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Oka Takeshi, Hirakawa Hiromasa,
Shimoda Koichi '

J,Phys.Soc. Japan, 1960, 15, N 12,
2265-2273, 2274-2279 ( ound:- )

lMicrowave spectrum of ...

PX., 1962, 3 5132 , CM)H 0
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9 1449.  3MP-uccaenopatns BHYTPEHHHX BpallCHHi B
'pammkanax..Fes senden Richard W. ESR studies off
intérnal rotation in radicals.” «J. chim. phys. et phys.
chim. biol.», 1964, 61, Ne 11—12, .1570—1575. Discuss.,
1575 (anra.) S N :
i . Ilpeacrannenst moapoGivie n3Mepemis _CBEPXTOHKHX pac-| -
wenaennii TP cnexktpa B. npomiioBon, .H300yTHJIOBOM,!- =
3-6yTHHHJIOBOM u_CCD' pannkanax. Iast paauxanon)
STOro TiIa 3aBHCHMOCTL KOHCTaHTHl CBA3H OT yraa 0 Mex-+
Ay BBIACJEHHBHIM B MPOTOHOM M OCBIO P-OPGHTHI, cOACpKa-|
et HeCMapeHHblil 3JeKTPOH, CBHACTENLCTBYET O no6aBoy-j
HOM pacllemieli 1o CPaBHEHHIO € 3THJIOBBLIM PaaHKaJIOM
< BO3HHKAIOLLEM OT aHH3OTPOMHOrO - yCPeAleHHs 1o Bpalle-
HHSIM BOKDYr CBASH Mex1y & i P kapGounami. Temmepatyp-|
Has 3aBHCHMOCTb COIVIACYeTCS! C OXKHAAEMOIT. Ipennoxenot =
DACCMOTpeHIte, I




.

ycpeHeHa Mo COGCTBEHHBIM BPAIIATEJbHBIM  (-LHsIM (B
cayuae AByX GapbepOB MO BHYTPEHHOMY BpalleHiio), a 3a-
TeM 1o GOJILIMAHOBCKOMY -pacnpeie/ientio. N0 pasHuHLIM
ppauatejabibIM - ypoBusaM. HaGmiogaemoe paciieniense. cor-
Jiacyercsi ¢ TeM IOJIOXKEeHHEeM, YTO JUIsl MepBbIX Tpex paju-
KaJoB, J0MKeH ObTh npuuat Gapbep B 300.xas/sons, - a
nast nocieanero 90 - kaa/soasb. -TIpoBeJieHEl MONBITKH CBfl-
3aTh .3TH - 6apbepsl . ¢ HaliCHHBIMH B' APYTHX ~ MOJIEKyJaaX.
.Otmeuen n3ortonuy. 3dpdekt 5 CHD.CD, 1t B 7-AeiiTepOLHK-
?noremanune. g o8 . P. IOabMmeTbeB
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CTL{ . V2T73. dynaaMeHTanbHble YaCTOTHl J€iiTepO- M TPHTH- ,96‘1

AefiTepO-Ta TPHTIEBO3AMILLEHHX TETPACAPHUHIX TilPHAIB.

Paccuntaubl (yHaaMenTaibible YaCTOTHl MOJCKYJ THMNA

JAPHEIX # CMEKTPOCKOMHY. JAaHHBIX Aasi MoJekyn RHi n

C H 'T (nns cnydast R=C) u BBIMHCJEHHBIX~YaCTOT_NPHBOAST K

3 ) y/I0BJICTBOPHTEABHOMY corJiachio. Meroom Bapuauuii u3y-

o ¢-lHi ¢ HenoJHbIM HAGOPOM CHJOBHIX TMOCTOSIHHBLIX MOXET
BbI3BAaTb OTKJOHCHHE  OTACMBHBIX WYacTOT B mpedenax

: }noaamememmx TeTpaspHuecKux rHApHaoB. KoBaab-
CH.T
2 | «YKp. Oi3. x.», 1964, 9, Ne 8, 876—880 (ykp.; pes. pyccK.,
C H m ’I RTs, RHaT, RDsT, RH:T;, RD:Ts, RHT;, RDT3, rae R=C,
1l
RDs. AHrapMOHHYHOCTb KOJIeGaHHil yYHTHIBAJaCh YJyulleH-
C %T : uyeHo BAHSIHHE HCXOAHBIX NAapaMeTpPOB HA 3HAUEHHS yH-
3
25 em”h_ N

yyx JI._C, Moposos B. Il. ®ynnamentanbni  4aciors
Cd 3T ; auran.)

Si, Ge. CuJoBBIE NMOCTOSIHHBIE B3ATH U3 PACUCTOB MOJEKY-
CD,T, _

HBIM MeToJOM chekTpockomny. Macc. CpaBHEHHE ONBITHBIX

AaMeHTaJbHbIX YacToT. [Toka3aHo, 4To MPHMEHEHHe MOTeHI. '
X 1965-9 5
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Infrared spectra of some...
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57416c A new method for the calculation of molecular vibra-
V' tions. 1,3-Butadiene-1,1,2-d;.  Yu., N. Panchenko,  G. S.
_Koptev, Tran Suan Hoan, and Yu. A. Pentin.’ “Vestn. Mosk.| .

. ¢ “Univ., Ser. 1122(2),720-2(1967)(Russ). The frequencies ofj
(’4@ // normal vibrations were caled. for. the CD;:CDCH:CH. mol.]
30 with the force consts. matrix found math. exactly from the exptl.!

frequencies of vibrations of the CH;:CHCH:CH, mol. The!
caled. frequencies agree with the exptl. ones; the use of the;
spectroscopic mass of the H atoms does not improve the results. |

D. Papousck !

c.p 1964212 ®




(R HCh,cech e

’ ) pm— o
et T 26650y > Infrared absorption spectroscopy study (2900-3100;
cm ! region) of the vibration and vibration-rotation spectra of the|
compounds CD,HCD:X, X = C:CH, Br, Cl. Saur, Odette;!
~JavallesJean Co. Romanct, Rene (Lab. Chim™ '7-:'1'1‘.',‘1"5'6.‘5
Sci., Cacn, Fr.).  C. R. dcad. Sci., Ser. B 1969, 269(17), 816-19 ——
(Fr). ‘The structurc of the rotational envelope of the strong:
V{/(‘ . band due to the CHD: group of the title compds. was analyzed. .
e Two bands are obsd.; a type-. band centered at 2960 cmtand a!
; Aype-C band centered at 2966 em™. The spectra were inter-*

i reted in terms of 2 rotational isomers. ohn W. Ward
LK ~ th,j]ﬁ preted in terms of 2 rot I |

.

"




chPpeH=c, -y

_) 1 B86. - Buyrpennee Bpaiuenue B aCHMMETPHUHOM BOMY-

' Ke. Teopxm H_ec MpHMeHenHe K AefTepPHPOBAHHOMY NpONH-,

qaeny CH,OCH=CH,..Hirota Eizi.. Internal rotatlon'

0 fo théasymmetric top theory and its application to the!

0 deuterated propylene CH,DCH=CH,. «J; Mol. Spect-
rosc.», 1970, 34, \e 3, 516—527 (amur.1.)

N U PaccmoTrpena TeopHsi BpallaTeJbHEIX CIEKTPOB MOJEKYJT:

e T C BHYTPEHHHMH aCHMM. POTaTopaMH B NPEANONOKEHHH, UTO,

H3 BCeX BO3MOMKHBLIX BHYTPEHHHX JABHXKEHHI MOJEKYJIHI,

‘peanusyercs ToAbKo BHyTpennee Bpamenne.” OcoGoe

BHHMAHHE YIENCHO CJy4alo, KOTAa H «OCTOB» MOJEKYJIbl i,

_BHYTpeHHHIl poTaTop o6Jjajaior, Mo kpaiineii Mepe, oAHON.

