.’
Emits of the type Ar‘(nd,ns) + COgz;-however, discrete structure g
obsd. only near the Ar*(3d,5s) + COz dissocn. limits, Van der Waals:
structure correaponding to the higher Ar* + COz limits is diffuse and!
red degraded. Mol. Rydberg structure was also obsd. in ths'
photoionization cross sections of both ArCO: npd}i([(_lggg)igl_’gnpﬂlingf

, e
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-
to dissocn. limits of the type Ar + CO,*. ‘Prominent van der Waals'
structure was obsd. corresponding to dissocn. limits based on,
members of the CQ2 Henning sharp and diffuse Rydberg series, '
which converge to COz* B2Zy+; however, no van der Waals structure'
was obsd. corresponding to dissocn, limits based on memberg of the:
COz Tanaka-Ogawn Rydberg series, which convergo to COx+ A1,
Various exptl. evidence indicates that neither vibrational predissocn..
of the excited van er Waals dimer nor vibrational predissocn, of the
dimer ion can account comﬁlctely for the absence of van der Waals
structure corresponding to the Tanaka-Ogawa series in CO,. :
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103: 95585b Mass spectrometric and photoionization investic;
gations of the structure of heterogeneous clusters. Ding, A.;
Futrell, J. H; Cassidy, R. A; Cordis, L.; Hesslich, J. (Bereich!
Strahlenchem., Hahn-Meitner-Inst., D-1000 Berlin, 39 Fed. Rep.
Ger.). Surf. Sci. 1985, 156(1), 282-91 (Eng).  Heterogeneous
clusters were produced by a supersonic expansion of 2 compds.'
(CO-Ar, Nz—AS and subsequently ionized by either electron impact'
or photoionization. The mass spectra show clusters of the form'
Arn-mXm* (X = CO, N2) and, esp. in the case of CO, are governed by’
fragmentation of precursor neutral clusters. The photoionization'
spectra’ for small, mass-selected ionic clusters also show strong:
evidence of fragmentation of large neutral clusters. The behavior of;
mixed CO-Ar clusters is significantly different from that of No-Ar:
clusters and a model is suggested for the photoionization of
heterogeneous clusters which involves the existence of more than 1]
energy threshold corresponding to the ionization of each of the'

constituent species. ’/_ 7
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5b4447.  ®doropnccounauust cna6o CBA3AHHMX  HOH-
MOJIEKYJISIPHBIX  KJACTepPOB: dﬂ%lwli‘rphomdis.
sociation of . weakly bound ~ion-mbdlecule clusfers:  th¢’
Kr-COp* cluster. Jarrold Martin F, Illies Andre\

as J,, Wagner-Redeker -Winfried, Bowers Michael T. «J.
Phys. Chem.», 1985, 89, Ne 15, 3269—3273 (anru.)

Poronuccounauus kaacrepos Kr-CO,+ (I), nonyuennsix
H3 HCTOUHHKA HOHOB BBHICOKOTO JHaBd. npi T-pe —80° C:
nop  BO3neiicTBHCM  CBETa  BHAHMOrO . QHAMA30Ha
(400—700 HM), MpoTeKaceT O TPeM KaHamam Kr+(’P3I2)+‘
+CO0:. (1), Kr+(*Py;)+CO; (2) u CO++Kr (3)
H3 OJHOrO MPOMENYT. COCTOAHHS, BPEMS KH3HH K-poro!
menplue mnepiona ppamenns. Juccomnauns I ocyue.!
cTBAACTCA KAaK MpaMoit oTrankusat. mpouece. M3 anamag
pacmpeiencunii KMHCTIM. SHEPriil NPOJYKTOB  caefyer
HECTATHCTI. XADAKTCP PACTIPEACACHHS SHCPIHH AR Mpo-
AYKTOB BCCX KaHanoB p-wim. PaccMaTpuBaoTes mpiumpyy;.
oTanuNs autaMuki auccounaunn I i xaacrepa ArCO,+,|
OGcysknaerca xapakrep Ils notenwnanbnoii suepriun gy

COUMALMH N0  TPEM KaUa1aM H. X BO3MOXKIOE B3anyg.)
neifcTpue.

e o IO, Pyenn
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2 2 1375.  Qotoauccounaung cnabo CBA3aHHBIX HOH-MO-)

NeKyasapHbIX KaactepoB: kaacrep Kr-CO,t+. Photodissocia-
tion of weakly bound ion-molecule clusters.The Kr.CO,+
cluster. Jarrold Martin F, Illies Andreas J,
Wagner-Redeker Winfried, Bowers Mi-
chael T. «J. Phys. Chem.», 1985, 89, Ne 15, 3269—3273
(aura.)

B ckpeupaomuxcss HOHHOM MyyKe H Ja3epHOM Jyde He-
cneaosana ¢oroauccounauns knacrepos KrCO,+. B akcre-
pHMEHTe HCIOJb30BaJICA Jla3ep Ha KPacHTesde C MepecTpan-
BaeMoil JJIHOIT BOJHH 0137yueHHs B AHanasone A=4500--

yp W / I Vi M — 6500 A. Mamcpensl 3aBHCHMOCTb ceueHHS! OTOMHCCOLHA-
IHH OT JJIHHBI BOJHB! H3JY4YeHHSI, OTHOCHT. BBIXOJL HONOB —
npoayktos CO,+ n Kr+, ux yrnosele  pacnpemencuns u
4’ [Z[zé/ﬂbé pacnpeneJseHst 0 KHHeTHY. sHepruu. HaiizeHo, uto ¢ yge-
anyennem A ot 4500 no 6500 A ceuense doToaHccOUMAIHY
yMmenbuaercsi ot 2,4-10-7 po ~9-.1018 cm% OrtiocHur,
BHIXOA HOHOB — npoaykroB Kr+  makcumasen npu A=
=6000 A u cocraBasier ~65% oT o6lIero BHIXOAA HONOB,

ch. /986, 15, ¥l S5 b s g )
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. 6J1164. KoneGateabHass npegHCCOUHALMA H CNEKTPO-

' onusi aumepos. Vibrational predissociation and dimer;

. spectroscopy. Reuss J, Stolte S. «Europhys. Newss,

X 1985, 16, Ne 1, 9—12 (aura.) - »
O6cy:KaeHbl pe3yabTaTH paGoT mo Ko.lebaTesbHOi cnem-‘

POCKONHH JHMEDOB MOJIEKYST M _3aTOMOB B CBEPX3BYKOBHIX

ra3oBbIX“TIOTOKaX. OTMCUEHO, YTO MPH BpallaTeJbHON T-pe

~ ["K—momeRy 65 # aTOMbl B TaKHX MNOTOKax oO6pasyioT

» npouHble AHMEPHI, CTAGHIH3HPOBaHIbLE BaH-AEP-BAaNbCOBH-

Mu cuaaMi. OnucaH MeToj_HCCJACAOBaHHA AHMEPOB B noTo-;

M{’/{ﬁ kax nocpeactsoM HMK-npeauccounalii KOMIJIEKCOB B MyuKe
nanyuenns COj-nasepa: ObeyaenH BpeMena JKH3HH KoJe-
GaTebHO-BO30YXKACHHBIX AHMEPOB B ra3oBHX NOTOKAX, a

TaKKe yMeHblleHHe yacTOTh KoneGauuit u -ywupenne HK-
10JI0C H30JHPOBAHHBEIX MOJICKYJI NPH O6pa3OBaHHH AHMEPOB,
[IpeanonoxeHo, uto ToHkas crpykrypa HK-mosoc B cnekr-
pax apmepoB_CoHy;—Ar obycnoBieda ¢yHAaMEHTAMbHBIMY

KoneGaHHAMH_STHX IHMEPOB, ~ Cees OB A

SR N S WL . D0 TR O

\

b 1988 8, N 6 .
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103: 59655r Application’ of the electron gas model to- the

calculation of the geometries of van der Waals complexes. Wu,

Guoshi; Wutz, D¢ Lin, 8. H,”(Dep. Chem,, Arizonn State Univ,, [.

Tempe, A7 85287 USA), Mol, Phya, 1985, . 54(6), 1437-52 (Enp),
The electron gas mode] due to Y, S. Kim and R. G. Gordon (19-,'4

. [ )
Wﬁ > ”] ‘was extended to calc. the mtemct!qn energies in multiatom “and
! ‘multi-adatom-mol. systems. The preliminary results are given of the: .

l ‘A

‘effect of the basis sets used to describe the components ‘on the
predicted equil. geometries. The results using this model are
compared with those using a 6-12 type potential for the predicted

/ 7 equil. geometries of CsHe-Ar and anthracene-Ar complexes for one !
(4 and two bound adatoms, . - oo T T T

0R1986,083, 6 |
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4 B1115. ~IlpnMencHHe MOACAH 3MeKTPOHHOro rasa K.
PactieTy reOMCTPHH BAHREPBAANLCOBBIX KOMIJEKCOB. Ap-
plication of the electron gas model to the calculation of
the geometries of van der Waals complexes. W u Guo-
hi, Wutz D, Lin S. H. «Mol. Phys.», 1985,. 54,
Ne 6, ¢ 14371452 (aura.) ) o
Pacuer papioBecioii reoMeTpum 1 3Hepruit CBs3H_ Bai-
AcpBadALOOBEIX ROMIIICKCO Ta JIEBO0POfAMI
tHna Arn—R, R=wmeran (I), Genson (II), auTpauer
(Il), fr=1,—2Tposcaemr—= TTPTIOVIITZKCITHT JIOKaJIbHOIT
TTOTT : € HCMOJb30BaNbl (GYHKUHOHAME MJIOT-
HOCTH KHHCTHY. i OGMCHHO-KOPPeAUHONHOI  SHeprity, no-
JiyueHHble B MOJENH OAHOPOAHOTO ' 3JEKTPOHHOrO rasa,
[110THOCTL CHCTEMBI anMpOKCHMHPOBaHA CYMMOI MIOTHOC.!
Teit Ar H R, paccuntauneix merogom CCIT MO JIKAO g
6asuce OCT-3I'®d. B caywae I nccaenosan  spgekr pac-
upenHs 6asuca. -IpH pacyeTe MIOTHOCTElt (parMentos i
1I0Ka3aHO, UTO DPACYCT B MHHHM. Ga3lCe YAOBJAETBOPHTEC/Ib-
HO BOCIIPOH3BOAHT “OTG_’R;ZW%HY!O_ KPHBYIO  B3aHMOJEIiCT-|

v ~(; He




B Ar..CH,, noayuennyio ¢ pacummpennbimy GasuchbiMu
naGopamit. ‘B caywae Il u HI npu n=1 nanGosee smep-.
TCTIMCCKIl BHIFOANA KOOPANHAWNS Ar 1o LeHTPY Koabua,
(8 cayuae Il —no uentpy uentpasbHoro xoabua). Ilpm;
n=2 nauGosee YCTONUMBLI CTPYKTYpHl- C KOOPAHHALHEN
00oHX aTOMOB Ar no OANly CTOPOHY KOJbLA H nenocpen-|
CTBCHILIM B3auMmofeficTieM Ar—Ar. Paccuntanuas reo-
MCTPHS yNOBJIETBOPHTE/ILHO COMVIacyeTcss C pe3y/bTaTaMH
pacueTa C HCMOJL3OBAHHEM SMIHPHY. JeHHAPA-AKEHCOHOB-|
ckoro Ilt tiuma 6—12, xoTst sueprus  cpsi3H B Moz -
SJICKTPOHHOrO ra3a M CYIIECTBCHHO 3aiHKGHBl H3-33 le-
ydera nancnmepcionnoro s3anmopeiictus. O. B. Tpuuenxo

