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J{’f‘f /%fc/ 84: 65552k Elastic and nonclastic cross sections for metns=

table argon(3P) + hydrogen hromide(X!X). Fraites, James L.
Winicur, Danicl H. (Chem. Dcp., Univ. Notre Dame, Notre
Dame, Indiana). J. Chem. Phys. 1976, 64(1), 89-94 (Ing).
The energy dependence of the differential scattering of metastable
Ar(P) by ground state HBr(X1X) was studied at 4 rclative
kinetic encrgies from 60-160 meV over an angular range of 4-120
deg e.m. The position and curvature of rainbow maxima, which!
aro obsd. at cach energy, are used to obtain Lennard-Jones
(12,6) potential parameters. The position of the min. rm = 4.44
£0.08 A is the same as that for K + HBr, and the well depth, .
=959 + 1.1 meV, is about 4% larger than (K + HBr). The|
_scattered intensity shows a distinct falloff at large nnglog}
compared to that expected for clastically-scattered Kr‘. This:
depletion, caused by quenching of Ar®, is analyzed in terms of an;
‘optical model to det. the threshold and energy dependence of the'
?uenching cross section. The nonelastic cross section increases,
rom a threshold of 25 meV to a nearly const. value of 41 A2 m_‘

160 meV. The optical analysis predicts a max. of 42.5 A2 at 215

meV,

1. 197%. 5ws0 @
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Av //gf& Onries 938Y /980
17 B249.  Bpamwarteabhble CNEKTPbl H CTPYKTypa BaH=-|
| AEPBAAILCOBLIX  KOMIIIEKCOB. I. Aproy— 6pomua BO opo-‘
a, Jackson K. C, Langrxdge Smith P. ﬁ R.,
Moward B. J. The rotational spectra and structure of
‘\'(/ n der Waals complexes. I. Argon—hydrogen bromi- '
\9. «Mol. Phys.», 1980, 39, Ne 4, 817—838 (aura.) \
MeTo/1I0M 3JIEKTPHY. pe30HaHCca B MoJeK. nyqxe c pa- N\
JIHOYACTOTHBIM ~ H3JyyeHHEM B 06JacTH OT \
V‘{/ A . 180 Mru u MB-uanyuenueMm B oGiaacti ot 1,8 1o 40 I‘ru |
uaMepennl MB- u PY-lTapkoBcKHe  CHeKTPH qe'rupex[
H3otonuy.  o6pasuos c1abo  CBA3QHHBIX BaH-aep- \
paanbcoBbix  Kommiaekcons  Ar-H™Br(l), Ar- H“Br(ll) \
Ar-DBr(I1I) u Ar-D®Br(IV) B ocnoBHOM honeda-: (
TeJIbHOM COCTOSIHHH. AHa/H3 CNEKTPOB BBHIMOJHEH ¢ _yue- |

©
AL 198D N [




ToM addexra Illrapka, 3(¢pexToB HEHTPOGEIKHOrO HCKa- |
JXEHHS M KBajApYyNOJAbHOrO B3aHMOAEMCTBHS. Oas 1, 11,
JII u 1V, coors., Bpauare/bibie  HOCTOSHHLIC —pABHLE
v(B Mrn) Bo=1106.67096825), 1097,58176 (24),
; 1087,50889(51) = 1078,59384 (49), mNOCTOSIHHEIE LEHTPO-
‘6ex<uoro HCKaXKeHHss — (B KrH) D;=12,462(14),
12,269(15), 8,516(78) u 8,428(76), mocrosunbe KBaapy-
noabiaro p3anmopeiicTua  aas Br— (B Mru) (eQq) =
=173,2257(32), 144,8081(28), 276,2235 (53) 1 230,8766(53),
W AumosbHEE  MomenT — p=0,57417(40), 0,57241(34),
0,75633(32) u 0,75630(29) D. Tloayueinrie AakHbie co-
riacyloTcsi C JIHHEHHOI paBHOBeCHOI KoHburypanuei
KoMmaekca, OBCyz/eHa CTPYKTypa KOMIJeKca B BO3Gyik-
JCHHBIX KOJIeGaTeNbHBIX COCTOSHHAX. C. H. Mypaur,
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93: 57500n The rotational spectra and structurc of van
der Waals complexes. I. Argon-hydrogen bromide. Jackson,

Keith C.; Laugridge-Smith, Patrick R. R.; Howard, Btian J.|

(Phys. Chem. Lab., Oxford Univ., Oxford, Engl. OX1 3QZ). Mol.
Phys. 1980, 39(4), 817-38 (Eng). The microwave and
radio-frequency Stark specctra of the isotopic species of the
weakly bonded complex Ar-H?Br, Ar-H8!Br, Ar-D"Br, and
Ar-D91Br were detd. using mol. beam elec. resonance spectroscopy.
The rotational, centrifugal distortion, and quadrupole coupling
consts. and the dipole moments were detd. for each isotopic

species. The centrifugal distortion of the Br quadrupole'

coupling consts. was also detd.. The results are consistent with a
linear equil. geometry with an at. arrangement ArHBr.. The

vibrationally averaged structure of the complex is nonlinecar due

to the large-amplitude zero-point motion of the H atom. The

|

3
N
N

|

relation between the spectroscopic. consts. and the intemctioﬂ&

potential between Ar and HEr is discussed.