TJIOCKOCTbIO CHMMeTpHH. OTMedeno "3navenne prnmb-;

HBIX paculenJieHnit yposueil JBYX 3KBHBaJeHTHHIX poTa-




MepoB npi onpeneseHHH NOTeHUHAJbHOIN (QYHKLHH BHYT-
‘pennero Bpawenns. HMnpopmauus o notenuuanbuoit dyu-
KUHH BHYTPEHHEro BpalleHHST ONpefe/sieTcss TaKKe H3
_pasnocteil 3(peKTHBHBIX BPalLaTeJbHHIX MOCTOSHHBIX I

MOCTOSIHHBLIX (Q B HexHaronalbHOM G6GloKe ABYXMEpPHOTO,'
‘s¢pdekTHBHOro rammabTonHasa. Ha sassike FORTRAN.
‘1V sanucana nporpamma ijisi BHIMHC/CHHS YpPOBHeil Kpy-
THJIBHOIl SHEPTHH M HeOGXONHMBIX BCIOMOTATENbHBIX Pac-
ueroB. Teopus npumenena Kk MB BauwarteabubiM cnekTpam.
acummerpuy. ¢opmbl Mosekyast CH,OCH=CH, (I) B oc-|
HOBHOM H B NepBOM B030y:KIeHHOM KolieGaTelbHOM COCTO-,
sIHHH. B oCHOBHOM KoJsie0aTeJbHOM COCTOSIHHH AJIsi MoBep-’
"HyTOil QopMmbr I ouenena Bemnuuna Gapbepa BHYTpeHHEro
Bpamennst V3 B nHTepBane~694—668 ca~!, B neppoM BO3-:
Oy 7eHHOM KPYTHJIBHOM COCTOSIHHH 3HaueHnst Vi Jexar,;
no-sHaHMoOMY, HiXe Ha 10~30 cu~l. O6cyxneHo BAHSIHHE:
BBICOTHl TOTeHUHaJdbloro Gapeepa u anannsl cBsizy C—D'
'Ha -KOHCTaHTBl B 3(Q{EeKTHBHOM BPAalLATEJLHOM TaMHJbTO-
‘HHane AJs nosepHyToit ¢opmbr I, s Ilo pesionme:




.CH/’Z-‘,E)(}H/=O/(5& , | /7

TG J 8971V tornal Totation of the asymmetric fop. Theory and,
L g ! its—appitation to the deuterated propylene CH,.DCH = CH..!
< Hirota, Eizi (Fac. Sci., Univ. Tokyo, Tokyo, Japan). J. Mol.|
' Spectrosc:~1970, .34(3), 516-27 (Eng). Rotational spectra of!

mols. with asym. internal rotors are investigated theoretically,!

‘where all internal motions are assumed frozen cxcept for the in-,
ternal rotation. Particular emphasis is given to the case where::
& . both framework and top have at least a plane of symmetry. The;

torsional splittings of levels of 2 cquiv. rotamers are very useful ™
in discussing the potential function to the internal rotation.!
Differences in the cffective rotaticnal consts. and the consts. §——
“in the ofi-dgiagonai vlock of the 9-dimensional, ciiective Hamil-,
tonian also provide information on the-potential barrier. Theory ——
is applied to the rotational spectra of the asym. form of CHj-|
DCH:CH; in the ground as well as in the lst-excited torsional ——
state. The potential barrier Vs detd. is lower than that (698.4
“em™?) for the normal species by asmuchas10-30em™!. RCKP ___
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Ch,TE . § UR&fy 29857 .db-d728

Nuclear magnetlc resonance*:;...low rota.:
" tlon of a methyl g*oup "J.Chem.S0c .Chem!
Co..mun«a",ﬂ979, N 24, 850-891» (L.zxrn,) ‘
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C.Ah 1973 2§ V20
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1973,

I

130059x Vibration bands »; and 2», of methyl acetylene-d;.
Anttila, R.; Jaakkomen, S.; Huhanantti, M. (Dep. Phys.,
Univ. Oulu, Oulu, Finland). Ann. Acad. Sci. Fenn., Ser. A6
1973, No. 401, 12 pp. (Eng). The rotational structures of the'
v1and 2y vibration bands of MeC:CD were investigated, and the'
hot bands that accompany these main absorptions were a.na;yzcd.*
Wave nos. are tabulated for the » band, J = 2-61; » + v —!
vio band, J = 9-47; » + » — » band, J = 19-57; 2, band,
J = 4-58; and 2y + »10 — vioband, J =.6-29, 43-48. The mol.
consts. vo, Bo, Bs, Bio, a1, and [y are tabulated for these bands.
resp. ~ T
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"Anharmonic force fiold of ethylene. -
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: CHD2 speotra and- Fermi resonances in tha
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Sefcik Michael D., dem.s Jay M.S.,

- Gaspar Peter P. _
The methanium 1lon, C}I . Evidence for the
structure of a T3
‘nonclassical lon from reaction studies by
ion c,/clotron resonance spectroscopy. '
"J.Chem,Phys.",197l,61,N 10, u321-14328
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"Int. J. ass upectrom. and Ion Phys.™,
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Valencich _Trina, Bunker Don L

Trajectory studies of hot atom reactions
-II. An unrestricted potential for CH5

®J.Chem, Phys, ,19714 61,N 1, 21-29
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Trajectory studies of hot atom reactions,
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,!h_i_tgeg _{o_t;n__C__' Normal coordinates

and potential energy distr:.butions
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substituted analoques. T Mol. Struct."
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C//,j ;o " 6 J1269. NMpumenennss F- u G-npaBuaa . cyMM HHTEH- |
X 7=X - cuBHocreii: monekyasl CH:Dy—». De Barros Neto:
Benicio, Bruns Roy E. F and G intensity sum-
rule applications: the CHi:D4—x molecules. «J. Chem.'
Phys.», 1978, 69, Ne 9, 4147—4148 (anra.) :

Has untencusnocteit A B HK-cnmextpax  G-mpasuio

CYMM HMECT BHJ ’ :

(1/KEA[=Eclnc+(4+x)§h/2”l”,, .

f’/' Vs V777 7; rae K=Nmn/3c?, N —uncio ABoragpo, ¢ — CKOpoCTb CBe-
. =7 Ta, Mc, My— MacCLl aTOMOB YIVIEPOXa H  BOXOpPOAA, -

Ec, Enw—ux addexTnBuble 3apsansl. [loctosuerso 2A:2/w;2

B psIy H30TONMHY. MOJICKYJ COOTBCTCTBYeT F-mpaBuay. .

IMpusoasrcs unciennble 3unavenus F- w G-cymMMm ans mo- .

cneposatensnoctH CHxDy—.. OGa npasuaa xopouwo coGmo-

naiorcst. Ha ocnopannn G-npaBuia AJs KaXIZ0i Moaeky-

Jbl moctpoen rpadux 3aBucHMocTH Ec or Ey. Tloayuenw

oueHkn 0<Ec/mc<10—%¢ u 0,0261¢2<E,;2<0,0265€2. Sty

3HaYCHHS COTJIACYIOTCSI C paHee BHLIYHCJAEHHBIMH HAa OCHO-
BAalHH TNONAPHBIX Teu3opos. M3 G-mpasmia caeayer Tak- -
e, uto. oGe npousBomuue dp/dQ; n dp/dQ; nmew0T OTPH-

- i aT. 3HaKH. . __ . . . M. A. Kosnep
92 G FNE S SNORHER |
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(/‘zj CH:C“ CQ‘) . 7 5264. Bpamarteabubie CNCKTPH mct;ru; H BOCHMH-

[;w% -2

ACDLCE o
Cize &(7;,@7.

777

PATHO MEHTEPHPOBAHHBIX 0GPa3uoB MOJEKYJH LHc-GyTes
ma-2, Guyon Pierre, Bouchy Alain, Roussy

*Georges. Spectres de rotation des especes hexa- ct

octodeuterices de la molecule de cis-buf-2-ene. «J. Mol.
Struct.», 1979, 57, 53—61 (¢ppanw.)