=
8

¢
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/ (/ 2 J169. llpumenenue Mouenu'ailex'rnnuunm_&asa K_pac-|
‘e‘l‘Wjﬂl BaH-1€p-BaANLCOBbLIX KoMmreKcos, Appli-

f // wor ‘% /{ Q) .catiomr—of the “eleciron gas modet—to—tire—catcutation of
é 6 ““4/" the geometries of van der Waals complexes. Wu Guo-
shi, Wutz D, Lin S. H. «<Mol. Phys.», 1985, 54, \e 6,

1437—1452  (aura.) | ' |

Ipennoxena MeToanKa pacuera paBHOBECHOM reoMerpi

H SHCPrHil BaH-[ep-BaajbCOBBIX MOJIEKYJAAPHBIX CHCTeM

HCTOJIb30BAKICM MOARIH . 3/eKTPOHHOro raza (M3I). (Gor.!

don R. G, Kim Y. S. «J. Chem. Phys.», 1972, 56, 3122;;
}\97_4, 60, 1842; 1974, 61, 1). Bpems cuera nporpamM, pea-
JIH3YIOIHX pa3paboTaunblii anroput™M na dBM IBM 308]:!
9 ¢(CHy), (?4 ¢(CeHs), 460 ¢(CisHyo) npu ncnonbsoBaxmn;
Gaszuca CTO—3T, Ilpn pacyerax noTeHUHANOB B3aHMOfeii-
craust cucrem CHy—Ar; CgHs—Ar (I), CsHsy—Ar, (ll)';i
CisHio—Ar (1) u CieHjo—Ar, (IV) Bpems cuera onHoi|
reoMeTpHY. KOHGHrypauuH cooTBeTcTBeHHo 20, 23, 41, 35!

vy n Zfi) 60 c. Ilast paccMOTpeHHBIX CHCTeM ynonneraopurenbume'

ﬁ ﬂ‘(’:{;‘%},l n/ 7 /%/}‘/}pmyﬂbmru _ TOJYYEHH_C_ "uicn‘oqvasonaugem,,,Am_x_t,mmanbypr‘d
8 vl

ch.1986, 1S,




Gasuchoro naGopa ANt MOJEKYJb PacUIHPEHHOro — AJs
anaromos. Ilposeseno cpasuenie pacueros cucrem I—IVi
TIPCAMOKENHBIM MCTOAOM M C HCIOJIb30BaHHEM NOTEHIHANA
Tuna Jlennapa-Mxonca (JII). O6a merona corsiacyioTesi B
NIpcAcKasaHHH paBHOBECHON reoMeTpuH, o MAT HECKOJIbKO
SaHHIKACT DACCTOSIHHA OT aflaTOMOB 10 MOJCKYJE H MeXJY
anaroMami. HaGmopmaercst ninoxoe coraacme npeackasbi-
BacMbiX anepriii: ML auepruy B 3—4 pasa menvue J11|
snepruit. Ilpnunna 3Toro B HeyyeTe AMNCNCPCHONHOTO B3a-
uMozneiicTBist no M3T, uto ognako HeBaxHO npw pacue-|
TaX paBHOBCCHOIi reomerpuy. B. A. Kyaukos

N
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CKTP M CBOICTEA BAHAEPB2aIbLCOBOIl MOJCKY.bI aprou—-{
okcupan. Rotaticnal spectrum, inversion spectrum - and,
properiies of the van der Waals molecule argon—oxirane.)
Collins R. A, Legon A. C, Millen D.” J. «I Mol.!
Struct. Theochem», 1986, 135, 435—445 (anra.) I

Ha wmixposonnosonm (MB) bypbe-crekTpeMeTpe- B 06.1.]
uacror 4,0—18,0 I'Tu uamepenw Bpawar, i, BpalliaTenpHo-|
HHBEPCHOHIBIT CNEKTPH BaHACPBAAnbcoBa KOMIMJCKCa ap-!
ron—okcupan, Ar...(CH,):0, B ociobnoM  KomeGar. co-!
cTostiii. AHafu3.. MB-cnery BBINOJIHCH C HCNOJb30Ba-|
HHCM TraMmJbTOHMana YoTcola c yuerom KBapTHUHOro'
‘wenTpoBeskHoro nckaxenns, Onpeaenen BpallaT. nocro-!
suisle (MT'n): A=14623,34234(83), B=1727,43654(l4),!
C=1704,85181(20)." Ha ocuose BHyTp. KOODAKHAT " pac-;
CuHTaHa CTPYKTYPAa KOMMJCKCa C PacCTOSHHEM  Mexpy
LUEHTPaMi MacC-COCTAaBAMIOMNX KOMNAeKCA Rer==3,6074 A
NMOCTOSIHHHIC CHJIOBOrO MOASA W NOTEHUHANLHELT Gapbep -

BEDCHOHHOTO gnumemm_ V=194(3) em-!. C. _H. Mypamy
A i S =t L]

/(/ffé/iz V7S




DA (A3 s
Fuie K., Oawa K.,
/Cfég/& K. |
%zg - Chem. ﬂﬁ%’z %éﬁév

et~ 1986, /46, 8 &, N9-193.
A "';’ R




I+ W [ w op. 1086
ﬁl/ 2y miiéﬁﬁj

106: 92987Ic Diatomic dications containing ono inert gas aton!

Jonathan, P.; Boyd, R. K.; Brenton, A. G.; ‘Beynon, J. H. . Su

Res. Unit, Univ. Coll. Swansea, Swansea, UK SA2 8PP). Cher,

_ &g /}/'Phy.v. 1986, 110(2—;32, 239-46 (Eng). Diat. dications AY?2+, wheres
77— 6/ 2} ) €= Ne, Ar, Kr or Xe and Y = C, N or O, weré dctected ar:

characterized via appearance energics, ionization energies of jty

correaponding monocations detd. by charge-stripping, and values of

— [ /V translational energy release accompanying unimol. Jiﬂsocll. of AY2+
/ ) on the microsecond timescale. The mechanism of formatlon of AYz+

it unclear, but possibly involves 3-body assocn., of A2+ and- Y.

Approx, potential curvea for some of these dications were generated

by using a semiempirlcal procedure and applied in a general
interpretation of some of the trends obsd.

“ Mgy
74 ‘yﬂ/%ﬁ/)/f ¥4
C.A,/§8Z% NI oZ/ 2/_1@(:%2% i’ g




AL Jom. ASYEG/ /986
o L - ww
/W‘ZQLAQ/Z P ) 60% K. K.

Brentorn 4. &, et al.

Wmpy- Chem. Phys, 1956, /o,
DU~ a3 A39-AY6.
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10 B1037. Teopernueckne NpPeACKasaHus CyllecTBOBa-|
HHS MeTacTaGHILHLIX HOHOB C KODOTKHMH CBSI3IMH yrie-'
poa — reauit. Theoretical predictions of metastable ~ions|
with short carbon—helium bonds. Koch Wolfram,,
Frenking Gernot. «Int. J. Mass Spectrom. and Ion Pro-'
cess.», 1986, 74, Ne .1, 133—136 (anra.) i
B pamxax Teopun Bo3mymenuii Mesasepa — [Tneccera !
2-ro, mopsiaxa . (MI12) BHMOJHEHB DacyeTH 37EKTPOHHOTO |
H reoMerpud. crpoeHHst Kathonos HeCCHe?+, HeCC2+,
o[[ /7 ) HeCC+ u_HeC+ B OCHOBHHX M HER-DHX BO3GYRICHNAX .
COCTUSHHSAX. ONTHMH3AUHA TIeOMETPHH NpOBeAeHa Kak B|

XN /98%, 1§ ~/O O



pavkax MII2 B Gasuce 6-31 I'® ¢ mnonspusau. d-

p-Oyuxuusmu, Tak u B pavkax MII4 (Bmaote o 4-kpar-
HbIX BO36yseHuil) B Gasuce 6-311 I'® Takxe ¢ MmOAspH-
‘3all.’ ¢-uuamu d- u p-thna. Haiizennl  KOpOTKHe CBASH
He—C, cpean K-pX HanGoiee KopoTkas, 1,165 A, Haf-

nesa B xatHoHe HeCCh(2Z+),  msoanektponsom HCC.

Onpenenenn sxeprun Auccounamun HeCCHe*t ¢ o6pa3so- !