® -85
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92: 206433b Rotational spectra and molecular structures
of argon hydrogen bromide (ArlIBr) and krypton hydrogen
bromide (KrHBr). Keenan, M. R.; Campbell, E. J.; Balle, T.
J.; Buxton, L. W.; Minton, T K.; Soper, P. D.; Flygare, W. H.
(Noyes Chem. Lab., Univ, Illi+ i, Ur[);.nn. 1L, 61801 USA). .J.
Chem. Phys. 1987, T..uy, 3G:0-80 (Eng). Rotational spectra
were obsd. for 4 isotopes of ArHIBr and ArDBr and 8 isotopes of
KrHBr and KrDBr usin[z a Fabry-Perot Fourier transform
spectrometer with a pulsed supersonic nozzle as the mol. source.
The rotational consts. in the ground vibrational state Bo, with
their centrifugal distortions, ., as well as Br nuclear quadrupole
coupling consts., xa, are given. In addn., an important centrifugal
distortion of the Br quadrupole coupling const., Dy, an indicator
of the coupling between the radial and angular potentials, ig
give « for ArHBr and KrHBr. ‘The Br spin-rotation interaction,
¢, in ArHBr was also obtained. The mol. structures are
consistent with a linear equil. geometry with the H(D) atom
located between Br and the rare ras atoms.  The complexes
undergo large amplitude vibrations, and ests. of the bending apd
stretching force consts. and frequencies are given, By combinine
the bending, stretching, and their coupling the harmonie I)cnding
and stretching force consts. (ka and k) and 6/12 Lennard-Jones
yotential parameters (¢ and R.) for ArHCI, KrHCl, ArHBr, nnd
i(rHBr are obtained. o
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L 22 B218. Aerama're:inue CNEKTPHl M MOJIEKYJsipHble
crpyktypet ArHBr u KrHBr. Keenan M. R, Camp-

/5"{//45% bell E. J, Balle T. J, Buxton L. W. Min.
) ton T. K, Soper P. D, Flygare W. H. Rotational
spectra and molecular structures of ArHBr. and KrHBr.

«J. Chem. Phys.», 1980, 72, ¥ 5, 3070—3080 (amra) !

Ha  ¢ypoe-criextpomerpe ™ 3% oGnacti  MacTor — 8,0—
! 12,4 I'rx ¢ ch0nb303aunem'nm‘g¥om- PX3BYKOBOro

£0/i/ /. MOJeK. MyuKa H3MepeHH Bpaina e pu 4 H30TO-
"&'/'()I&{Z:/ nuy. obpasuos: ArHBr, ArH7Br 3 ArH®Br (II), Ar-|
&7’/?/,6/ ¢ #Br (III), ArD®Br (1V), u 8 n3goronny. oGpasuop Kr-'
/ ,ﬁBr, 82KrH™Br (V), $4KrH?™Br (VI), &KrH8!Br (VII),,

' 8ReHSBr (VII), SKeHYBr (IX), KrHSBr (X), 8iKp. |

/7 . D™Br (XI) n ®KrD®Kr (XII), B ocnosHOM koneGarens. |
HOM COCTOSIHHH. AHANH3 CHEKTPOB BLITOJHEH C yueTom 3p-

(ERTOB LEHTPOGEKHOTO HCKakeHHs, Br-saepnoro KBazapy-
4
(@ 7) zfg

HOJBHOTO  B3auMofelicTBHA 1 Br-cmmu-spamarensioro

e T P

B2~ N ~E54p

A0 /90w RR




sBaauMogencreua. Has I—XIT coors. aTesbHble 1vU-
crosiuune pasHel (B cM~') * 1106,66951(17), 1097,58109-
(15), 1087,50889(27), 1078,59315(22 , 692,31400(14),
684,22952(15), 676,51549(36), 683,71030(41), 675,62442-,
(14)5+667,91018(13), 675,84862(14) n 667,40217(20). B
npezmo.nomm, YTO BCE' CTPYKTYPHHE H SJCKTPOHHEHIE
-Ba HBr coxpansiorcst Ges namenenuii mpi oGpasosammn
MIJICKCOB, ONpejeseHsl . KoJefaTeJbHO  YCPCAHCHHBIE
pykrypw ArHBr u KrHBr. Hccienosana BHYTpeHHsIS
ZMHAMAKA KOMIJIEKCOB H HX papnoBecHbie CTPYKTYpui Ilpm -\
¥ HCIOMb30BAHAH MOJAEJBHOTO INOTCHIHAAA ONPEAC/ICHLI CH-