Hsmepensl B oGaactit wacror or 18 no 40 I'rix MB-cnekr- -
. pul uuc-2—3-—Hgp-dg-Gyrena-2 (I) u muc-dg-6ytena-2 (II)

B OCHOBHOM "KOJe0aTebHOM COCTOSIHHH. Ananans CNIEKTpPOB

BBINIOJHEH C YYCTOM B3aHMOMACHCTBHS MOJIHOrO BpalleHHsa |
MOJIEKYJIBl C BHYTPCHHHM BpalliCHHEM ABYX METHJIbHHIX |

rpynn. Oas 1 un II, coorp., BpamareabHble NOCTOSHHHE

paBun (B Mrn) A=12684,2 (2) u 11136,1 (38), B=
=4008,11 (4) n 3997,05 (14), C=3346,45 (4) wu 3170,96
(11), n Gaprepnl BHyTpenHero Bpaulenns Vi=777 (30) u :
811 (30) kxan/monb. ‘TlosyueHHbe AaHHHE HCMNOJIb30OBAHH |
AJs1 ompenesieHHSI CTPYKTYPHHIX NMapaMETPOB  MOJIEKYJH: « .
r(C.C3)=1,348 (1) A, r(C,Cy)=1,498 (2) A, r(CiH)) =

1l

=1,096 (5) A, r(CHj)=1,0798 (6) A, Z.CiC,C;=12694

(5)%, £.CoCH =112,15 (30)°, £CyCoHy=118,66 (7)°. Ve--

XSGR ,,/7‘1
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, I B/l F5EL ST
é// / ’y 2 J1445. Onpeneneine Gapnepa BHYTPEHHEro BpalleH:s
113 (/ / /,; 9TaHa no MuKpoBoauonomy, cnektpy CH,CHD,. Barrier to
e shasl internal rotation in’ethane from the-THicrowave spectrum *

of CHsCHD,. Hirota Eizi, Saito Shuji,, Endo '

Yasuki. «J. Chem. Phys.s, 1979, 71, Ne 3, 1183—1187

. (anra.) ! .

” B auanasome 34—140 I'ru  nceacnosan MHKDOBOJIH.
0‘7"1‘ L7280 F cnextp Modexysn . CHyCHD,. Haéntnduuuposanst anmui ;
¢ e Fess ‘//’ 26 BpalaTeJbHEIX NCPEXOMOB OCHOBHONO Kosebarteasiioro

. cocrosims: oGHapymkeno A—E-pacwennenne 16 JIHHHIT,
/’[ 00y CJIOBJICHHOE  TOPCHONHBIM TyHHeJaHpoBanueM.  Anaau3
4 . CIICKTPA BLINOMHCH MCTONOM BuyTpennux oceit. Onpene-

: JIEHBl 3HAYCHHSI BPAILATEJbULIX [OCTOSHHBIX, MOCTOSHHbIX
KBAPTHUHOTO UEHTPOGEKHOrO HeKamenua u Gapbepa BHYT-

o Deiitioro ppautenns (V;=2,8783 Kkaa/momb). M. P. Annes

O
P2VETE 7



§ 2 5308. Onpeienenne Gapbepa BHYTpEHiero Bpallleﬂl‘lﬂ(/f
? / B 3TaH2-/,3 mhpOBO'lHOBOl'O cnektpa CH;CHD,. Hirota
(///3 V274 ,59,?/ i %

Eizi, S‘ ito.Shuji, Endo Yasuki. ‘Barrier' to .in-,
ternat rotation in ethane from. the microwave -spectrum
of CH3;CHD,. «J. Chem.. Phys.», 1979, 71, Ne 3, 1183—
1187 (aura.) . :

: Ceemmitee §566
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Hsmepen B ob6nacti  wacror 34—141.Trx MB-cnekTp
CH,CHD,. Haentuduuuposato - 26 BpamaTeJbHHX Mepe-
X040B M Jast 16 M3 HHX paspelleHO pacluemyeHHe JHHHI,
CBA3AHHOE C BHYTPEHHHM BpallleHHeM MeTHJIbHOIl TPymmbL.
Anamus cnektpa BumomHen ¢ yueTom 5(eKToB TeHTPO-
OCHKHOrO IHCKaMCHHS M BHYTPEHHETO - BpalleHH, Onpene-
“ICHEI_BpallaTe/bHEeE nocrosHuue (Mru) A=60809,592(59),
B=17770,87(16), C=17084,84(16) u mocrosunuec LLeHTPO-
Gexroro mekaxennst (kru) Ar=23,33(45), Ayx=60,2(2,0),
Ax=177(15), §,=0,79(16), ©,=0,79(16), 8x=50(81).

Ar=177(15), 6,=0,79(16), 6x=50(81). B mnpeano-
Joxenuy, uro BemmunHa  Gapnepa  Ve=0, onpene- :

JCHEI 3uavennst  Koucrautsl F=257,70 I'ru n  Gapwepa

BHyTpennero Bpawenus V3=2,8783(29) xkan/moib. s -
CPABHCHHST MONYYEHHBIX BEJHYMH MOMEHTOB  HHEPUHH = C |

BBIYHCJICHHBIMH H3 ro H Tg CTPYKTYpD IO OHYG.'IHKOBZHHIHM

AQHHBIM YCTAaHOBJCHA TOYHOCTL olnpcaeaenis MOJIeK. no-

CTOAHHLIX. J3BecTHble CTPYKTypHble AaHHble XOPOWO KOP-

PCIHPYIOT ¢ pe3ynbTaTaMH BuinosHchnbix MB-naMepenmit. |
e TN S . _ C.H. Mypsun.

)



CPp = CH ~Cty —cH

-

7 i
AL p/, éﬂu’/:f/

n the microwaye spectrum of the 1,1-dy-but-1-cne, Bo-

chy A, Ledouy X M. I «J. Mol Spcctrosc.:, 1980,
80, No 2, 453__454 (aurn.)

B zuanasone 18—40 "I'ry H3MepeH Mukposony, crnexrp
*.OJIEK YK CD2=»CH—CH2-CH3. Huemmpxmnposauu JH-
HiH 19 Bpamarenpypy lepexonos ¢ /<4 g OCHOBHOM K-
JeGaresbHoM COCTOSIHHH, Onpeneneum-snaqemm Bpaua. -

TEJIBHBIX NOCTOSIHER X n.3 (u3 5) NOCTOSIHHEBIX KBapTHYHOro
uenTpoGexHoro HCKaXenns,

~ . M. P. Anyep

}51 n378. o MHKDOBOJ/IHOBOM CreKTpe l,l-dg-ﬁyr-l-e}m.
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23 B215, - (0] Muxponomxonom Cnexrpe H~d2-6yreua-l
Ouchy A, Le Qux-M. J Op the mxcrowave Spec-
trum of the Ildz -but-1-enq, «J. Mol. pectrosc.» 1980,

~80, No 2, 453 454 (amvl)

Hs.uepeu B o6nacry Jacror  18.__4q Iry MB-cnek
CDy= CH~CH2—C 3 B OCHOBHQM Ko eGarenbnou co-
Al { C/w/‘/;' CTOAHNH, Anany, CekTpa BbiNoMey o Yuetoy 3P dekrop.
KBapThyporg eurpoGexmoro HCKaenyy, Bpa alaresnp .
nocrosiypre Pasunr (M ru): A—20858(200) B=3795 ,009:

v/ Y7 (34), c=3710 O71(34), 4 OCTOSIHy e UenTpoGesyorg HC-
KaXKeHus papyy, (xFu) ~3 13(24 4), Asj= —53 ,89(72 2)..
6,=—082 2(40). I, O0J1yYenype Mourek, RaHupe OTHeceHy k
aCHMM, . KOHMopmep DV__].1- “Ao-fivray,, I\C _H. Mypam,

X 798P 223
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Ic=02
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6 J1447.  Monock vs'—v,!(D,)-auernacna u (D,)-aue-
THaeHa B naabHeit UK-o6aactu. The vs'—wv,! far-infrared
bands of (D,)-acetylene and (Dy)-acetylene. Braund
Doris B, Cole Andrew R. H. «Austral. J. Chem.»,
1980, 33, Ne 9, 2053—2060 (aura.)