BaHMEM Bcex OCTaJbHHX KaTHOHOB, a rakxe He u Het.
INoka3ano, uto HeCCHe2+ craGunen X pasphBYy CBSA3H
He—C. OTMeyeHO, uTO B CJyyae eAHHCTBEHHOI 3K303HEpre-

iy, p-unn HepCp?*—2HeC+ (—I121,2 KKaJ/M0Jab) npoy-:

Has cssasp C—C (nmpuMepHO Takas Ke, Kak H B alleTHae-
He) JOMKHA NPHBOLHTb K 3HAuHT. Gapbepy peaKuHi.

s S s T i i 8 ST =

C. I. HomuH
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@ "6 J1102.  TeopeTnyeckoe mpejcKaszaHHe METACTAGHABLHBIX

"MOHOB C KODOTKHMH CBs3siMH yraepon — reauii. Theoreti-
ﬂ G4 . cal predictions of metastable ions with short carbn
/4 helium bonds. Koch Wolfram, Frenking Gernot!
«Int. J. Mass  Spectrom. and. ion -Process.», 1986, 74
Ne 1, 133—136 (anra.) - -
[lpoBenensl HEeIMNHPHY. ~DACYCTH  CTPYKTYP -MOJEKyJ
HeCCHe?+ (I), HeCC?*+ (II), HeCC+ (I1l), HeC+ u nx
~H303JIGKTPOHHLIX 31aJIOTOB ¢ aToMOM H BMmecTo He, OnTu+
MH3aLHsT TEOMETPHH NMPOBOANJACL Ha yposHe MII2/6-31T®
-(d,p)  SHepreTika paccunThiBazach  Ha ypoHe MII4/
/(STDQ)/6-311T (d, p). Haiineno, uto ana I—III pauna
He—C cBasn cocrapasier coortsercTBenno 1,085; 1,082
1,080 A, H—C cpsasn—1,057; 1,090 u 1,065 A. Ilons
Vé{/} “TBEPKACHO BJNSIHC WHC/AA T-3]EKTPOHOB Y aToma, o6pad
.3yioutero css3b ¢ He, na ee ammny - (Goabllee umcio npit
BOAHT K yKopouenuio). Henaercs BwBOog o LOMHHHPYIO-
AueM BAHSHUH 3JEKTPOHHOrO coctosmuus X"+, oGpasyioue.
ro csasb ¢ He, wa ee mpounocts mo cpasmennio ¢ ky.of
A10BCKHM B3aumoneiicteueM.  Coenmneniie I crabuapho g

7 paspuBy C=He cBsasu ¢ oGpasopannem 1l u MoxeT GbiTy
C/‘é /gg‘z /&/Vé Guapyxeno B rasosoil c¢ase. 2+ B. A KY;’IHKOp;
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~ 106: 92992h Mass spectrometric observation of carbon-helium

ions. Young, S. E; Coggiola, M. J. (Mass Spectrom. Group, SRI
Inst.,, Menlo Park, CA 94025 USA). Int. J. Mass Spectrom. Ion
Processes 1986, - 74(1), 137-40 (Eng). ~ A mass spectrometric
observation of stable ion speciea contg. a C-He bond confirms theor.
predictions of such species. A discharge ion source combined with
bigh-resoln. mass anal. ‘and isotopic substitution provide strong
widence for the existence of CzHes2+ or CHe+. The results indicate
-that these arc either stable species or have metastable lifetimes!

gf/ld/z é’m exceeding the 10 ps flight time through 1 the instrument. e
[LOFIS, |

LR CCA])
“] ®
¢.4-198% 106, VI
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106: 164902d Nearly free internal rotation in argon-chlorgs:
methane. Fraser, G. T.; Suenram, R. D; Lovas, F. J. (M|
Spectrosc. Div., Natl. Bur. Stund., Gaithersburg, MD 20899 USA), J.
Chem. Phys. 1987, 86(6), 3107-14 -(Eng). Rotational spectra of
- Ar-MeCl, for both Cl isotopes, were obsd., at 4 kHz resoln., using
pulsed nozzle Fourier transform microwave spectrometer. The ohsd |
spectra_are consistent with u T-shaped complex in which the Me;
group is undergoing nearly free internal rotation. Anal. of the|
ground (A) internal rotor state ss)cctrum for Ar-Me®Cl using gy
asym, top Hamiltonian produces the following spectroscopic consts |
(in MHz); A = 13633.020(14), i = 1593.5683(79), C = 1420.4572(59), |
Ay = 0.01216(14), Ask = 0,1381(48), 61 = 0.00096(17), Hjjx =|
-0.00058 (25), eQqaa, = 34.895(80), cQqges = ~72.185(25), and eQq, =
37.290(85). A combined anal. of the ground und excited (ELintema:
rotor states places an upper bound of 20 em-! on the 3~fold barrjer
internal Ar-R1e3501 as 13.0(3) MHz. The symmetry axis of the Me()
subunit is nearly perpendiculur (~82°) to the line joining the center;!
of mass of the 2 binding partners. The isotopic data indicate that
the Cl end of the MeC; is tilted toward the Ar. The distang
between the centers of mass of the 2-subunits is_3.7826 A f




Ar-Me3sCl and 3.7839 A for Ar-Me3Cl implying an Ar-Cl distance of
3750 A. Centrifugal distortion anal, yields a weak bond stretching
‘orce const. of 0.0157 mdyne/A and stretching frequency of 34.6 cm-! !
for Ar-Me35Cl. The results were related to previous lower resoln. '

Lﬂjg{gﬂa!c_studigs_gnQAr:Mca ., . e
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107: 141750j Rotational predissociation of (rare gas atom)-(slow!
rotating diatomic molecule) complexes, Ginnturco, F, A, Palma l
A.; Villarreal, P.; Delgado-Buarrio, G.; Roncero, O. (Dep. Chem..
Univ. Rome, 00185 Rome, ltaly). J. Chem. Phys. 1987, 87(2):1
1054-61 (Eng). -An adiabatic angular approxn. is given 1. o 1
rotational predissocn. of triat. van der Waals complexes forxr_¢:~, i
rare gas atom and a diat. mol. that is treated as a rigid rot: 2l
metastable states of the complex are obtained as discrete x;'-,\"f ;
the Schocdinger equation while the corresponding continuys . |
allow one to cst. the rates for rotational predissocn., witks iy
framework of the golden rule approxn., after the relevant dic, ;
continuum dynamical coupling are caled. . Applications 1. |
He-CO, He-Na, and He-O2 systems are presented N

a1
iy |

XZ ©
0. 4.198% 16F, v 16
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21 B1111.  CnekTpOCKOMHYECKHE CBONCTBA M TMOBEPXHO-|
.CTH TNOTEHUHAAbHON 3HepruH T-06pasHbIX Baunepnaanbco-l
Bbix KomnaekcoB. Yacts 1. Teopus. Spectroscopic proper-|
‘ties and potential-energy . surfaces for T-shaped van der|
waals complexes. Part 1. Theory. Hough Adrian M,
‘Howard Brian J. «J. Chem. Soc. Faraday Trans.», 1987
Pt2, 83, Ne 1, 173—190 (amura.)

ﬂpennomen METOA pacyera CIeKTPOCKOMHY, nocrommux
BaHLEPBAAJLCOBEIX MOJIEKYJ, O6PA3OBaHHWX H3 aToMa W'
JHHeiiHoll MonexkyJsB. Meron ocHOBaH Ha anHaGaTHy, paa-
neJNeHHH, NepeMeHHHX, ONpefefsiomHX  KOHOHrypauuio
KOMILJIEKCa: PaAHaJIbHOIL R — paccrosinst ot artoma ;10’
'MEHTPa MaCC JKECTKOM JIMHE/HON MOJEKYJb, H Yr/IOBoif
v — yria MeXAy OCbI0 'MOJNEKYJbl M '~ HanpaslieHHeM . oT.
JUEHTPA Macc MOJCKYJb K aToMy. «Mensennoit noacuere-!

(,{[ /} ‘ MOii» NMEPeMEHHBIX SIBJIETCS YroJ v; 3aBHCHMOCTb MoJeK.!
oTeHLHaNa OT v INpeAnoJaraercs ‘cnaboit n HMeloLuef!
-MHHHMYM npH v=90°, Yp-uHe aanabatHu. npnGmmemmi
-onpezesioulee BOJIHOBYIO  (b-LHIO _®(v),_pewaercs _BapHa-!

X:/98%, 19, WA




UHOHHO B Ga3sHCe MOJHHOMOB DpMHTa (mocie nepexona K
HOBOIf nepeMeHHOIT ¢ ctg v, rae o — napamerp), a yp-lue,
‘onpepessoumee  paaHanbuyio ¢-unio % (R, v) — uHcaeHHO
MIpH HEK-pHX 3HaueHusX yrna v. Ha npumepe ArCO,
TIPOBEJICH pacyeT BpallaT. MNOCTOSHHHIX, noc-rommuf-uem-,
'POGEXKHOTO HCKaXKeHHSl, CPeNHHX 3HAYCHHH  MOJHHOMOB,
Jlexannpa Pn (cosv) n=1, 2, u Koa HeagHaGaTHY. mo-'
JpaBoK. OcoGoe BHHMAaHKHE YHeNCHO CXOAHMOCTH pa3JoikKe-;
‘W (M0 mo;mmHoMaM DPMHTA, MO NpPOH3BEACHHSM BaJd, H!
Yed. KoM BONHOBBIX (- NMPH BHUHCJEHHH HeaaHaGaTHY.
-I0MpaBoK M T. m.). Tl _ H. ®. Crenatos,

-
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106: 73216s Spectroscopic properties and potential-ape,
surfaces for T-shaped van dér Waals complexes. Pan‘n
Theory. Hough, Adrian M.; Howard, Brian J. (Phys. Chem. [
Univ. Oxford, Oxford, UK OX1 3QZ). J. Chem. Soc., Fﬂla:;

Trans. 2 1987, 83(1), 173-20 (Evg). A anew method for the ..

W/ computation of the spectroscopic consts, of atom-linear-mol, va.-.g
Waals mols. is presented.  The method is based on the adiab;,

‘/), sepn. of angular and radial motions within the complex and,
analogous to the infinite order sudden approxn. in scattering theg.