' JIOBHE NOCTOSIHHBIE H 4acTOTH Aed. KOJ. KOMIICKCOB. :
. - : C. H. Mypaun
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12 J1455. BpawareabHble crniekTpsl M MOJAEKYAspHA
cTPYKTYPa ArHBr n KrHBr. Rotational spectra and mole(
cular structures of ArHBr and KrHBr. Keenan M. R,
Campbell E. J. Balle T. J, Buxton L. W, Min- |

K, Soper P. D, Flygare W. H. «J. Chem
Phys.», 1980, 72, Ne 5, 3070—3080 (aura.)

[TosnyueHH ppallaTe/bHbe clieKTpHl UeTHpeX KOMIJEKCOB
ArHBr # ArDBr ¢ paanumu.nsoronamn 6poMa H BOCEMb
KOMILJICKCOB KrHBr u KrDBr pasHEIMH H30TOTIAMH Kr
s o6aactn 8—12,4 [ru. KoMIJEKCH CO3AaBadich B sivef-
ke ®aGpu — Iepo MHKpOBOJIH. cnekTpomerpa ¢ npeobpa- \

1
\

i

sopannem Pyppe € NOMOLILBIO caepxsayxoaoﬁ CTpyH ¢
TpaHC/SIHOHHO H Bpamare.nbuoﬁ T-pO¥t. MOJICKY.IIPHOTO
nyuka ~1° K. ITpusesens 4acToTH BpaLLATEIbHBIX NEpexo-
nos C paapemeuﬂoﬁ Knanpyno.nbﬂoﬁ CTPYKTYpO#i, onpene-
JeHHBle C TOUHOCTDHIO 10 kru. Jasi. BceX H3YHCHHHX |

L )



KOMIUIEKCOB Olpejie/ieHh BpaulaTelbHBe NOCTOSHHEIE, KOH-

HTH LEHTPOGEKHOrO pacTSKEHHS H KBaApyNoJbHOro
PacCIlenJieHHst H KOHCTAHTH BJIHSAHHS LEHTPOGEKHOro pa-
CTAXKEeHHS Ha KBaAPYNOJbHble B3aHMOAEHCTBHA. YCTaHOBJe-
HO, YTO paBHOBECHasi CTPYKTypa KOMIIEKCOB JHHefiHas ¢
atomoM H nocepenune, oaHako H3-3a Bo3Gyxienus ned.
Kos. atoM H cMmewen ¢ ocu. ITo Beanunne kBaapyno.sHoro
pacllen/ieHusi onpeseseHs YacTOTH KOJeGaHHM B KOMIJex-
ce. CooTBETCTBYIOLHE HM CHJOBEIE MOCTOSHHHE CBA3aHH C
norenuHasom Jlennapa-JlxKoHca, ONHCHBAIOUWHM MexMoJle-

KyJIspHEE nsamoneﬁc;nﬁaélo}r{pﬁxgﬂei;g };lé;l)ax}w{?ggr.sﬁzg
orenuuana aas map ArHCI, ArHDr, ) s
Ié:lyqal; ArHBr ompejieieHbl KOHCTaHTH anH‘BpamaTeI.c‘huo.
. ro’ naaumoneficreust. Bubn. 13. Lok
TP
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—6 14987 Cnekrpockonuueckue uccjl_gggwu_ MexMoJe-

KyASIDHBIX  B3AMMOJEHCTBHH B _MOJEKYASIPHBIX ny4Kax.

Molecular-beam ~spectroscopic studies™ of infermolecular

interactions. Howard Brian J. «Faraday Discuss.

Chem. Soc.», 1981, Ne 71, 23—29 (aura.) i

Mero0M pe30HAHCHO MEKTPHY. CICKTPOCKONHH HcCJe-|

uém M 0 Jl0BaHa CTPYKTypa H JMHAMHKAa  BaH-Jep-BaajbCOBCKHX|

. +KOMIUIGKCOB aTOMOB MHEPTHBIX [a30B H TaJIOreHOBOJOPO-:
6 = J10B, 00pasyloLHXCs B CBEPX3BYKOBOil CTpye. Ananusupys
] CZLM,(,OgeLee/ S BOSMOXKHOCTH METO/HKH, aBTOPHl OTMEUAIOT, YTO OHa 103- |

BOJISIET TOJYyYaTb 3HaYeHHs BPAUlATEILHHX MOCTOSHHBIX -

g M . UEHTPOGEKHOrO PacCTSKEHHs BENHYHH SJIEKTPHUECKHX AH-!
MOJNLHLIX MOMEHTOB H KOHCTAHT KB3JPyNOJbHOrO B3aHMO-!