C nowmowsio pewetoynoro CNCKTPOMETpPa C ONTHY. my-
puHoit wenn 0,3—0,4 cM~! ncesnenopana BpauareqabHas
CTPYKTYpa mojoc vs'—wv,! B crmektpe HK-nornomenus mo-
Jekys DC=CH y DC=CD B ra3sosoii ¢asze. Io noayyey-
HBIM JaHHBIM ONpeaesieHBl NOCTOSIHHbIe KoseGaTenbHo-ppa-
LATC/IBHOTO ABHIKCINS HCC/CAOBAHHBIX H3OTONOB aleTye.
Ha. 3HAaYCHHS TOCTOSIHHLIX XOPOLIO COr1acyloTest ¢ Jutepa-
TYPHBIMIL JAHHBIMI, MOJYYCHHLIMI IPH HCCCAOBAHMN criek.
TPOB TNOMIOWIEHHSI B GAHXKHC 1 cpegmeil HK-o6nacry, 3
TaKKe MCTOZaMil MUKPOBOMH. CreKTpockonmi, C nomomyo
HaiiACHHLIX TOCTOSHNBIX PACCYHTANH YACTOTH JIHHII noso-
Cbl Vs'—V,!, KOTOpLIE BMeECTe ¢ 3KCrepi. 3HAYCHHAMN yga-
CTOT npHBeleHbl B Tabaumax.  Ha6aogaercs Xopoiuee
coraciic Me:KAy paccHHTAHHLIMIL I SKCIEPHM. BeAHYMHayy,




I

VT4

) 0 s i Rt
11 b236.  Momocsr vs'—v,! (D))-auetnaena u (D;)aue-
THICHA B JaJleKofi uHppaxkpacHoit oGnactv. "‘Braund

Doris B, Cole Andrew R. H. The vsl—wv,! far-in- -

frared bands of (Dj)acetylene and (D,)acetylene. «Aus-
«tral. J. Chem.», 1980, 33, N 9, 2053—2060 (anra.)
Mavepena’ i npoanajiusnposana BpawaTeabhas cTPYKTY-

pa mojoc vs'—wvs! B cnektpax Mojekyn DC=CH (I) u:

DC=CD (II). B cnexkrpe I na6moaaance  Jummn P
(Y<<15) u R (Y<23) = BerBeit.  3Hauenns Go(v')—

Go(v”), By’ u By,” (B cm~!): 159,4314:0,018, 0,992734- -

N+=0,00079 u 0,994060,00079. B cnektpe 11 naGaogancr

TosbKO JinnHH R-erBn (Y<C29), T. K. ocTanbnas uacrp
BpALLATEeJNbHON CTPYKTYpPHl (P-BeTBb) Jexama Hixe rpa-
HHUB paCoTsl crektpodoroMerpa.  3Hauenust  Go(v')—

)
Gu(v”), By” m By,” (B cm—1): 27,17+0,05; 0,8460,004; .
i 0,846+0,004. B cnektpe I nabmomanuch Taxxe Q-BetBy!

TOPSTYHX MONOC 2vs®— (Vs+V5)2 M (vy+vs)2—2v,2. Ipu-*
BelleHa cXeMa ypoBHeil KosebGatenbnolt siteprin C,HD g
C;D, 1 nepexonoB, NpoABJAAOWXCST B oGaacTh 160 i

I
30 cMT! coorBercTBEHHO. - B. M. Kos6a:



N gn s : 170
10 6235. Hudpakpachsie BpamareasHo-koneGaTebHELe

Y NEKTpu  srana.  Ilapannenshas moaoca, 2vs;, CH,CDs.
C// 69 leise H. M, Cole A. R. H. Infrared rotation-vibra=
ko) 3 “2fion spectra of ethane. The parallel band, 2v;, of CH3CDs. |

«J. Mol. Spectrosc.», 1980, 83, Ne 2, 245—260 (aura.)

B oGnactin wactor 2715—2780 cm~! ¢ paspelIeHHeM |

0,025 cM~! maMepen cmeKTp morJoulenus stana, CH;CD;.

B pesysbrate cnewnansnoii o6paGorku cnexTpa paspelle--

wpe nposeaeno po seanunnnt 0,015 em—!. MpentHduumnpo-

ano 710 anunii, 3 nnx 466 oTHecennl K napaJsneabHoit

nonoce 2vy H 244 —x ropsucii monoce 2vi4vg—ve. 1563

07 KOMOHHAL. Da3HOCTCHl YacTOT ONpeAe/elH MOJCK. MOCTO-
3 ’ FHHBIC B OCHOBHOM H BO30YXXKIACHHOM KPYTHJBHOM yg=1
K0JIe6aTeJbHBIX  COCTOSIHHSX, COOTB. (B cM—1): B=

- =0.5462 (3) _u_0.54961 (G)LDJEQ,G_@_@)_-‘IQ‘G_H 0,70 (8) -




.10-5, D;x=0,13 (4) A10=5 7" 0,13+10-5, " "llomydcHHble
3HayeHHs MOCTOSIMHBIX YCTYMaloT MO TOYHOCTH MB-nau-
HuiM. AHasorHuHbM 06pa3oM onpeeseHbl MOJEK. MOCTOAH-
Hble ‘B BO30YX/CHHBIX KozneOaTe/bHBIX cocrosHHAX (v3=2),
n (vs=2, ve=1), cooTB. (B oM—l):  vo=2752,642 (3) u
2752,683 (5), ~ B’=0,54177 (3) n 0,54173 (4), DJ'=:
=0,43 (4)-10-¢ u 0,22 (8) 106, D’;x=0,69 (2)-10-5 u,
0,80 (5)-10-5, A’—A’’=0,00428 (8) - 0,00440 (14). o-
nydeHHble 3HAYCHHS MOJICK. MOCTOARHHX COMOCTaBJIeHH C
mannbiMH aas atana —dy: (A. R Sc. Cole et al. <J. Mol.
~§pectrosc.>, 1980, 83, 233, C. H. Mypsir



é‘/{j (2 6 J1445. KoneGaTebHO-BPaLLATEABHDI nuhpakpacHutit

cnextp 9Tama. Ilapaajenbsas = nojaoca 2v;  MOJEKYJbl -
CH,CD;. Infrared rotation-vibration spectra of ethane.
The parallel band 2v, of CHsCDs. Heise H. M, Co-
le A. R. H. «J. Mol. Spectrosc.», 1980, 83, Ne 2, 245—260
(anra.)

Ha andpakwionnom — CRCKTpoMeTpe ¢ paspelicHiey -
0,015 cmM—! n3Mepena BpauwlaTebias CprRTyPa UK-noso-
bl 2v3 MOJCKYJDL H,CCD; BOau3n 2750 cm~—. Wneutidn-
L, P yHpoBansl JuHUH P- Q-, R-petseit ¢ J<<30. OGnapyxeHbl

r : aHOMaJifi B TOABETBAX ¢ K=2-+6, o6ycJoBJcHHblE TJaB-
HBIM OOPa30M KOPHOMICOBBIM PC30HIANCOM MCIKLY vy 1t
VotV (1T v3+Ve+vo). Ompenescubl 3HaueHHs Bpaila-
TOJBHBIX H_LCHTPOOCHKHLIX TIOCTOSIHHBIX. M. P. Amtes

2GS
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12 1178. O Oapnepe BpalleHHs OTHOCHTEJbLHO CBSA3H
C—C B atua-paaukane, On the barrier for rotation about(
the C—C bond of the ethyl radical. Pacansky J,
Coufal H. «J. Chem. Phys», 1980, 72, Ne 9, 5285—

" 5286 (aura.)

‘Corsacno pacyeraM no ueammupuu. meroxy CCIT atwa-
pajHKas CTaGHJeH B CKpYuCHHOH KoHQHrypauus, TOraa
KaK sHepris saTMennofl xondopmaunn na 0,2° Kkan BHue.
Ecan ppautenye orHocHTenabo cssasy C—C cpo6oxno, TO.
B HK-cnektpe CHD,CH, nomxna naGmomaThcst ofHa Ya-
crora BaJs. Koj. C—H: Jlyuae 3aTOPMOKEHHOro Bpallle-
HHSL JO/DKHH HaGMIORaThCs IBE YaCTOTH BCJIELCTBHe He3K-
pusasentHoctH cssideit C—H B aByx Kondopmauuax. ITHI-
paxukais GBUIM MOJYYCHH NyTeM (OTOJH3A NMECPCKHCH JUH-
npormHonnna B apronosoit MaTpuue. B MK-cmextpe na6mo-
ZeHa ToJbKO oAHa vacToTa 2846 cMm~!,  mpunaaaexamas
sTH-pagukanaM. Clenan BHBOX o6 orcytcTBun  6aphepa
BHYTpPCHHErO BDAUICHHA. .. . . M A Kosnep

== G - -
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24 5192. O OGapbepe ppalesus BOKPYT cpsay C—C !
p STHIBHOM pajmkanc. Pacansky J. Coufal H.