The results based on a model potential for Ar-CG» are bresented, *

@
@,4/52,5‘?, i‘_y_é/ NG
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21 B1112. ~ CnekTPOCKONHYECKHE CBONCTBA M NMOBEPXHO-!
CTH TNOTECHUHAJLHON SHepriH T-06pa3HbIX BaHAEPBAABLCO-|
BBLIX KOMMJekcoB. YacTe 2. — 3MNHpHYECKAS NOTEHLHAMb-'
nas mnosepxHocts ArCO,. Spectroscopic properties - and!
potential-energy surfaces for T-shaped van der waals;
complexes. Part 2. The empirical potential surface . for
ArCO.;. Hough Adrian M., Howard Brian J. «J.
Chem. Soc. Faraday Trans.», 1987, Pt2, 83, Ne 1, 19]1—!
1209 (anra) " . \

Ha ocnope passutoro Meroma (cM. mpex. ped.) u mn‘.‘.
‘9KCMepHM. JaHHLIX (PagHOYaCTOTHHI H  MHKDPOBOJHOBOII |
(CNEKTPHI, YUIHDEHHe JIHUWIL, BTOPOIl =~ BHpHANBLHLIT Ko3d. |
‘Kak ¢-uns T-pel H Ap.) Aas Monekyas ArCO; onpemenenn
‘mapaMeTpul’ (-LHH, ANMPOKCHMHPYIOUEH  NOTEHUHAJblyI0
‘TIB B OCHOBHOM COCTOSIHHH. PaccCMOTpeHHl pasjHyHnle Ba- |
'DHANTH nMapameTpu3auwui Takoit ¢yskuns. H. . Crenanos |

®
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106: 73217t Spectroscopic properties and potential-eney

raurl'uccs for T'-shaped van der Waals complexes. Part 2. T

‘empirical potential surface for argou.carbon dfoxide. Hoy

Adrian M.;  Howard, Brian J.  (Phys. Chem. Lab., Oxford Ur.

Oxford, UK OX1 3QZ). . Chem. Soc., Faraday Trans, 2 g

83(D, 101-209  (IEng).  Anisotropic potentinl-energy surfaces ,;,

/LﬂWg Ar-CO: ar uhminw‘ by a simultancous least-squares fit to yy
’ mol.=heam vlec. resonance spectru, mixed second virial coeffs,, g

WW mean-square torque measurements. Several methods of parametriza,

4 }nl‘ the potentinl are considered, including five-angle parameuizaxj;

/ of the radial potential and an explicit angular parumetrization of p,

* W ﬂ_, well depth and radial min. These are considered to be superio -
the conventional multipole parametrization, which is not suitable 1.

highly anisotropic_systems.

e././98%, 106, n /0
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Y 10 163.  Cnexrpockomuucckiie cpoficTBa =~ MOBEPXHOCTH
noTeHUHAALHOI oneprun pas T-06pasHbiX BaH-gCcP-Baab|
COBCKHX KOMIIEKCOB, 2. IMMHPHUCCKAs MOTCHUHANbHAS NO-
sepxuocts past ArCO.. Spectroscopic properties . and po"
tential-energy surfaces for 7T-shaped ~ van der Waals
complexes. Pt 2. The empirical potential  surface for
ArCO,. Hough Adrian M, Howard Brian J.
«J. Chem. Soc. Faraday Trans.», 1987, Pt2, 83, Ne 1)
191—209 (aura.) |
Hafilena aHH3OTPONHAs MOBEPXHOCTh MOTEHI. SHEprHi
xomnsekca ArCOp Jlas ee HaXOXICHHS 10 Pa3BHTOMY,
véd/) : apropami Metopy (cM. u. I cM. ped. 10[162) ncnonb3osa-’
Wbl HE3aBHCHMBIC JHTEPAaTypHbIC HAHHbBIC 1O panHo4acror-'
HOMY M MHKPOBOJH. CNEKTPY ArCO,, 3HayeHHsT  BTOPOIO.
BHPHAJBHOTO KO3(. M BPALIATEJbHOTO MOMEHTA KOMILIeKca,
PaccMOTpeHO ~ HECKOJIbKO METOL0B napaMeTpPH3aLHK!
[OTeHI. TMOBEPXHOCTH, BKMIOUas MNATHYNIOBYIO NapaMeTph-,
sauuio. OGCYXKAIOTCS NPEHMYLUECTBA H HEMOCTATKH PASHLIX’
napaMeTpH3aluil, CBA3AHHBIX C 0COGEHHOCTbIO  OMHCAHHSA

/ X N /‘ (} noTEHUNANIOB BHICOKOAHH3OTPOMIEX CHCTEM, NPHMEPOM KO-
/ q X ;) 19y TOPHIX SIBJAETCA MOTCHUHAJ _ArCO:.___ .B. ®. Topauer
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FES D) A125."  Teopetnueckoe nccnenosaiie HII3K0a€Ka-
UHX  9NEKTPOHHBIX CcOCTOANMI AukatHoHa HeC2+. Theore.
tical investigations of the low-lying electronic states of
the HeC?*+ dication, Koch Wolfram, Frenking Ger-
not, Luke Brian T. «Chem. Phys. Lett.», 1987, 139, Ne 2,
149—154 (awra) N PP

Heavmnupngeckny merogom MK CCIT no cxeme no.oro,
KTHBHOTO NpOCTPaucTBa B 0asuce - rayccoBhIX -(p-uuﬁ;
13s8p2d/8s2p, crpynnupoBanuoM B 9s6p2d/5s2p, Jeceneno-!
BaHo ajextponnoe crpoenne HeC*+ (I).B cocrosmiax 13T
u 133+, Tlpusegenn notenu™RPlBhic A5 MCHKBSHACPHEIX
paccrosinnii R=2,25—7 ar. ea. OGuapyxeno, yro B
OCHOBHOM X'N+-cocTOSIHHH 3Heprus cBsi3n paBuna 0,72 aB!i
npy R=2,96 ar. en, a @® M u A meracTabiuabiis ¢!
Gapbepamu pacnaga 2,19 n 0,20 sB. Cocrosinme b8+ xa-
paKTepH3yeTcs -OucHb MOJOrOil MOTCHIL sSMOil ¢ rayGuoii.
0,06 5B. ITposeacno conocrasJenie ¢ 1H303M1KTPOHIIOI Mo-
ackynoii CH+. Tlokasano, uto craGuabhocts OCHOBHOTrO!
cocrosinns I oGycioBiena mepeHOCOM 3apsfa nHa BaKanT-
nyio 2p,-AO atoma C. B BO3GyxJICHHBIX COCTOSUNISIX 5TOT
NMepeHoc 3apsia cuabliece i _CBA3b _kopoue. B. J1._JleGenen

P




Y/ [»xf on ZFYO7 [958
WY 24 51026. TcopeTHYeCKHe HCCAENOBAHHA HH3IIHX 3JICK-!

POHHBIX  COCTOSIHHI  NBYX3apsilHOro kKatHona HeC2+,
Theoretical investigations _ of _the _low-lying - clectronic!

states of the HeC?+ dication. Koch Wolfram, Fren!

king Gernot, Luke Brian T. «Chem. Phys. Lett.», 1987,

139, Ne 2, 149—154" (anra.) ’ ;

MuoroxongnrypaunonnsiM  Metoxom CCIT B BapHaHTe

NOJIHOrO AKTHBHOIO NPOCTPAHCTBA € HCMOJB30BaliileM 63l

3ucon (8s2p)/[5s2p] ana He u (13s8p2d)/ [9s6p2d] mns O

paccuHTanbl  MOTEHUHAJbHBHIC KPHBBlE. COCTOSHH[ 'ON+

u "3IT kamnona HeC2+. Haiizeno, uto ochoslioc COCTOS]-I

nie cummerpiun 'XFHBAACTC CBSISAHIBIM MO OTHOWeHItio

K anccounaunn na He(!S)+4C?+(!S). Dueprust puccouwyal

”. Ly ouenena .pasnoii 0,72 3B. Cocrosinna a3l u AN

ﬂ‘ METacTaGuiIbHbIe: OHH XapaKTCPH3YIOTCA GapbepaMil Bhico

Toit 2,19 & 0,20 3B no otHowen#io Kk Het(2S)4-C+ ('*’P)-_I

Pesy/ bTdThl cOMoOCTaB/eHH ¢ AAHIBIMH PacyeToB Aus Ka-{

Ayiona CH+, mcrireome it . A 'B._Hemyxuy

X-198% 19,8 2]
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117:162057d Theoretical investigations of the low-lying ¢lec=!
teafe states”of -the: helium carbido_‘ ion(2+)(HeCz2+). Koch,|
¥ifram; Frenking, Gernot;- Luke, Brian T. (Inst. Org. Chem,,'
T, Univ, Berlin, D-1000 Berlin, 12 Fed, Rc&. Ger.). Chem. Phys.|
Lt 1987, 139(2), 149-64 (Eng). Extended MC SCF com‘)utntions‘
#1the CAS SCF type aro performed on four encrgetically low-lying,
Sctronic- states of HeC2+ dications. . The X 13+ ground state is-
W /M OV« wdicted to be thermodynamically stable by 0.72 eV, while the a 311
rd AL excited states represent metastable species ~with barrier!

WW'- . wights of 219 and 0.20 eV, resp. The b 3+ state exhibits merely a
w2ty shallow potential dip with a’well depth of only 0.06 eV.' ‘The!

#Lt~ dication i therefore predicted to be'exptl. observable in the

/)’Lw 7 13 phase. Bonding in these unusual: dications is discussed and

tmoared to.the isoe L‘ctronic CH* cation. ‘-.-,.'_Av_._,___
7 SO S

0./ .[98%, 102, /8
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1J168. TeoperHueckoe HCCAENOBAHHE MAaJbIX  MHOr03a-
paaubix Katvonos. II. CNen+ (1<n<<4). Theoretical in-
vestigations of small multiply char%:ed cations, II. CNen+ |
(I<n<4). Koch- Wolfram, Frenking Gernot. «J;

Pt Chem. Phys.», 1987, 86, Ne 10, 5617—5624 (auru.) '
7 é// "’y \i Miioroxkongurypaunoninm mMerogom CCII (MK CCII) 8! ‘
|

N PaMKax NpHOMKEHNs NOJHOro AaKTHBHOrO MPOCTPAHCTBA

N (ITAIT CCII) nposemen pacyeT HH3KOJEKAIHX 3JEKTPOH-

Heix  coctosuuii  nonoB CNet, CNe?+, CNe3+ y CNet+,

\ B to Bpems xak xaruonst CNet u CNe'+ oGuapywxu-

BAlOT  OTTAaJKHBATE/IbHBIC  NOTEHU. KDHBHC, AHKATHOH |

%CN(&2+ ABJAACTCST KHHCTHYCCKH CTaOHJbHBIM HOHOM, I |

S sroro karnona paccunTaH Gapbep AHCCOUHALHH COCTOSIHHS |

VZ//] X'=+, pasumit 1,62 3B. Iaa cocrosuus a3 rayGuua mo- |
Tenu. amul papua 0,80 3B. Ilpeanonaraercs, uto AnkaTHOH |
CNe?+ MoxeT HaGMORATHCA JKCNEPHMEHTANLHO B ra30BOIf |
¢ase. Ons katinona CNe’+ noayuen HeGO.IBWION MHHHMYM |

O/é, 1955, .@/ o
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4 B1029. - TcopeTHYecKHE HCCJENLOBAHHS MAJbIX  MHOIO-

KPaTHO 3apsXKEHHBIX katHonos, II. CNert+(1<n<c4).