AeficTBus AAa sigep ¢ MomentoM J>I1. B ocuose mpume-

W%[ZX HeHHOIl . METOJMKH JIeXKHT INPHHIMI PErHCTPaiH OTKJIOHe- |
HHSL MOJIEKYJSPHOTO TyyKka, TIPeBAPHTENbHO ciokycupo- |

BAHHOTO B HEOAHOPOIHOM 3JIGKTPHU. TIOJIe¢ Ha BXOAHYIO |

P /o4 L VO




l1e/b MACC-CIEKTPOMETPa, ~ TPOHCXOMSIIEro  BEACACTBIC
NorJIOWeH st MHKPOBOJH. H3Jydenus. BoamoxiocTi Mero-
AHWKH TpOWLTIOCTPHPOBAHEL Ha NpHMepe ONpejejciiis MO-.
TeHI. NOBEPXHOCTEll, XapaKTEpH3ylouX CcBA3L B KOMIIJIeK- |
cax ArDBr, KrHCI u KrDCl. Bu6a. 17. M. T.
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710 B1000. - Mccnenosannsi MEXMOJAEKYJsiPHBIX B3aHMO-|
JeifcTBHIl NMPH TNOMOLIH MOJEKYJsIPHO Ny4KOBOii CMEKTPO-
ckomun. Howard Brian J. Molecular-beam spectrosco-,
ic - studies of intermolecular interactions. «Faraday:
pDiscuss. Chem. Soc.», 1981, Ne 71, 23—29 - (aur..) |

Wpu H CB-B BaH-Aep-Baalb-
(t ( . ” /w —monexya_ArDBr, KrHCl n KrDCl smeronamn peso-
‘} MMHCHO“ CNeKTPOCKONHH B MOJIEK. NmyuKax. Ha ocuose mo-,
IVYEHHBIX JaHHBX O BPallaTeJbHHIX CIEKTPaX MOCTPOGHH
WW 'l"?n MOTCHIHAMLHOf SHEPLHH IS ITHX  MOJEKY.. '
3 kil 3 e JI. 10. Pycun;

2]

‘

X, /1984, 19, N /0O,
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5 1355. [loBeaenne AMMoabHOI aaroxoppenﬂuuonuoﬁf
<pyHKUHH TPH MaJbIX BPEMEHAX M CMEKTPbl  MOMVIOWCHHS
Mosekyaspubix rasos. Short time behavior of the dipole!
autocorrelation function and molecular gases absorption|
spectrum. Boulet C, Robert D. «J. Chem. Phys.»,:
1982, 77, Ne 9, 4288—4299 (amra.) ;

Paspurta Teopus, NO3BOJIAIONIAS BBLIYNCAAT KOHTYP pa-,
AHALHOHHON JIMHHH HCXOAS H3 MEMKMOJIEKYJSPHOrO MOTCH-!
uHana A5 MHOrOATOMHBIX MOJEKYJIAPHBIX cictem. [loay-
YeHbl aHAMHTHY. BBIPAXKCHUS ANST JAHNONBHON aBTOKOppe-.
JSAUHOHHON G-UHH H AN pacnpeiesieHHsT HHTCHCHBHOCTH BO,
BceM KoHType. [IpHBeAcHBI TpPHMEPHl UICJCHHOrO pacuera
xhopMbl KoJeGaTeNbHO-BpalIATeNbHLIX JHHKI aast HCl—Ar,!
HCl—Xe u CO,—Ar. CpaBHeHlie ¢ Pe3yibTaTaMH TOUNON
“TEOpHII MOKa3bIBaeT CMPaBeIHBOCT NPHHATEIX MNpHGAH-
JKeHHuii, pH 3TOM BpeMs, HEOGXOAHMOe ISl pacuera KOHTY-!
pa JIHHHH B C/yuae BO3MYLIEHHBIX MHOrOATOMHLIX MOJeKy.,!
"CHIKaeTcss Ha aABa nopsaka. BuGa. 39. E. IN. Cmupuos!