On the barrier for rotation about the C-—C bond of the
ethyl radical.” «J. Chem. Phys.», 1980, 72, Ne 9, 5285— -

” p . 5286 (aHra. ¥ g
Ux. 0/55/6/75 npxs (pOT?)miae-(b«'(b-oGnyqeune, A>2800 A) annpomio- .
- HILINEpOKCHAA HCDQCDQCOZOQCDgC JH (1) B maTpHue

Vb aprona (KOHU-HA 1/600) mocJie nosnoit GOTORECTPYKUHH
noay4aloTcs STH/ABNBIT pafuKal ,_IiCDgCDg;___Ul) n COz.
Manepen MK-cnekTp 130.1poBAlHOTO B aproue 11 npu T-pe
38 K. WK-noJocst 9846 w 2955 cM~! oTHCCCHDL COOTB., K~
pan. xoa. CH pajukana 11 1 npoayKTOB HCMPONOPIHO-
ynposanns L. Hanuuse OJHOM NOJOCH pas. KOJ. B
MeTHJIbHOIT rpynne anuxana Il cBHAeTeNbCTBYET, N0 MHe-
HHIO aBTOPOB, O SKBHBAJEHTHOCTH BCeX CH cssseit B Me-
THAbHOIT rpynne STHABHOrO PajuKana i, Kak cJICCTBHE, O

. 6 1 BOKPYT c—C oM pa-
j/' /:4fﬂ /1/'2 y,‘_}c:&acj)él.xom Bpallilell)l pyr cBai3H c B, égy@ﬂ:ﬂm
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UL cpatmpy

NoLLo

wp it

9B261. Hudpakpacubiii cnekTp BICOKOrO paspemenns
araHa-1,1,1-D;. PosuGponnvie uccaenopannss CH,CD; u
BCH3CD;. Duncan J. L, Harper J, Morri-
sson A. R, Nivellini G. D, Tullini F. The
high-resolution  infrared  spectrum of ethane-1,1,1-D;,
Rovibration studies of CH;CD; and 13CH,CD;. «J. Mol!
Spectrosc.», 1981, 90, Ne I, 197—214 (aurn.)

CrekTp morsioulennst psaa OCHOBHEIX . TOJIOC — MOJEKYJ
CH;CD BCH3CD; 3amican ma Qypbe-CCKTpoMeTpe ¢
paspewredieM ~0,05 cm~!. TlpoBesmen aHanH3  CHEKTPOB
caelt. ocnosieix MK-mosoe, K-peie paHee nertanbno He H3ys
vamich, ve (CD; cumm Banm), v; (CH; acumm.’ Ban),
vo (CH; acuyy. ged.), vy (CD; acumM. ged.) H via
(CD3; masTtH.) 1 ompeleseHbl CHCKTPOCKONHY, NOCTOSIHHEIC
AT BEPXHHX KoseGaTeNbHBIX COCTOSHHA AJst KaXKAoil mo-
JOCHL © B. M. Muxaitnos

X. /582, 12, 42
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,  05: 194661w The high-resolution infrared spectrum of

cthane-1,1,1-Ds. Rovibration studies of CH;CDs and 12CHiCDs.

Duncan, J. L.; Harper, J.; Morrisson, A. R.; Nivellini, G. D;;

Tullisi, ¥. (Dep. Chern., Univ. Aberdeen, Aberdeen, Scot. AB9

2UE). J. Moi. Spectrosc. 1931, 90(1), 197-214  (Eng).

The IR spectra of a no. of fundamentals of MeCDs3 and

7 aﬂ W 13CH1CD3 were recorded at ~0.05 cm-! resoln. by using a Nicolet
l Fourier transform spectrometer. Complete analyses at this
P resoln. were performed for the »2 (CDa sym. stretch), »7 (Me
asym. stretch), »3 (Me asym. deformation), »n (CDs asym.

deformation), and sz (CD3 rock) fundamentals, and sets of

upper-state parameters were derived.  Perturbations in the vy

band were accounted for in terms of an Ai-E Coriolis interaction

with 53 (Me sym. deformation), and in the vi1 band in terms of

the combined effects of an A1-E Coriolis interaction with »¢ (CDa

sym. deformation) and an E(xl) - E(=1) interaction with v (Me

rock). A small, localized perturbation in »7 was identified as due

to a hizher-order rotational resonance with 22 All 1st- and

2nd-orgcr Coriolis intcraction parameters were detd. Limited

spectroscopic information was obtained on w3, ¥4, and v1o, all of

which are extremely weak in the IR. The perpendicular band

analyses enable the centrifugal distortion Di® const. to be estd.

CA. 198, L5 NAR




(Hy CH 2s /531
QL/ 07 % 7 5290. MHKPOBOJHOBblE CHEKTPH  AEHTEPHPUSAHHHX
3 vz sranos. [lotenuuanbnas GYHKUHS BHYTPEHHEro BPaLICHAS
> u rpcrpykrypa. Hirota E., Endo Y, Saito S,
] 4 Duncan J. L. Microwave spectra of deuterated etha-
0

) nes: internal rotation potential function and r, structure.
Qé/ % %@ oJ. Mal. Spectrosc.», 1981, 89, Ne 2, 285—295 (anrn) -
L Hamepennt B o6aacti vyacror 100—160 I'Tu MB-crnex-

. _ 7pul CH;CHD, (I) B mepBoM BO3CYXAECHHOM KDPYTHJBHOM

oM. CMPATy coermmn, TILCHD (1D, CD.CHD  (II1) 1 rour-
) J CH,DCH,D TIV] B OCHOBHOM RUNEGITTIALHOM COCTOSIHHH.,

v(/[ AHaMi3 ONCKTPOB BHUIOJHEH C YYeTOM KBapTHYHONO IeH-,
A - TPOGEKHOTO HCKaXKeHHA M BHyTpeHHero spamenus. [Has
I—IV cooTB., BpallaTeJ bHble NOCTOAHHBIE paBHLl (B MIn)

A=60847 (106), 69640,504 (69),  48650,630 (58) i

61360,344 (23),  B=17703,167 (48), 18876,23 (14),

15656,793 (64) u 17642,0291 (75), C=17030,976 (54),

18209,90 (13), 15194,324(63) u 17036,3299 (75). M3 aua-

miza A—E-pacuienyienns BpalllaTeJbHBX Nepexoos Beael-

/y o, ;7 creie_suyTpennero spautenis aas I, 11 u 111 coors. onpe-

X. /5837

) —y



ACJEHLl  mapaMerpel  {IOTeHUHAJBHON dynkuun V=
=2,8659 (18), 2,838838 (36) u 2,862 (1) KKaJn/Moas mpu
(PHKCHPOBAHHOM 3HaueHuH napaverpa Vs=0,0 xxan/vons.:
C yderom 3aBHCHMOCTH Mexny napamerpamu Vi u V. qma
I' B Kose6arensubx cocTosHI X v=0 n v=1 nonyuenn.
sHaveHnst V3=2,8618 (80). u V6=0,0196 (66) xkan/moup.