Theoretical investigations of small multiply charged

cations. II.. CNen+ (l<n<c4). Koch W,, Frenking G.!

~— «J. Chem. Phys.», 1987, 86, Ne 10, 5617—5624 (anra.),
N\

. Muoroxon¢urypanuonnsM merogoM CCII B Bapuante!
3 noaHoro aKmisioro MpoCTPaHCTBA C HCNONb30BaHHeM 6a-!
ancos ~ (10s6p2d)/[5s4p2d]  paccuHTaHB' NOTEHUHAJBHHE!
N\KPHBHG HH3IINX 3JeKTPOHHHIX COCTOsIHHIT KaTHOHOB CNet,|
CNe?+, CNe3+ u CNe‘+. Haiineno, yto OCHOBHBIM COCTOS- |

HHAM MOHO- H TETPAaKaTHOHOB OTBEYAIOT OTTAJKIBATENb-|

Hele moTeHuuanbHue Kpubble. IToTenunanbHas KpHBas IH- |
v{(/} . N kationa CNe?+ B cocrosnnn X'Z+ nMeeT MHHHMYM, Je-!
> amuit pEMme— AHccounall. npefena Ct+(2P) +Ne+(2P),
TOra Kak jauccouuau. 6Gapbep cocrabaser 1,62 3B, Tak;

YyTO JAMKATHOH JOJXKeH OHTb KHHETHYeCKH CTaGHJIbHHEIM, |
OGcy:xaeHB BO3MOXHBIE TIDHUMHBI  CTAGuAbHOCTH.  Ha!

l}\/‘/ggg/_,/j)ﬂt/

[/’/6'427“




TIOTEHIHAJLHON KPHBO OCHOBHOro cocrosmna CNe*+ or-
MeueH HerJyGOKHIT MHHHMYM, OTAEJNEHHBII OT OTTaJNKHBa-
TeJbHOIl BETBH KpuBoil GaphepoM B 0,11 3B. IMpusenenn
apryMeHTH, NOKa3blBaloUiHe, YTO HaGiiofaBuuiics 3Kcne- .
PHMEHTA/JIbHO MOHOKaTHOH HOJIXKEH HAXOAHTHCA B CHJIBHO
BO30YXAECHHOM 3/eKTPOHHOM cocTOstHHH. Coobuw. 1 cM.
{J. Chem. Phys.», 1986, 84, 2703: A. B. HeMyg(li_ll_

(T
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107: 183821p Theorctical investigations of small multiply|
charged cations. II. Carbon-neon cations (CNenr+(1<n<4)).!
Koch, Wolfram; Frenking, Gernot (Inst. Org. Chem., Tech. Univ.[
Berlin, D-1000 Berlin, 12 Fed. Rep. Ger.). oJ. Chem. Phys. -1987,!
86(10), 5617-24 (Eng). Extended MC SCF calens. of the CAS SCF
type were performed for. the cnergetically lowest-lying clectronic;
states of CNet, CNe2+, CNe3+, and CNet+. \Vm:ma‘,
tetracations exhibit essentially repulsive potential curves, the CNe2+
dication is predicted to be a kinetically stable ion. The computed
barrier to dissocn. for the X1+ state of CNe2* amts. to 1.G2 eV, and
for the a 3II state a potential well of 0.80 ¢V depth is caled. The
CNe2+ dication is thcrefore predicted to be exptl. observable in the
gas phase. Also the CNe3+ trication is caled. to exhibit a small min.
in its X2Z+ state. Bonding in these unusual cations is discussed andi

1=4
compared to known isoclectronic specics. e
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107: 141489f Helium chemistry: - theoretical predictions and
/cxpcrimentnl challenge. -~ Koch, Wolfram; Frenking, Gemot;|
Gauss, Juergen; Cremer, Dicter; Collins, Jack R.” (Inst. Org. Chem.,'
Tech. Univ. Berlin, D-1000 Berlin, 12 Fed. Rep. Ger.). J. Am. Chem.'
Soc. 1987, 109(20), 5917-34 (Eng). Quantum mech. investigations!

*at the MP4(SDTQ)/6-311G(2df,2pd)//MP/6-31G(d.p) + ZPE level)

of theory show that He is capable of forming strong honds with C in
cations and that even a neutral mol. contg. He (HeBeO): can be
thermodynamically stable in its ground state. The electronic state of
a binding partner is_crucially important for the bond strength and!
bond length of the He bond. He2C?* has a rather long (1.605 A)'
‘He-C at. distance in its 1A; ground state but a much shorter.bond|
(1.170 A) He-C at. distance in its A1 ground state but a muCh‘
shorter bond (1.170 A) is found in the 3B excited state. The shortest|
He-C bonds (1.080-1.085 A) are found in the Y +(4x) states of|
HeCC2+, HeCCHe?+, and HeCC*. The bond dissocn. energics of the,




dications in these electronic states yiclding neutral He and a cationic’
fragment are predicted to be as high as 89.9 keal/mol for HeCCz+,
He compds. are best understood as donor-acceptor mols, consisting
of He as electron donor and the resp. acceptor fragment. Strong He
bonds are formed when a .binding partner (acceptor) provides
-low-lying empty o orbitals (o-holes). Electroneg. clements such as F.
or O are not suitable for binding He due to their hi thly filled valence *
shells.  More promising candidates should provide empty orbitals
which are still capable of attracting the low-lying is electrons of the
poor electron donor He. The stability of HeBeO is confirmed by
“ CASSCF calcns. with a 6-31G(d,p) basis set and an active space of
all 14 electrons in 11 orbitals.’ The structures and energies of the He
compds. are rationalized by MO arguments and by anal. of the
electron d. and its assocd. Laplace field. ‘The strongly bound He ions -
are characterized by covalent semipolar He-C bonds, whercas the
weaker bonds in some structures are caused by electrostatic!
interuct{ons between closed-shell systems, The impact of this study
on exptl, esp. interstellar, chem. is discussed. . -




" 108: 46179s Spectroscopy -in’ the visible and ncnr‘ultraviolet]
- Zﬂ region of ‘some organic. molecules - and their van der Waals!
MWI “ //' complexes. Van Herpen, W. M.; Majewski, W. A, Pratt, D. W.;
Meerts, W, L. - (Phys. Lab., Univ. Nijmegen, 6525 ED Nijmegen,
Neth.). NATO ASI Ser., Ser. C 1987, 212(Struct. Dyn. Weakly'
Bonded Mol. Complexes), 279-90 (Eng). By using a mol. beam app. !
with a single frequency dye laser, it was possible to resolve several |
rovibronic transitions of some large mols. and their van derﬂWaf’xlsi
‘complexes with noble gas atoms. ‘The rotational consts. of tetracene; |
fluorene, and the fluorene-Ar complex were detd. The structure ‘of
the complex was defived. In the rotational speetra of the_tetmcene-noble}

gas complexes, perturbations are present, increasing with the size and
,m’ﬁﬁ attached atoms. Fluorescence excitation spectra of(

trans-stilbene and the stilbene-Ar complex are reported, - .~ .. |
}/f,ﬂmm./w . -

c.- 1988, 108, w6
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7 8B51028. Muoro3apsaHbie re.nnucozxepx(aume KaTHo-!

i HeCO?+, HeCF3+ u HeCNef+. Multiply-charged hell-!

um- contammg cations: HeCO?*+, HeCF3+ and HeCN*+.!

Wong Ming Wah, Nobes Ross H., Radom Leo. «Ra-

pid Commun. Mass Spectrom.», 1987, 1, Ne I, 3—5

(anra.) l

Meto0M TeOpHH BO3MYyILEHHI Mennepa-—ﬂneccera 4-ro/

nopsinka (MII4) B Gasnce 6-311TP** ¢ oanHaauHem

reomeTpud Ha yposue MII3/6-311T®** npopesennt pac-

yetsl HeCO?+ (I), HeCF*+ (1) u HeCNe*t. I u Il o'

‘LZ ﬂ /@C reoMeTpHi odenb OJH3KH K DOQACTBEHHBLIM _H303JEKTPOI-
i ) ) nuM H-comepxawnm monam HCO+ u HCF2+ g Xapak-
TEPH3YIOTCS KOPOTKHMH H_NpOYNBLIMH _ CBsiaaMH He—C|

HOuccounauus © I na Het* u CF2+ 330Tep\mqua«

@ (973 K,U.)K/Monb), Gapbep pmm 132 KII)K/MOJ‘Ib |

-t U3 L. Tepman
X-/988, 19,~ 8
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¢ '109; 197488p" A rovibrational study of regular/irregular behavior;
of the carbon monoxide-argon system. ~Farantos, Stavros' C.:
(Dep. Chem., Univ. Crete, Iraklion, Gréece 711 10). 'NATO ASI Ser.,'!
Ser.-C 1988, 235(Fractals, Quasicryst.;” Chaos,  Knots ~Algebraic|
Quantum Mech.), 185-206 (Eng). Classical and quantum mech, |
rotational-vibrational ‘calcns. have been. performed: for .the bound !
states of the van der Waals system CO-Ar. From the nodal patterns |
of the’ eigenfunctions and the predominant coeffs. in the-basis. set
expansion, it is shown that the regular/irregular: classical-‘and |
quantum behavior are in qual. agreement. Regular/localized states:
are assocd. with those states which have one, two and three quanta in |

y ” sthe bending mode but no excitation in the stretching mode. For the!
W . esent system the projection of the total angular momentum on the '
K:)dy fixed z-axis-is an_almost good ‘quantum no. . Thus mixing -

among the zero order basis functions occur through the potential part

ﬁﬂ%&m of the Hamiltonian. G L SR e e IS TR R

©
e.AJ958, (09 VAL




. 100: 82346y Optothormal-infrared and pulsed-nozzle Fourie

er-trunsform . microwavo spectroscopy of raro gaa-carbon

dioxide complexes, - Fraser, G. T, - Pine, A. S,; Sucnram, R. D,

(Mol. Spectrosc.  Div., Natl. 'Bur. Stand., Gaithersburg, MD 20899

USA), -dJ. Chem. Phys.-1988, :88(10), 6167-87 (Ing). Sub-Doppler

IR spectra of Ne—COz, Ar-COg, and Kr-CO: wera recorded near 3613

and 3715 cm-l, in the region of the 20 + w3/ + v3 Fermi-diad of

COy, using an optothermal mol.~beam color—center laser spectrometer.