W
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S\ 3J1129. Bpamarteavnusit adgpext 3eemana B ArHBr.|
, HTEPNPETalHsi BPAUATENbHBIX 3€eMaHOBCKHX ﬁ‘apamer-,
OB JJsi KOMIMJEKCOB HWHEPTHBIX ra3oB C TajOreHHJAaMH |

sopopona. The rotational Zeeman effect in ArHBr. An{
interpretation of the rotational Zeeman parameters in

rare gas hydrogen halide complexes. Read W. G,

Campbell E. J. «J. Chem. Phys.», 1983, 79, Ne 4,

1669—1677 (aura.) !

MetonoM HMNyAbCHOM (Dyphbe-CIEeKTPOCKOMHH € HCMOJb-,

3oBanneM siueitkH @daGpu—Ilepo, noMemenHoit B mosocTs!

,é{ . ” CBEPXNPOBO/SILIEr0 COJNCHOHAA, HCCIENOBAaH BPallaTeNbHblii|
: spPekr 3eeMaHa B BaN-AeP-BAaNLCOBOM  KOMIJeKce|

ArHBr. Ha ocHoBanHH CNCKTPOB DAacCYHTAaHBHl  Bpama-i

TEJbHHI MAarHHTHHI JHNONLHHIA MOMEHT, aHH30TpOmHs'

MarH. BOCTPHHMYHBOCTH H KOHCTAaHTa SKPAHHPOBAHHS /S

atoMa Gpoma. HMcmonpsoBamnble TpH pacueTax yp-Hus,!

CBSI3LIBAIONIHE MOJICKYJISIPHBIE 3€EMaHOBCKHe MAapaMeTpH ¢!

XapaKTEPHCTHKAMH _COCTABJSIOWINX KOMIJIEKCA, BHIBENCHH |

h,/98Y, 18, ~3




Ha OCHOBAaHHH IOJIHOrO AHHAMHY. MOJIEKYJSIPHOrO TraMHJb-,
ToHHaHa. [TokasaHo, uyro BpaulaTeJbHBI MAarHHTHBIA MIH-;
NOJBHBIT MOMEHT MOXeT SIBJASITHCSI MEpPOfi KOPHOJHCOBOTO
B3aHMOfeficTBHS B KoMmjaekce. Ilocse HCKAIOYeHHST M3
3eeMaHOBCKHX TNapaMeTpPoB BKJafa, OOYCJNOBJEHHOTO KO-

DHOHCOBLIM B3aHMOJEHCTBHEM, BHMHC/ICH KBAAPYNOMbHHI
MOMEHT KoMmJekca. bu6a. 30. E. TI. Cmupnos,

\

-
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+ 3B1377. Bpamarteabnblit adexr 3eemana B ArHBr:
MHTEpNpPETauus BPaLATENbHBLIX 3€eMaHOBCKHX TNapaMeTpoB
B KOMmjiekcax OJaropoiHbiX rasos C ranoreusonoponamgl

Aoty

7

The rotational Zeeman effect in ArHBr: An interpretal.
tion of the rotational Zeeman parameters in rare ga
hydrogen halide complexes. Read W. G, Camp-|
bell E. J. «J.- Chem. Phys.», 1983, 79, Ne 4, 1669—1677
(anra.

I/Isyl)xeu Bpamateablbiii_sddekT 3eeMana B BaH-1ep-Ba-
anbcopoit Mosexkysie ArHBr meromoMm umnyabcsoit  MB-
(ypbe-CreKTPOCKONHH C PE30HATOPOM ®abpu—TIlepo, mo-
MCIICHHOM BO BHYTpEHHEM KaHaJe CBEPXNMPOBOAALIEro Mar-
HHTHOrO coseHoMaa. OmpeleseHbl BpallaTebHBI JIHIONb-
HBIfl MOMEHT, aHH30TPOMHS MarHHTHON BOCTPHHMYHBOCTH H
o6beMHAA KOHCTAHTA SKPAaHHPOBAHHA OpOMa; COOTB-LIHE,
anavennst ns ArH™Br cocrasasior: g1 =0,00020(5), ¥—|
—y 1 =—0,13(9) - 10-? Mrw/T'c?, opr=4000 (2000) wtan. n.

X /98Y, 19, N3 et

A1



W3 nonxoro nHHaMHY. MOJIeK. FaMHJBTOHHaHA BBIBEJCHbI
Yp-HHsI, ONHCHLIBAIOLIHE YyKa3aHHBIE MOJIEK. 3CeMaHOBCKHE'
napaMeTpol B TEpPMHHAX CB-B MapTHePOB Kommiekca. ITo-!
Ka3aHo, YTO BpallaTeabHasl g-BeJHUNHA SIBASICTCS YYBCTBH-|
TeNbHOH Mepoil CTeneHH KOPHOJIHCOBA B3aHMOMACHCTBHS B?
Komnaekce. Kpaapynoabusit Mmoment Qy ans ArHBr Haii-,
ned pasubiMm +0,5(6) DA no cpasuennio ¢ useecnmml

3HavyeHHIMH —3,1 H —1,2 JIJm ArHF u ArHCL
B. B. Paccallml

¢
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" 99: 96115) The rotational Zeeman effect in argon hydrogen

bromide (ArHBr): An interpretation of the rotational Zeeman

parameters in rare gas hydrogen halide complexes. Read, W.