) C. H. Mypsxml
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C i) /98y

{ 102: 69544x CH-stretching gas phase overtone spectrum’ of
symmetric ncopentane-di. ‘Tarr, Allan W.; - Henry, Bryan R.
(Dep. Chem., Univ. Manitoba, Winnipeg, MB Can. R3T 2N2).:
Chem. Phys. Lett. 1984, 112(4), 295-301 (Eng). The overtone
spectrum of ncopentane-di, C(CHzD):, was examd. and the local
mode model was used to assign the Yrominent peaks. Proposed
coupling routes for intramol. vibrational relaxation of CH-stretching
overtones are discussed. The dominant vibrational relaxation
pathway was identified by comparisons of neopentane-ds, neopentane,
and benzene overtone baqgl_vgidths. ISR - T
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AZ8
M w $710J1193.  Yraosas 3aBucumocTs Hy.vlenoﬁ/auepruu KO-
5 Je0annit B 4YaCTHYHO NeHTEPHPOBAHHBIX METHJIOBBIX cnup-~’
: Tax. IlosropHoe paccmortpenne. t dependence of the vib-
rational zeropoint energy in the partially deuterated me-
thyl alcohols, revisited. Chang T. L, Quade C. Ric-
hard. )«J. Mol.. Spectrosc.», 1985, 111, Ne 2, 398—402
(aura. " o
. Jns psma nefiTepompoH3BOAHBIX METaHOJa ‘(_(;ﬂsﬂn,
CD;0D, CD;CH, CH.DOH, CH,DOD, CHD.OH } CHD,-
OD) npuBexenbl AaHHBle NOBTOPHEIX DPACYeTOB BKJaga B
BeJIYHHY TNOTeHU. Gapbepa BPAILEHHS IPYNMbI (CH3—) or
(/&7 ”) HYJIeBOIf. KoJeGaTenbHoii smeprin apyrux 3N—7 xoseGa-
HHIl C HCMOJIb3OBAHHEM YTOYHEHHBLIX 3HAUCHHI  CHIOBBIX
KOHCTaHT KoJeGanuii, B3sthix u3 WK-cmektpa. IMoayuenn
3aBHCHMOCTH NOTeHIl. Gapbepa or yria (1): V(1) ~V, (v)+
+V2(1) +Va(7), rae Va(t) ~Vn-(l—cos(nt)),  npuuem
uauets Vi (~11,95 em™!),  Va (~0,17 em™!) g V,
(~370,5 cm~') coBmajmalor c - IKCnepHMeHTANbHO onpeje-
JICHHLIMH  BEIHYHHAMH C TOWHOCTBIO ~19%.  Ilpusefenm
TabaHUB wacToT Bcex 11 koneGannii CH,DOH AJs1 «rou»




AL

zes

9 J181. Mopenp monexyabl THMIA KBa3NCHMMETPHUHOrG-
BOJUKA Jas K0JeGaTeNbHO-BPALLATEAbHON 3aAaui MOJEKYJ.
tina CH3XY: npumenenne k mouaeky.ae CH;OD. Quasi-sym-
metric  top molecule approach to the rotational-vibrati-
onal problem of CH;3XY molccules: application to CH;OD.
Koput J. «J. Mol. Spectrosc.», 1985, 111, Ne 2, 440—
450 (amura.) :

PaccmoTpensl 3Heprun  H3rHGHO-TOPCHONNO-BPALLATEb-
nbix ypopteit Mosekya THma CH3XY ¢ Hesmneiinioft rpyn-
noit CXY no, MofeJdH KBa3HCHMMETPHYHOrO BOJYKA C yuye-
TOM TODCHOHHO-BPAllATEIbHOTO  B3anMoaeficTBusa. Topcu-
onnast moTeHl. ¢-uHs BbiGpana B BHae paaa  Pypbe, a:
norenu. ¢-uusi H3rHOHOro KoseGaHHs1 B BHAE KBapTHUHOM
¢-wnn ¢ napaGoanu. GapbepoM. C crmoJb3opanueM nepe-
cranopouno-HuBepcronnoi rpynnel Cs, H30MOpdHOT K TO-
yeynoit Tpynne Ciy, NpOBeAcHAa KaaCCHOHKAUHS ypOBHEd.

110 _CHMMETPHI H_ ONpejeseHbl_npaBuaa orGopa A JH-.

b /986, 15,79 ®



NOMbHLIX NepexomoB. MojJenb NpHMeHeHa K HHCIEHHOMY
anaausy MB- u nanekum HMK-creKTpOB MOJEKYJIbI CH,0D.
Vi3 uacror 94 BpaulaTeJbHblX MepexoioB (<4 u 55
TOPCHONHO-BPalllaTebHbIX NePex010B (K<c4) onpenesenst
napaMeTpbl NMOTEHI. G-WiHH ¥ CTPYKTYpHble ~MapameTpH
CH,OD. [lisi TOPCHOHHOro M H3ri6HOro Gapbepos moay-
yenbl BemHuKHEL 366 1 7000 cM~! COOTBETCTBEHHO.

. ... M. P. Aaues



s /986

20 51232, CyomonnaepoBckHe ABYX(OTOHHBIC, CEKTPhY
MOJIEKYJ "THA ACHMMETPHYHOrO BOJYKA:  aHAJW3 Bpaula-
TEAbHOM cTPYKTYpbl 99Q-seTH  cucTeMbl Sy (1Byu) 141«
<=So('A1g) Gensona-dy. Sub-doppler two-photon - spectrum
.of asymmet¥ic Totor mviccules: analysis of the %2Q rota-
tional branch of the S;('Bou)14'«+=Sy(A1g) system of ben-
‘zene-d;. Bruno A. E, Riedle E.,, Neusser H. J. «Chem.
Phys. Lett.», 1986, 126, Ne 6, 558—566 (anra.)
MeToz0M HACHILWL. NOTJIOUWICHHSI C HCIOJNb30BAIiHEM lienpe-
PBIBHOTO Jlazepa Ha KpacuTede C -BHOUIHHM  KOHIEHTpHMY.
pe3oHaTopoM n3Mepel  CyGAONMJCPOBCKHI  ABYX(MOTOHN LI
cnekTp norJouehns Mosekyan CgHsD B 064, wactor no-
Jocel 14! cueTeMbl 3aekTponnoro’ nepexoga S;—S,. Wien-
Vé['ﬂ'/ / l THHUKpoBano Gosce 200 nuumit 79Q-BetBH ¢ J<<20. Ana-
/M3 CICKTPA BHIMOJICH C HCNOJbL30OBaHHEM BPalaT. ra-
MHJIbTOHHAHOB YOTCOHA [AJS OCHOBHOTO M BO30YiKICHHOrO
COCTOSIHHIT H ONpEACJCHBI 3HAYCHHA BPAIIAT. NOCTOSIHHBIX

X. /986,19, N A0



"M MOCTOSHHBIX KBapTHYHOTO LUeHTPo6eKHOrd HCKaKeHHs.
Aast_OGOHX COCTOAMHMHA. E. B. Aanesa
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WAL /98

4J1212, MHKpPOBOAHOBBIf CNEeKTP uHkaonponaua-1,1-d,,
Monekyaspuas crpykrypa umkaonponama. The microwave
spectrum of cyclopropane-1,1-d;. Molecular structure of
cyclopropane. Endo Yasuki, Chang Man Chai, Hirota
Eizi. <«J. Mol. Spectrosc.», 1987, 126, Ne 1, 63—71
‘(anra.) : T
Ha MB-cnekTpomerpe ¢ Moayasumeii 4acToThl HCTOYHH-.
‘Ka__ B nauanasoHe 320—400 I'T'u muccnemonan MB-cnekTp
Monekyntt CHoCHoCD.. - Hnentnduumposanst nmmmn 64
J/Zﬁ ) BpalATEJbHBIX MEPEXONOB a-Thna ¢ J<<17 B OCHOBHOM
/ KoJsle6aTebHOM cOCTOSIHHH, OnpefeneHsl 3HayeHms Bpauma-
TCILHEIX TOCTOSHHLIX H MOCTOSHHHIX KBAaPTHYHOrO LEHTpO-
6eXKHOTO HCKareHHs. - e —e . M. P._Annes’

b1985 160y @



9 /557
% / 3 " 5J1173. MK-cnekTp ra3oo6pa3Horo  uHc-d,-3THAEHA

AN -

P1988 18, W&

ke 1400 cw~'. The infrared spectrum of gaseous cis-
dz-ethylene below 1400 cm-1. Hegelund F. Nicolai-
sen F. M. «J. Mol. Spectrosc.», 1987, 126, Ne 1, 32—57'
(aura.) - : .