In addn., pulsed-nozzle Fourier-transform microwave spectra are

N - 0 ”M s reported. for the ground vibrational states of the complexes. The IR
V J and microwave spectra are consistent with T-shaped complexes as
shown originally for Ar-CO2.- The IR band origins for the Ar and Kr

/é// L’M/ complexes are red shifted, from that of free COz, by 1.09 and 0.95
C em-t for Ar-COz and by 1.97: and (176 cm-1 for #Kr-CO;, For
Ne-C0s, blue shifts of 0.156 and 0.19 cm-1 were obsd. The lower

Fermi components are free of Berturbations,» whereas the upper
components of Ar-COz and Kr-CO; are perturbed. For Ar-COy, the
erturbation is strong, shifting the positions of the obsd, Q-branch
Enes of the K4 = 1 «= 0 subband by as much as 500 MHz, o

n @ , P
C.A. 198,129, /0 W, Aoty
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109: 239449j- Consistent force field modeling of mntrix-isolntcd]
molecules. II.- Gauche '1,2-difluoroethanec:argon clustcr;Anu.]
Gunde, R.;” Guenthard, H. H: (Phys. Chem. Lab., ETH-Zent., 8092;
Zurich, Swed.). ~Chem. Phys. 1988, ' 126(2-3], 229-41 " (Eng).|
In continuation .of recent work on consistent force field (CFF);

modeling of systems built from a 364 Ar 'atom cube-shaped crystal
fragment substituted in the center by one trans—difluoroethane. mol;,
» CI-‘i‘ computations” for gauche difluoroethane:Aracs, ' are ‘reported.
ﬁ “, Z, MM} . -Starting from"two different: CFF potential .‘eneriy. functions - built
additively ‘from. the -harmonic’ potential of gauche difluoroethane,

from pair potentials for. mol.-matrix -interactions and:Ar-Ar.: pair

interactions .for the  matrix, extended: searches- for: locally, stable

configurations ;characterized by two ‘external structural parameters

‘dcey. Timao) 'are carried .out.- Potential  energy : minimization iwith'

respect to:all 1116 Cartesian coordinates reyealed .the ‘existence. of

three locally stable defects'G1, G21, G22:which are close analogs’ of

stable defects found earlier with the system trans-difluoroethane:Arsey,’

. and_which differ siiniﬁcantly in total energy and external structural’

c.A. [958, /09, n2b6



parameters. - Procedures’ for . search 'and Jocalization of stationary
configurations as well as for extrapolation of - CFF energy and.
structural parameters by low-order Pade approximants are described,
‘required to est. values of energy and parameters from finite energy
‘minimization sequences. Partition of energy into intramol., mol.-matrix
and matrix contributions shows the intramol. part.to amt. to <50
cal/mol, but to depend sensitively on distortion-of the dihedral angle
‘by ‘mol~matrix interactions.”. Distortion of bond lengths and bond
angles of DFE by interactions amt. to <4'mA and <0.3° resp., but
distortion of the dihedral angle: may reach .values up to 4°. . CFF
‘energies of interconversion of the three defects ‘are given and various
relations to defects reported earlier for the trans conformer of DFE
will be discussed._ - - SRR Tl o B
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€ 9J1207. . CnekTpockonus KHeTHuecKoi swepriy CH2+:!
nepsoe npsMoe NOATBEPKAEHHE NPOSABAEHUS 3NEKTPOHHO- |
Bo30yxaenHoro cocrosuus. Translational energy spectro-
scopy of CH2*: First direct evidence of an excited ele-
ctronic state. Hamdan M, Brenton A. G, Mathur D.
«Chem. Phys. Lett.», 1988, 144, No 4, 387—390 (anm.)f'
MeTONOM CHEKTPOCKOMHH KHHeTHY. SHEPTHH C BHICOKHM
paspellieHHeM HCCIe0BaHO Heympyroe paccesnne CH+—He |
u CH*+2—He, Bnepsnie HenocpeacTBeHHo 3aperucTpHpopa- |
H0 IACKTPOHHO-BO3GYKACHHOE COCTOSHIE Hoa CH?*+(23+)!
c sneprieii Bo3Gyxaenns 12,3 sB. Cocrosinue smasercs |
METacTaGH/IbHEIM, HECMOTDSI Ha CYIECTBOBaHHE 60BIIONG
yHcaa OTKPHLITHIX KaHaJ0B GHICTPOro ZHIIONBbHO-Pa3pelner. |
/él ” . HOrO pajHAUHOHHOrO I NPEIHCCOUHAUHOHHOrO pacmama. |
) - __B. C. Hnanos|

b./988 18,V T
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' 110: 45218h Electronic structure calculations for ArCOz+* and!
‘ArCO;. Hwang, Woong Lin; Lee, Yoon Sup; Kim, Ja ‘Hong. (Dep.
Chem., Korea Adv. Inst. Sci. .Technol., Seoul, 130650 S. Korea).
Bull. Koréan Chem. Soc. 1988, 9(3), 153-6 (Eng). Ab initio calcns. |
are performed for ArCOz+ and ArCO2. Between the two configurations |
of ArCO2z+ the orbital interactions and the higher order correlation !
calcns. favor the T-shape, and their interaction energies are caled. to'
be approx. half the exptl. vilues using 6-31G* basis set. In ArCO,|
the calcns. qual. favor the T-structure, which is.compatible with the:
expt. -However, the true.interaction energy is obscured since it is!
within- the BSSE limit at this basis set .size and correlation level.
Addn._of sp-t, diffuse functions:increases the interaction energies:
by a considerable amt., but the BSSE estd. by the CP method are!
responsible for a significant portion of the difference. The possible!
linear equil. structure of the Ar+-CO:2 complex, where the e is'
localized' on ‘Ar, is suggested. The potential energy surface and the!
amt. of charge transfer are shown to be sensitive to the type and
balancing of basis set. Foos :
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1~ 8 J1263.  CnekTpockonusi Bo36yxaeHHsI GayopecueHuHH
HOHHBIX KJACTepoB, COAEpXauux xpomodopHyio  rpynmy
C¢Fs+. Fluorescence excitation spectroscopy of ionic clu-
sters containing the CgFe* chromophore. Kung C.-Y,
Miller T. A., Kennedy R. A. «Phil. Trans. Roy. Soc. Lon-
don», 1988, A324, Ne 1578, 223—231 (aura.) =

UccnefoBaHH CNEKTPhl  BO3GYXIEHHA  MOJEKYJSPHHX
nounnx kommaekcos CeFetXn (X=He, Ne, Ar, N;). ITo-
Ka3aHO, YTO Pe3yJbTATHTIO3BOJISIOT NPOBEPHTh MOJEb-
Hple MOTeHWHaJb Ans 3THX kaactepoB. Jag n=1 u X=
—He n Ar nouTH afeKBaTHOE OMHCaHHe 3JKCIepHMeHTa
jaeT npocTas MOJedb AaJbHONEACTBYIOWEro NOTeHIHana
onHako Aas X=Ar nposBisercs 3aMeTHHI BK.1aj KoM
foHeHTH, 0GYCJI0BeHIOf _nepenocoy -3apada. B, C. W
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“Randall W Walkh ih, ot 20,
Funaoloy Biseuss. Chem . Soe.,

\crenmp, /988, &S, /3-4/.
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UndpakpacHas CneKTPOCKOMHS TNOrJOLLEHHS,
komnaekcos COy—Ar. Infrared absorption  spectroscopy!
of CO,—Ar complexes / Sharpe S. W., Sheeks R., Wit-
tig C., Beaudet R. A.'// Chem. Phys. Lett.— 1988.— 151,
Ne 3.— C. 267—272.— Anra. :

MéToaoM CBepX3BYKOBOil CTPYH ¢ HCNOJb3OBaHHEM fie-|
pecrpanBaemoro anomuoro MK-nasepa mamepen xoneGa-
TeJbHO-BpalaT. CHekTp B 061 2345—2354 cm—! xomn-
nexca CO.,—Ar (I) mpu 8 K. Onpenenenn Bpawmar. no-
CTOSIHHBIE 1B OCHOBHOM M BO36YXIeHHOM KoaebaT. coc-
TosHHAX (v¢=0 u wv4=1), K-pHEC COMOCTaBJEHH C JHT.
NaHHEMH. PaccunTaHn reoMmeTpiy. mapaMetpn I B o6oux
COCTOSIHHSIX H TOKa3aHO, YTO KOMILIEKC JMeeT T-06pasnyio
cTpykTypy. OTMeueHO, YTO B YCJOBHAX MacC-CIeKTPOMeT-
puu. uamepennii (18—70 3B) moayuuts muk mas CO.Ar+
He ynanocb, OGCYXAeHH TNEPCNeKTHBH  HCMOJb30BaHHA
MeTojla A H3yueHHs Ap. caabux xommnaexkcos (CO.HBr,
COszS____urnp.)v._ : . | K-asapsmi‘




W W Wi92) /985

©109: 239598¢g ‘Infrared ‘absorption spectroscopy of. carbon’dic!
oxide-argon complexcs.:: Sharpe, S, W.; . Sheeks, R.; " Wittig,: C.;'.
Beaudet, R. A, (Dep. Chem., Yniv. Southern California, Los Angeles,!
CA 90089 USA). "Chem. Phys. Lett.. 1988; 151(3), 267-72.. (Eng).
The »4 ravibrational .band of COz-Ar at ~2350 ¢m-t (i.e. COz asym.
stretch) was recorded .in’ absorption at 8 K using’a tunable. diode
f laser,  Rotational consts! for both ve.= -0 -and--1. are: ‘similar, and
indicate a:T-sheped geometry, It was.not possible to ‘detect: this
[/ species’. masy .spectrometrically - (18-70 .eV- electrons),; indicating