G.; Camgbell, E. J. (Noyes Chem. Lab., Univ. Illinois, Urbana, IL

61801 USA). J. Chem. Phys. 1983, 79(4), 1669-77 (Eng).

The rotational Zeeman effect in the ArHBr van der Waals mol. was

studyed by using the method of pulsed Fourier transform microwave!

spectroscopy carried out in Fabry-perot cavity located in the bore of

ﬂ[{,{@”} . a superconducting magnetic solenoid. The rotational magnetic dipole
moment, magnetic susceptibility anisotropy, and Br bulk shielding

W/’m ﬂ%ccnst. were. detd. The values for ArH™Br are: g, = 0.00020(5),

xi-xL = -0.13(9) X 10-® MHz{GI, and oBr = 4000(2000) ppm. The

. equations describing these mol. Zeeman parameters in terms of the
M a C’W )r?npe,nlqu of the eonatituent subunita Mp the eomplex were detived
- rom the full dynamic mol. Hamiltonian. The rotational g value is a

Uua /)) . sensitive measure of the degree of Coriolis coupling in the complex.;
The mol. quadrupole moment of ArHBr was caled. |

@
e.A 1983, 99,5 /2
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Hunamnka peakunii H 9pdeKT KJIETKH * B
mukpoknacrepax BroAr,. Reaction dynamics and the cage,
effect in microclusters of BrAr,. Amar -F. G, Ber-!
ne B. J. «J. Phys. Chem.», 1984, 88, Ne 26, 6720—6727
(anra.) ' ' ) e

Merogami MONeK. AHHAMHKH HCCJICAOBAHH p-LHH q>oro-§|
JAHCCOUHAUHH M pekoMOHHauuH Br, B apronoBmx KJacre-,
pax: BroArp—BriArm+Br:—iAr+ (n—m—I)Ar (i=0, 1,
2). Ipeanonaraercsl, 4T0 B HAYaJbHOM COCTOSHHH BroAr,
HAXONHTCA B HEBO3GYXJAECHHOM COCTOSHHH, 3aTeM NPOHCXO-
ZMT BO30yXKJeHHE B Bepxice BHOPOHHOE. COCTOsSHHE NOX
NefiCTBHEM J1a3ePHOTO M3JYYEeHHS H 3aTeM TPaeKTOPHBIMH
MCTOAaMH MPOCEKHBAIOTCS P-LHH Anccounaunu Bry ¢ yye-
TOM H Ge3 yuera BHXOAA 3a IPAaHHUBl KJacTepa, nepeaaun,
3HepruH ot Brz knacrepy Arn, clefCTBHEM ‘uero M. 6. HC-|
napente aToMoB Ar, peKOMGHHAUHH pafnKanoB Br sa cuer

\X-/QXJT_/_Q,N/Q



nepeceucHHsi 3JMEKTPOHHBIX TepMoB. [Ipeanoaaraercs, uTo
YHCJIO aTOMOB B apro#OBOM KJACTEPe MOXKET H3MeHSTbCS.|'
[MoTenunanbupe KpHBLIC MOJIEKY/b Brp onncansl QpyHKuHA-
MH Tina Mopae C SKCNEpHM. 3HAUCHHSMH NapaMeTpoB, mo-
TEHIHAJbHBlE KpHBBIE JJIs1 ' B3auMmopeiicTBuit Ar—Ar- n
Br—Ar-dyukunsamu Jlennapa- II)Kouca. Onucana npoueny-
pa BbIOOpa HayaJbHBIX YCJIOBHII HHTErPHPOBAHHA TPAEKTO-
puit. JJana HHTepnperauus _pe3y/IbTaTOB MO OTHOWIEHHIO KaK|
‘K _TasoBoif, TaK H KHAKOH ¢ase. A. B. Hemyxun



Do oA 0

g 5/ el ol .