B ueasx msyuemns CTpyKTYpm M cHAOBHX moneli Mones
Xyasl stiaeHa wecacposan MK-cnextp razoo6pasmoro wme-
dy-3THaesa (1) B oGaacth 700—1400 cm—! c paspeuieHn-
em 0,03 cm—'. TIposenen Bpaluatennho-KosneGaTenblbL ana-,
JH3 (GyHLaMeHTaNbHONl noJiocH v; THna C npu 842 cm-!
M ABYX (YHAAMEHTANLHEIX TOJMOC Vg H vy, THMA a npu
‘1040 u 1341 cM~! coOTBeTCTBEHHO. Onpenenensl 3nayeHus
BPALIATCAbHLIX NOCTOSHHEX H NOCTOSAHHBX LCHTPOGEIKHO-
o HCKAXKCHHA M OCHOBNOro coctosnust I. Onpenesenr
CNCKTPOCKONHY. NMOCTOSHIbIE ISt BEPXHETO BO3GY3KACHHOrO
COCTOANHA . B C/lyuac KaM IOl H3 TPeX NOJOC V7, ve i Vi,
W HCCACLO0BaH XapaKkTep HAaGMIORACMEIX BO3MYyILCHHIT ypoB-
Heil ¢ yyeTOM KOPHOJHCOBHIX pe3oHaNCHBIX B3anMoneiicr-
BHIf V7 C Vs, Ve C V4 M Vg, Viz € 2vio. A, M. M.
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LA /987

4 J1215. HaGalonenne uncro BPaWaTebHOr0 CNEeKTpa
MOJEKY bl UHKI0OyTana — d; MeTONOM ‘ MHKPOBOJHOBOM
¢ypve-cnekrpockonun. The pure rotational spectrum of
cyclobutane-d, observed by microwave Fourier trans-
form spectroscopy. Vogelsanger B, Caminati W.,
Bauder A. «Chem. Phys. Lett.», 1987, 141 Ne 3, 245
250 (anra.)

Ha umnyascrom "MB-dypse- cnek'rpouerpe CO CBEpX3BYy-
KOBOIT HMIYJbCHOI MOJEKYJApPHONl cTpyeil HcCicnOBaH
MB-cnektp Mmoaekyan C,H;D B ammanasone 12—40 I'Tu.
MeTonoM ABOIIHOrO pe3oHanca HACHTHGHUHPOBAHBL JIHHHK

VZ{/) < 53 BpamarteabHbix nepexofioB ¢ J<C40 B OCHOBHOM KoJje-
6aTesbHOM COCTOSIHHH 3KBAaTOPHAJLHOTO H aKCHAJbHOrO:
KongopmepoB. OnpejeseHbl 3HaYeHHs BPAllATEJbHHIX IO-
CTOSIHHBIX H MOCTOSIHHBIX ~ KBapPTHYHOTO  LEHTPOGEXKHOro.
Hekaxkenusl. OLCHEHB!  CTPYKTYPHble MapaMeTphl um(no6y-
TaHa. . . M. P A.nuen

0b,/788, 18, ~Y ®




[0 0K | (958

113: 240416k Rotational spectrum of the ground smlctrldeu-n
terated mert_hanol (CD;OH) 1 molccule Baskakov, 0.

S A A TNOeC <akov, O. I; Pashaev,

M. A. (USSR). Kolebat.-vrashchatel. Spektry Molekul, M.

’11‘9?1—2091 ({Iuss)l tFéom Re/ Zh., Fiz. (A Zh) 1990, Abstr. No. 4133?
itle only translated. : o
Gais oy,
Ldf/ v je’ n-

cA.7990, 13, ~26 ®
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3 B1358. BpawartesnbHo-KoJe6aTenbHble  B3aHMOAEHCT-
BHSl B HCCHMMETPHYHBIX MEeHTEPHPOBAHHBIX TNPOH3BOJAHBIX
staHa. H3yuenne xoneGartenbHbix cnektpos. Interaccion!
rotacion-vibracion en derivados deuterados asimetricos
del etano / Campos-Vallette M., Escribano R. // An quim.
A:/Real soc. esp. quim.— 1988.— 84, Ne 2.— C. 167—
173.— Hcn.; pes. aura.

Hsmepenn I/IK-cue}gng IBHCOXS)}{'{OC !;_)Izla)spcmennn neiirl%-
po3amelll. 3TaHOB 3CH, 3CHD,, ~ CH,DCH,
CHD,CHD, qamérﬁ)“"z, CD;CH,D, CHD,CD;— Tina.
“aCHM.—BUJUKOB B OON. —3000—2200 cmM~'. IIpeasioxeno
oTHeceHHe HAaGMIOfaeMBIX NMOJIOC K MOJAM THNA vy, Vs, V7 H'
vio Basn. koa. CH(CD). OGcyxnmen xapakrep = KoseGar.
B3aHMOJEACTBHIA B_H3MepeHHbIX cnekTpax. B, B. Paccaaun
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108: 212820r Coriolis perturbations in the infrared spectrum i
of the v¢ + vz and vz + rs bands of cis-dz-cthylene. Hegelund, F.;
Nicolaisen, . M. (Dep. Chem., Aarhus Univ., Aarhus, DK-8000
Denl). J. Mol. Spectrose. 1988, 128(2), 321-33 (Eng). The IR
spectra of the v + »7 and »7 + r3 type a combination bands of
cis-CzHaD at 1816 and 1599 em-1, resp., were recorded with a resoln.
of ca. 0.03 em-!.  Both bands are locally perturbed by a no. of
Coriolis resonances with nearby binury combination levels. From o
model taking into account Coriolis interactions with v + v and vy + !

r7, Rpectroscoplc conats. were obtained for v¢ + 17, For the anal. of »7
+ ra Coriolis resonance with 2 was included. None of the perturbing -
levels were obad. However, from the perturbation effect alone the
band centers for ra + s, o + 17, and 22 were located.

@-/-}./’_9(5’5'/, l% v Y
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DCCCCH— pysipyy 1988

110: 104072f Microwave spectrum of dincetylenc-d in the
ground and excited vibrational states. Tanaka, Keiichi; Kato,
Kinya; - Tanaka, Takechiko - (Fac. Sci,, Kyushu Univ. 33, Fukuoka,
Japan 812). J. Mol. Spcctrosc. 1988, 131(2), 272-7 (Eng).
Rotational spectra of DCCCCH, which is nonpolar in the equil,
configuration, were obsd. with a source-modulated microwave
spectrometer.  Rotational transitions in the ground, rs, and v
vibrational states were newly identified, where vg and »o denote the
¢C...C-D bending and lowest skeletal bending modes, resp. Small

: W dipole moments, 0.0115 = 0.0012 D for the ground state and 0.030 =+
0.008 D for the vs state, were obtained from the intensity measurement. .
The rotational and centrifugal distortion consts. for the ground stato
are 4084.4546 #: 0.6018 MHz and 0.402 % 0.012 kHz, resp., where the .
_uncertainties correspond to 3a, s 3 e

C.4-1989, 110, wi%



DLCCCH

/// (A
Al

X [958, v /10

oM >1075 |98

=510 51316.  MUKDOBOJHOBHfA CneKTp AHaueTHAeHa-d B
*0CHOBHOM H BO30YXAEHHBIX KOJNe6aTeNbHBIX COCTOSIHHMSX.
Microwave spectrum of diacetylene-d in the ground and
excited vibrational states / Tanaka K. Kato K., Tana-
ka T.// J. Mol. Spectrosc.— 1988.— 131, Ne 2— C.
272—277.— Awura. . e
Ha - ycoBepuieHcTBOBaHHOM  MHKpoBOJHOBOM (MB)
CNEeKTpOMeTpe ¢ MOAYJslHel HCTOYHHKa B 06J1. wactoT
40—82 I'Ty c¢ Touxocreio 10 kIl npH YyBCTBHTENLHOCTH
2.10-3 cM—! H3MepeH .BpaWlaT. CNeKTP JHalleTHJeH-d,
DCCCCH,_r ocHOBHOM M JBYX BO30yXIeHHHX KoJebar.
‘cocTosiHHsX. AHanu3 - MB-cnexTpa BHINOJHeH B NpHOJIAXKe-
HHH MOJEJH JIHHeHHOM MOJIEKYJH C Yy4eTOM BKJaJa KoJe-
6ar. yrJoBOro MOMEHTa, KBapTHUYHOrO UEHTPOGEXHOro
Hckaxkenuss u  [-ymBoenus pgaa- II (I=1) cocrosunit.
Bo36y:xaeHHHe KoJe6aT. COCTOSIHHS OTHeceHH K Aed. Ko
vg rpynnst C=C—D u K Hu3uweMmy aed. KoJ. cocTasa Mo-
JeKyJH V. It OCHOBHOro H BO30YXXIEHHHIX Vg H Ve KO-
ne6aT. cOCTOSIHHMA, COOTB., OMpejeJeHH BpallaT. MOCTOSH-
HHe B=—4084,4546(18), 4089,6490(51) u  4095,6938
(52) MIu H JAHNOJbHHE  MOMEHTH pu=0,0115(12),
0,030(8) u 0,010 (5) D. __C. H. Mypanmn