C.A 1585 109, v a6
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3721 B1333.. O BpawaTeabHO-TPAHCASAUHOHHBIX ~ CMEKT-!
pax noraowenua nap He—CH,. Concerning the roto-!
translational absorption  spectra of He—CH, pairs.|
Taylor R. H., Borysow A, Frommhold L. «J. Mol
Spectrosc.», 1988, 129, Ne 1, 45—58 (aura.) i
BunoJHeH KBaHTOBOMEXaHHY.  pacyeT CHEKTPaJbHOro
npo¢uas HHAYUHPOBAHHOrO CTOJNKHOBEHHSIMH BpalaTe/b-
HO-TPAHCJISIU. CNEKTPa  TOIVIONIEHHS JUIS CMCCH ras3oB
He—CH: B nuanasoue 1-p 40—350 K. Pacyer uuayuu-
POBAHHOTO CTOJIKHOBEHHSMH CICKTPAa BHINOJHEH C, YYEeTOM
¢B0060IHO-CBOGOAHBIX, CBSI3aHHO-CBOGOAHBIX, CBSA3aHHO-
CBSI3aHHHIX H CBOGOAHO-CBSI3aHHLIX TEPEXON0B C BO3MOXK-
HHM 0Gpa3oBaHHEM BaH-Aep-BaaJbCOBHX AHMepoB. Ilpo-
BefCHO COMOCTaBJeHHE pAa3JHYHHX MoAeNbHHX I[IT B3au-
MOJefiCTBHS, H3 K-PHX HAHJYYIIHE pe3yNbTaTH NOJyye-
HH C JHchepcHOHHOM Mojeablo Xaprpi—®Poka. Pacyer-
Hbe CNEeKTPH B OCHOBHOM COIJIACYIOTCSl C 3KCNCPHM. NaH-
oM s He—CHy B nunanasone T-p 150—353 K.
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Yz / ol M- %0193 /588
/7Z /2 /) 109: 216344g Ab initio calculations of the potential-cnergy!

curves of the low-lying stntc.» of ucon carbide (NeC2*+), argon:

carbide (ArCz+), ncon oxide (NeO2+) and argon oxide (ArOz+).

Vincent, Mark A.; Hillier, Ian H. (Chem. Dep., Univ. Manchester,:

Manchester, UK Mi13 9PL) J. Chem. Soc., Faraday Trans. 2 1988,

84(8), 1229-36 (Eng). Ab initio calcns. including CI, have been'

carried out to predict the potential-encrgy curves of the low-lying|

// states of NeC2+, ArC2+, NeO2+ and ArO2+. The results are used to.
ﬂﬂmf ,( * discuss mass—spectrom"mc charge-stripping expts. carried out to!
}'Z/LZ/ [,”7 prep. an cheracterize th se dlcntlons, and are compured with

Wﬁ/&’ﬁ] fzzm/@@ /VM# %M”
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Pt ol - 304995 (950
/ [ F 5B1039. HeamnupuueckHe pacyernl KPMBBHIX NOTeHHH-!

; e aJbHOMi SHEPrHH HHU3KOAEKAWMX cocTosHuit NeC2+, ArC+,|
"57(- NeO2+ u ArO?*. Ab initio calculations of the potential-|

energy curves of the low-lying states of NeC?+, ArC?+,,

; Q NeO** and ArO?*+ [ Vincent M. A,, Hillier I, H. // J.,
/ Chem. Soc. Faraday Trans. Pt 2.— 1988.— 84, No 8|
C. 1229—1236.— A#ra. l

Merozom KoHQurypal. B3aHMONCHCTBHS ¢ y4eTOM OMHO- |

H ABYKPATHHX BO30YyXKAeHHiT MO OTHOIIEHHIO K HECKOJIbKHM |

HCXOAHBIM KOH(HIYpaUHSAM PacCYHTAHH MOTEHLHAJbHHE |

KPHBEIE HH3KOJCKAUIHX 3JEKTPOHHHX  COCTOSHHIT Houoa‘

NeC?t, ArC2+, NeQ2+ ArO?+, Hcnoab3oBan . 6a3uc |

C aHHBHX TayCcCOBHI Lt (1259pld)/[755p1d]l

na Ar u (10s6pld)/[6s3pld] na Ne, O u C. Ias CBf3aH- |

Vé{” : HEIX COCTOfIHHIl PAacCuHTaubl KoJeGaT. wactoTu. Ilomyyem|
Hble TOTEHUHAJbHEE KDHBHC COMOCTaBJEHH ¢ NaHHHIME.

NPCALICCTBOBABLIHX TOJNYIMIHPHY, olleHOK. IToTeHunanbhne|

kpuble cocrosunii X'Z+ n @l NeC* u ArC*+ uwmeior|

MHUHHMYMH, OTZEJCHHHE OT AHCCOLHALU. NpPeeJOB 3HayuT,|

N ‘S NOTeHUHANLHEMHI Gapbepami. IloTeHUHaNbHHe KpHBHIe Beex|
%,/ﬁg/g/ cocrostuit NeO?+ n ocHOBHOro cocrosmus X33— ArQz+i
YHCTO OTTaJKuBaTeabHne, Ha notenunansuoii kpupofi co-'



cTosiHus a'A ArO2+ muMeercs MHHHMYM H OCTaTOYHO BBICO-
KHil NOTeHUHaJbHHI! Gapbep, Ha OCHOBAaHHH 4ero CAeJaH
BHIBOZ, YTO B MAacC-CIEKTPOMCTPHY. 3KCMEpHMeHTe Ha6Jo-
nanoch, mMmenno coctosiie_a'A _ArO?+. A. A, Cadouos,

sKen
{cTBO!
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Z 4  3J152.  Heamnmphueckue pacuerh KPHBBIX NMOTEHUHANb-,
.14

HbIX SHEPrHii HH3KOJEXawHx cocTosHuii NeC2+, ArC2+)
NeO?* u ArO%. Ab initio calculations of the potential-i
energy curves of the low-lying states of NeC2+, ArC2+ !
NeO?+ and ArO* / Vincent Mark A., Hillier Ian H. /i
J. Chem. Soc. Faraday Trans. Pt2.— 1988.— 84, Ne 8.—
C. 1229—1236.— Aura. :

ITposenensi HeaMmuphu. pacuern KDHBHIX TNOTEHUHa/p-
HBIX SHEPrHil C yyeTOM B3aHMOZEliCTBHA KOHbHrypawuii.|
PesysbTaTel cpaBHHBAIOTCS ¢ AaHHHIMH NOJYSMNHPHY. pac-
VZ( »/] - ueros. Ilns NeC?* u ArC%+ kpusne X'S,+ u a®ll-coctog-

*HHil, paccuiTANAGie ¢ TIOMOLLBIO - STHX METOM0B, GJH3KH.
Onuako, aas '=+-coctosnuii TNOJYSMNHPHY, METOA npexacka-;
3bIBaeT GoJiee KOPOTKHe HJIHHEI CBsi3eii M Gosee BRICOKHe |
6apbepbl MO CPaBHEHHIO C HE3MMHpHY, pacyeramu. ng
NepBbIX BO30YXJEHHBIX COCTOSIHHI BEJIHYHHE Gapbepos,

}%nony,qaemue llBiMH meronami, Gausku. Opmaxo, J0ay3M. |

- Faa 7)
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TMHPHY. NMHHEL CBs3ell onsith Kopowe, wem NpH HeIMNHpHY, -
pacuerax. O6a Meroma me npupoasT x CYILECTBOBaHHIO
3HaUHTELHON MOTeHN. MBI A/ HH3KOJIXKALHX COCTOSHHII
NeO?+. B npornsononoxnocrs NOJNySMIHPHY. METOAy, He-
SMAMpHY. METOX  npeackaseiBaer s X3S—-cOCTOSHHS
ArO orcyTerBHe noTent, Mo, Ipenckasano, ognako, yto
corrosiine 'A mmeer 3HAYHTe/IbHBI Gapbep AJST AHMCCOLHA-
win. ITonyuennbie gannbe TNPHMEHAIOTCA AN HMHTepnpeTa-
ILHH SKCNepHMEHTOB N0 06pa3oBaHiio 2-3apANHBIX MOJEKY-
NAPHBIX HOHOB, S - LK
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Foenking fernot,
Koch Wo Yram et al.

o ﬁ/ @/Lem 1959,
93[9) 3Y10-18.
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1551020. HeammupkueckHii pacuer NOABHKHOCTH "Gt

(2P) n C* (*P) B reanu. Ab initio calculation of the mo-

bility of C+ (2P) and C+* (*P) in helium / Grice S. T.,'

‘Harland P. W., Maclagan R. G. A. R., Simpson R. A

// Int. J. Mass Spectrom. and Ion Process— 1989-—:

87, Ne 2— C. 181—186.— Anra. :

PaccunTannl MOTeHUHAABHHE KpPHBHE Baanmoneucmlm

nona C+ B cocrosuuax 2P u *P c atomom He B OCHOBHOM |

cocrosiini, orBeyatomue nony HeC+ B cocrosuusx 21,

23+ u ‘2" ‘I coorB. Pacuerm TNpOBE/IeHH ¢ MOMOMIBIO !

( [ /} . MHOrOYaCTHYHOl TEOPHH BO3MYILCHHIT Mennepa—l’lnecce-!
1 Ta 4-ro nopsiAka ¢ y4erom -1-, 2- H 4-KpaTHHIX BO36yxje-!
HHit B Gasnce CrpyNmHPOBAHHHIX TayccOBBHIX (¢-UHIT 6—

—3114-T'®(3df, 3pd). OnpeneneHs OCHOBHHE CIEKTPO-,

CKONHY. NOCTOsIHHHe, [lomyuennnle NOTeHHHANbHHE KPHBHE!

HCMONMb30BAHK VISl ONpE/ACTCHHS NMOABHXHOCTH HOHa Ct!