FRf UL, %ffi /Dﬁ% /980
/JZZZ"’%ZW? : /00 N % 4, %/ _

SRLLEN
'®



0N AN R 1985
Bewnstecn &5 Wovmbhound .,

g[‘%g/ﬂ /Oégd 1945, Sk, W ///

Ys04-4808 |
i/)@aézw’w/ég of tihe gof /zg/flw-—
fe/z halide ® comp o XEs



Az (D)5 /988
Butarncn M. 0.,
Butyeher V.0, 2a)

o Chom  Phys sttt 1958
WAL BNES 13/—0235"

[w ﬁ’z KZF ///)




I 0352) /999
i Kpaerot Z.¢C.,

C/Oé/ et et lo M B, y

. OHUUTIXUM .

nen. N 3%5-X11-56,
(el5) 'Ze/b/ﬂ@/ac[é /995




N Y/ MY Y
/Q/)M/vwé K.C.,

Prrecennertto M-B.,
. OHUHTIXUM -

Nen. v 395-41-86
(Ué/w}g) ‘Z@/?/w/ecé‘f, 1988 /

®*




X 1990, N33

o 393496 /989

- 23 B51366. Auu3oTpONHble MEXKMOJEKYJsIpHble MNOTeH-
wnaael. [11. Cuctema: MHEPTHBI ra3 — GPOMMCTBI  BOAO-'
pon. Anisotropic intermolecular potentials. III.  Rare.’
gas — hydrogen bromide systems / Hutson Jeremy M. //!
J. Chem. Phys.— 1989.— 91, Ne 8.— C. 4455—4461.—
Aura. ‘

M3 nauubBIX MO MHKPOBOJIHOBBIM CIeKTpaM BaHAepBaasb-:
[COBBIX KOMILICKCOB .AT\-—-US"EF(H Kr—HBr Boccrauosnen |
weskmodaek. TIT aas ymomsyTeiX-Bre cxtreM. 3aBHCH-,
‘MOCTb  FAyOHHB NMOTEHUHANbHOIl SMBI O1 PaBHOBECHOTO |
paccTosnus ot uentpa Macc HBr no aroma nueprHoro!
rasa (R), OT yraa MeXAy rupr H R anmpokcHMHPOBaHa
nomunomamu Jlexkauapa. IIT nmeer asa MuHuMyMma. Ilep-!
Bblit — AAs1  JIHHCIHOIT CTPYKTYpn HHEPTHHIT ra3 — HBr:
pcero Ha 5 cM—! HHXKe, YeM BTOpOii, OTBeyaloULil JiHHeil-i
Hoii crTpyxktype nHeprTHHii ras— BrH. 31a ocoGennocts’
crpocunst [1T oGbAcHAeT aHOMaJbHBI H30TOMHbIT 3dpexT
/sl KOHCTAHT UCHTPOGEXKHOro HCKaXKeHHus, K-pHil Habaio-:
najcs A KOMIUJIEKCOB HHepTHbIl ra3 — HBr. CpenaH BH-;
BOJ, WYTO H3-3a HaJHuHs BTOporo MHHHMyma Ar—HBr!
0J2KeH HMeThb HH3KOJeralllee CBSA3aHHOE COCTOSIHHE, Bhillle-
ocxopioro Bcero Ha 11 cm~l I'. B. Yepruxuu-
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113: 67561d Tar infrared difference frequency spectroscepy of

the weak bond in argon-hydrogzen bromide (AriIBr). Firth, D

W.; Dvorak, M. A;; Reeve, S. W.; Ford, R. S.; Leopold, K. R.

(Dep. Chem., Univ. Minnesota, Minneapolis, MN 55455 USA).
Chem. Phys. Lett. 1950, 168(2), 161-7 (Eng). A tunable far-IR
difference frequency spectrometer was used to observe the Q@ branch

of the lowest II bending vibration of ArH#Br and ArH®Br. The
vibrational frequencies are 26.665635(4) and 26.665284(4) cm-! for

the #I3r and 8Br species resp. The av. center-of-mass sepn. is 0.07;

/) + A shorter in the excited state than in the ground state and anal. of;
M( ) l ¢  the Br nuclear hyperfine structure provides the excited state angular;
expectation value (Pa2(cos 0)) = -0.098(2). The data indicate!
significant coupling between the bending and stretching coordinates’

of the complex at angles sampled by the IT state. The results are!
compared with the best available theor. calcns. for this species and;

the agreement is good. o= o eeiER « R =
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' 126 203935b " Intermolecular potential for Ar-HBr (v, = n|
studied by high resolution near infrared spectroscopy. Han, J.;

Mclntos}.:. A.L.; Wang, Z,; Lucchese, R.R.; Bevan, J. W. (Department
of _Cheuygtry. Texas A and M University, Colle_gg Station, USA). Chem.