X /989, N 1S



‘B cocTostHHsAX 2P M 4P B re;MH C NOMOWIBIO JBYXTeMIle-
paTypHOit TeOpHH HOHHOro TpaHcnopra. ChelaH BHEBOA O
BO3MOXXHOCTH JIOCTaTOYHO TOYHOrO pacyeTa NOABHAKHOCTH
B TeJHH HOHA, COCTOSIHHe K-POro Koppeaupyer GoJee deM'
C OIHHM COCTOSIHHEM JBYXaTOMHOIl MOJIEKYJH, a TaKke
MOABHXKHOCTH HOHAa B BO3CYXJICHHHIX COCTOSHHSX, SKCIe-
PHM. onpepeJicHHE xpou 3aTPYAHCHO. A. A. Cadonos

B L S P
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111: 1047860 ‘The vibrational spectra of molecular ions isolated .
in solid ncon. I. Carbon dioxide ton(1+) and ion(l-). Jncu\._
Marilyn I, Thomp=on, Warren L5, (Mol Speetrose. Div., Natl, Inst. |
Stand, lcclmol (ulllh(‘l’bhlll" MD 20399 USA).  J. Chem. Phys.
138, 01(3), 1410-16 n*') When a Ne:CO: sample was |

) ‘l‘U\ll((l at ~5 I with n beam of Ne atoms that was exeited in a |

awave dischiarge, an absorption appeared «t 14217 em ), near the |

Wi-phaze band center for the antisvin, stretehing fund: \m' ntal () |
i COar, Tsotopic substitution studics support the assinment of his I

)L ahsorption to that fundmuental of € O2*, and an absorption at 1658.3 |
L Yo ey of CO»- In carlier studies of the charge lmn.,l'ur'

Dteraction of an alkali metal with GOz, this vibration of CO: was |
dy perturbed by cosrdination with the alkidi metal cation. The !

lhrc hold for clv(lrnn plmwdclnchmvnt from COz- was obsd. in the |
visible spectral region. Evidence was obtained for the stabilization of

';hcﬁO:C..ﬁ.‘O_CQ:WQIA ster av
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9b1318. HndpakpacHas cnekTpocKonHs B cndGonHoﬁ'
cTpye BaHIepBaaibcoBoro  Kommiekca CoH,:Ar / Ohshi-‘|

‘ma Y., Matsumoto Y., Takami M., Kuchitsu K. // P3pnza!

Karaky ksukio=Laser Sci. Prog. Rept IPCR.— 1989
Ne 11.— C. 7—9.— $In.; pes. anra. :

Ha HK-cnekTpoMerpe C HCMOJIb30BaHHEM CBEPX3BYKOBOX'
ctpyn B 06s. uactorT ' 728,4—734,9 cM-! ¢ TOYHOCTBIO,
0,003 cm-! mn3aMepen KoseGaTeJbHO-BpamIAT, CIEKTD - BaH-|
aeppaasbcoBoro Kommiaekca CoHy-Ar. WK-cmektp B6apan
nosoct ve MoHoMepa C,Hp oTHECeH Kk aByM Mopay pe.
IVIOCKHX H ‘IJIOCKHX H3THOHEIX KONeGaHHit MoJeK. Komp.!
JeKca € 4aCTOTaMH,  COOTB.,,  730,6814(30)
730,6608 (30) cM~l. AHanu3 Bpamar. CTPYKTYPH  moJoc’
BHIIOJIHEH C YY€TOM KBAPTHYHOTO LEHTPOGEKHOrO HeKaxe-
s W KOPHOJIHCOBA B3aHMOAEHCTBHS MEXAY IBYMA Mo-.
namu. Ctpyktypa Kommiekca umeer T-o6pasiyio dopmy ¢
paccTOSHHEM MEXJy UEHTPAaMH Macc (parMenToB oxono
4,04 A. TMonyueHHne De3yJbTaTH COIJACylOTCA C I/]K-uaﬂ.;
HBIMH AJ151 Pollcae"'_“a’?‘_ KOMINJIEKCOB. C-,ﬂ-_Myp;HH'



LA gy 30878 1997

{ 111: 183334q Pulsed-nozzle Fourier-transform microwave |
spectroscopy of acetylene-argon (C:H2.Ar) complex, Ohshima,!
Yasuhiro; lida, Minoru; Endo, Yasuki (Coll. Arts Sci., Univ. Tokyo,‘j
Tokyo, Japan 153). Chem. Phys. Lett. 1989, 161(3), 202-6 (Eng).|
The rotational spectrum of CeHz.Ar was studied by pulsed-nozzle
Fourier-transform microwave spectroscopy. The complex has Ca
symmetry. The Ar atom is located 4.04 A from the center of mass of
C.Hy; the distance between the adjacent Ar and C atoms is 0.7 A

larger than that expressed from the van der Waals contact. The

/L extremely low van der Waals bending frequency (=9 cm-1) estd. from
J anal. of the centrifugal distortion consts. indicates small anisotropy'

(! /) in the intermol. potential of this complex. . .

Ce/]'/,%og; __{_/'{, IVa?zAO
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Lleverth Colloguiun On Kigh
Resolution Alolectlor dpectho-
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=" 6 B1509.  MukpoBoHOBLIiT cnexTp, CTPYKTYpPa H 3jeK-
TPHYECKHI AHNONBHBIN  MomenT Ar—CH,0H. Microwave,
spectrum, structure, and electric dipole moment of|
Ar—CH;30H / Suenram R..D., Lovas F. J., Fraser G. T.,i
Gillies J. Z., Gillies C. W., Onda M. // J. ‘Mol. Spectrosc.
—1989.— 137, 'Ne 1.— C. 127—137.— Anra. !

Ha Mukposoanosom (MB) ¢ypbe-cnekTpomerpe ¢ HM-{
NyJbCHBEIM "cOMIOM B o6aactH vyacror 7—23 [Ty ¢ TOY;
HOCTbIO OKOJO 4 KIIl MaMepeHn Bpawar. cneKTphl Tpex|
H30TOMHY. ° 00pasuoB  BaHIEPBAaJbCOBOrO0  KOMIIEKca
Ar—CH3;0OH (1), Ar—CD;OH u Ar—“3CH,0H g ocos-!
HOM W TPCX BO30YKAECHHBIX KONeGAT COCTOAHMAX, Ananus!
MB-cneKTpoB B OCHOBHOM COCTOSIHHH BBHINOJHEH C HCIOJb- |
30BAHHEM raMHJbTOHHaHAa YoTcoHa B A-peayKuum. Bpa-,
AT, MOCTOHHbIC | B OCHOBHOM COCTOSHHH paBibl B MI)
A=25468,821(4), B=2084,42(2), C=192846(2). Onpe..



ZeJleHbl KOMIOHEHTbl AHMONBHOrO MOMEHTa g = 1,076 (2) D;
ne=1065(5) D, n.=0,23(29) D u noaubiii AHMOJbHBIX
mMoment p==1,631(15) D. ITonyyeHnnie MB-mannbie oTHe-
CeHbl K KoMmiaekcy T-oGpa3noii ¢GopMBl C paccTOsiHHEM
Mexay uextpamu Macc Ar u CH3;OH 3,684(14) A. Bos-.
Oy jcHHBIe KOJeGaT. COCTOSIHHS OTHECEHbl K TYHHEJbHBIM
COCTOSIHHSIM, CBfI3aHHBIM C COCTOSIHHSIMH BHYTPEeHHEro Bpa-
[uenns B_cBo6oaHom ¢parmentre CHyOH. C. H, Mypsun
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1 111:'143122n 'Microwave spectrum,:structure,. and clectric
dipole moment of argon-methanol.” Suenram,'R. D.; ‘Lovas, F. J.;
Fraser, G. T.; " Gillics, J. Z.; - Gillies, C. W.; ' Onda, M.* (Natl. Inst.
Stand. Technol., Gaithersburg, MD 20899. USA).- J.-Mol.:Spectrosc,
1982, - 137(1), 127-37 (E]r:f:). "Microwave “spectra of  Ar~-McOH,
‘Ar-CD3OH, and Ar-1"CH30H were measured between 7 and 25 GHz'
using - apulscd-nozzle Fourier transform microwave spectrometer.!
Two tunneling states- were obsd. ‘which corrclate to.the A and E.
internal-rotor states of free McOH. For the lowcst cnergy A ‘state,!
a- and b-type spectra were . assigned ‘and fit to ‘an asym.-top|
Hamiltonian, giving A = 25,468.821(4) MHz, B = 2084.42(2) MHz, Ci
= 1028.46(2) MHz, & = 21.90(2) kHz, Ayk-='371.7(1) kHz, 8¢ =!
'474(10) kHz, 6y = 1.61(8) kHz, and hx-= 10.1(8) kHz for Ar~-McOH.!
The elec.~dipole-moment components, ua and ps; were detd. by Stark:
effect as 1.079(1) and 1.069(5)-D, rcsp. - The Stark-effect. results and
the absence of c-type transition indicate that K/i ~ 0.+The structure’
of the complex is T-shaped with an- Ar to MeOH .center—of-mass
sepn. of 3.684(14) A. . The incrtial-defect, A -= -0.2347 u A?, ig’
surprisingly small-and suggests that'the MeOH unit is - internally
rotating against the Ar. This is in addn. to the internal rotation of,
the Me group against the OH top. Finally, a no. of transitions were
obsd. which do not appear to’fit an asym.-top Hamiltonian.” These

are assigned to an F tunncling state of the complex. =~ '+ ...
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111: 86450h Prediction of the infrarcd spectrum for the'
ncon-cthylene van der Waals complex. Tiller, A. R.; Pcet, A. C.i
Clary, D. C. (Univ. Chem. Lab., Cambridge, UK CB2 1EW). J..
Chem. Phys. 1989, 91(2), 1079-91 (Eng). The van der Waals states
of Ne-CaHy for J <10 were caled. with CzHy in hoth its ground and
v1 excited vibrational states. The method involves sepn. of the van
der Waals bending motions from the stretching motions and Cablg
vibrations. The IR spectrum of the complex is ;)rcdictcd in the
region of the CoHy w7 vibrational mode, and the results were

v compared with the caled. spectrum of free Colli.  The effect of
ignoring off-diagonal Coriolis terms (which mix together different K
states) in the ch(;zl_l_a Hamiltonian was investizated.
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