Phys. Lett. 1997, 265(1,2), 209—-216 (Eng), Elsevier. The fundamental
v;, combinations v;+2v2°, vi+v3}, vi+vy, ¥142v,04+v4, hot band V142v,0— |
2v;°, and difference band v;~2v,;° have been analyzed rovibrationally for!
both 7°Br and #!Br isotopomers in Ar — HBr. The bands involving 2v,°:
directly sample the second min. of the intermol. potential surface of the
complex, corresponding’to the isomeric structure Ar—BrH. Nuclear qua-l

/g/{ m drupole substructure has also been partially resolved in the Q branch!
X / transitions of the v;+v,! band. In addn., a strong Coriolis perturbation’
p ) between the v;+v,1° and v,+v; states was investigated. A model potential

surface for Ar—HBr (HBr v, = 1) was derived and compared with the|
H4 intermol. potential for Ar—HBr (HBr v, = 0). _ . |

C. 4. 1997, 126 ) /S
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".',131:9850 Is the Ar-Br2(X1.SIGMA.g+) van der Waals
'complex linear rather than T-shaped? A study in te}rms of
ab initio based potential energy surfaces. Naumkin, F.
Y.; Mccourt, F. R. W. (Department of Chemistry,
University of Waterloo, Waterloo, ON N2L 3G1, Can.).

= i 999 Tavler
_Mol. ,Phyrs..‘, 96(7), _1043-1049 (f-:_ng_ll‘%x—l 9 _w;};:;_;

(= ZlZtiy, --—='The ground state Ar-Br2 potential energy
surface is predicted from ab initio calecns. and from an
atom-atom model using empirical ArBr potentials and the
(evaluated ab initio) perturbation of the interaction
between Ar and Br within Br2. At all 1levels of
modeling, the surface has a double-min. topol., with
wells for both the linear (L-) and T-shaped geometries.

i

C. A L0600




This differs from the single-min. topol. predicted by
the commonly used pairwise . additive Lennard- Jones!
potential. For both ab initio and atom-atom model
surfaces, the L well is found to be significantly deeper|
than the T well; this relative behavior is unchanged by,
zero-point vibrations. Spectroscopic parameters are;
predicted for the present surfaces. The final surfaces,
result from a scaling to reproduce the estd. bond energy
of the system. Possible reflections of the surface.
topol._in_exptl. observables are discussed. ; =7 woTnoon
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131:327763 An "electrons-in-molecule” model for
atom-atom representation atom-molecule potentials, with
application to the Ar-B2(X3.SIGMA.g-) comp Naumkin,

Fedor Y. Department of Chemistry, University of
Toronto Ontario M5S 3H6, Can. Phys. Chem. Chem. Phys.,
1(17), 3949-3954 (English) 1999 A flexible model

for generating the anisotropic atom-atom form of an ato
diatom potential was developed and used to fit the high-
level ab initio P (potential energy surface) of the]




ground state Ar-B2 Van der Waals comple system was found]
to have only a well for the T-shaped geometry as a conse
of the sp-hybridization of B within B2. Comparison ofi
the complex with s Ar-X2 species studied at the same|
level of theory exhibits some particula features of the;
boron system, originating from its electronic structure
a interpreted in terms of the Ar-B interactions. A
proper combination of t empirically adjusted potentials
for isolated ArB and of the calcd. effect atom-atom;
potentials acting in Ar-B2 is employed to produce the|
"real" PE the complex, used to predict its microwave |
spectrum. ) A |
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. 135: 216246p Differentiation of the ground vibrational and

global minimum structures in the Ar:HBr intermolecular complex.

Castillo—Chara, Jairo; Lucchese, Robert R.; Bevan, John W. (Depart-

ment of Chemistry, Texas A&M University, College Station, TX 77843

USA). J. Chem. Phys. 2001, 115(2), 899911 (Eng), American Institute

. of Physics. A fully three~dimensional morphed potential energy surface

E/}W Q ) is reported for Ar:HBr. The morphed potential was obtained from
V /' parametrized scaling and shifting transformations of an ab initio poten-

M tial. The optimum parameters of the morphed potential were detd. by a
* regularized nonlinear least—squares fit to available exptl. data. The

. rovibrational dynamics of the complex were computed using an adiabatic

) sepn. of the H-Br intramol. stretching mode from the intermol. modes

W W /7 of the system. The ground rovibrational state of the morphed potential

CA200 1,735 475




'was found to have the hydrogen—bound structure Ar—HBr. This state '
‘was 10.99 cm~! more stable than the corresponding state having the
van der Waals structure, Ar—BrH, in agreement with exptl. data. '
However, the global min. of the morphed potential was found to have
the van der Waals structure, Ar—BrH. This structure was 20.9 cm—!
lower in energy than the local min. having the hydrogen—bound structure,

Ar—HBr.