) . £ 5 - - B !
/ / . 110: 239282v Theorctical study of anharmonicity in the vibras.
5’ /‘Zg f itional spectra of the cyclopropenyl cation and its deuterated;\_

‘_~ analogs. Xie, Yaoming; Boggs, James E. (Dep. Chem., Univ.{
N Texas, Austin, TX 78712 USA). J. Chem. Phys. 1989, 90(8), 4320-9. \.
(Eng). Completely theor. calens. for the structure, anharmonic force R
field up to partial 6th'order, and vibrational frequencies of C3Hat, LQ‘,
‘\‘\\ CsH:D+, C3HD2*, and C3Ds+ were carried out. The procedure:
) included ab initio calen. of the vibrational energy surface at the:
6-311 G + local MP4(SDQ) level and anharmonic vibrational,
XX configuration-interaction (CI) calen. using a variational expansion in
> .a large, well-selected harmonic oscillator basis. The geometric
f/ﬁ/ Mlé [& parameters of C3He¢+ are optimized as 1.363:A for the C-C bond
ﬁy W Aength and 1.079sA for the C-H bond length. The fundamental
. vibrational frequencies of Cala+ are 3193.5, 1622.1, 1015.5, 3148.8,
%{6(' MM / 1297.5, 916.2, 756.8, and 1002.7 cm-!; those of CsH:D+, (3190.6,
3144.8), 2405.3, 1274.7, 913.4, 1001.2, 3146.3, 1295.2, 995.4, 717.8,
PR - QAR P16 and 6636 cms; those’of CaHD, are 31647, 34340 (15416,
" £1506.8), 1276.0, 672.1, 824.3, 2361.6, 1261.3, 9667, 762.3, 960.3, and
2603.9 cm-1; and those of CaDa* are (2536.7, 2451.8), 1487.4, 837.5, -
L 2358.1, 1256.9, 671.9, 562.6, and 823.5 cm-1. The frequencies enclosed
in parentheses are for Fermi resonance pairs, the prediction of which
is handled automatically by this procedure. The theor. vibrational
r A /gg? //'0 frequencies agree with the exptl. data available from both Raman
Ll ¢ / / and IR spectra with 0.5% relative mecan deviation. This agreement is.
. “as good as the exptl. data allow, since the expts. were carried out in-
N 92(6 condensed_phases and in the presence of counterions.  The 1st



overtone vibrational [requencies of CsHs* are also predicted. The
general applicability and present limitations of the method are
discussed. e . )

[‘
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O-9-4 A - /1990

\‘ ~ oS = ’ -—

Y = e Y 113: 872235 Overtene spectrosespy of cis-propenc-1.2- d:. Baylor,!
PR - — L e~ P LY ot e itia 1 .
e N iLewis C; Weitg, Eric (Dep. Chem,, Northwestern Univ, Bvanston,

1L 60208 USA). J. Phys. Chene 193¢, 94(16), 6209-20 (Eng).|
Vibretional spectra of the terminal c¢is and Me C-H stretches of)
icis—prepene-1,2-dy weee ohtained for vibratioral levels (v) one|
‘through seven.  ‘The C-D stretches were obsd. vp o v == 3. For)
comparison, steelra for all the C-1 stretching modes of propens!
were chiained from the v = 1 to the ¢ = 7 lovei.  Lower lovel
overio cere obtained by std. IR technigues, and highzr ahrorptions

L I2000 em) were oblained by intracavity dve laser photosceustis
/@Z]ﬁld@/ﬁé’/{’ﬁ epectroscepy.  The C-1 stretches in both

wene analyzed in
terims of the leeal-mode model, and hara

AP , feaquencics tusd
%[’//‘ 7 « anharmonicitics (X.) were caicd. In gis-p ne 1,2y, thase v
& / / (4 are (ciz terminal slefinic C-1 stroteh) we := ) + 28 em 1 and N =

-5 & 6 em L {in-plane Me CB streteh) wa = 3000 24 17 e ! end
Hea = =08 & {emt, nﬂl_((lli.—_(i—_p_l_q;lo‘}é\‘_,(";l{_Sh‘(:ld\j_ﬂ, = Wb &)

2]

C.A. 1990, 13, N{10




17 ¢in*s end X = ~60 & 4 cm-L. The wi's and Xi's for propene are,
in wood sgreciient with prior work. Behavior characteristic of the:
wormal-mode descrivtion of vibrationa was obsd. for all C-H'
stretching medes at v = 1 and 2, whereos Joeal-mode bebavior,
‘prevails at v = 3 and higher. Line widths were mewsured fur all C-Y
‘tretching modes-for v = 3.7. Broadening of the Me C-H absorptions
in propene and cis-propene~-/,2-d2 was obsd. at v = G and 7.
Possible resonances that lead to efficient intramol. energy transfer:
.and the obsd. line broadening in both mols, are discussed.” The role’
of mol. geometry in the difference in bebhavior of the clefinic vs. Me
C-H line widths is considered. Peak absorption cross sections were:
aneasured in both mols. : ;
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116: 944408 Fourier-transform intracavity laser absorption

spectra of the 6n band of methane-ds. Domingo, C.; - Del Oimo,:

A Escribano, R: Bermejo, D.: Orza.d. M. (Inst. Estruct. Mater., !

Consejo Super. Invest. Cient., Madrid. Spain 28006). J. Chem. Prys.

1992, 65(2), 972-5 (Engh Absorption spectra in the 16,100-1£.320

cm-! region were recorded for gaseous CHD; at roem temp. aith 0.42,

_cm: rcsoln.T ming achg.gier transfo;m ‘i':macavilty éasee: absorptjion'

%‘// , /1 /A7 technique. Two bands onging to the N = 6 polyac, : (6n) and &2
baajM/ /"/"/ (51 + 2u3), were identified and a rotational anal. for 61 including
transitions up to J = 13, verified by means of ground-state

combination differences, is reported. Cemparison with rotational

consts. obtained from photoacoustic laser spectra at 77 K is

discussed. .

C.A. 1992, UE w10
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. 9B1132.  Mudpaxpacusie cnextpsi nonoc vi M vy C DT
"M nonocul vy CHD,"."Infrared spectra of the v, and v, bands

AR
d' of CH,D* and the v, band of CHD,* /lagod M.-F., Rdssle-:
2 # in M., Gabrys C. M. Oka T. //47th Ohio State Univ. Int
/@> Symp. Mol. Spectrosc., Columbus, Ohio, June 15—19, 1992
& .—Columbus (Ohio) ,1992 .—C. 78 .— Awrn. |

Papuoactporomuueckoe  onpeaenchue METHNBHOrO  KaTHO-

Ha CH;* 3aTPyAHOHO M3-3a €rO BLICOKOH CHMMETPHM M Hyne-

BOrO AMNONBHOro MOMeHTa. YT1obbl nonyuntb paHHble O uac-

' ToTax, CAENaHa nonuiTKa ONPEACNCHUS CNEKTPOB pelTepH-

posannbix katHoHos. CH,DY " u CHD;, nmerowmnx paunonshbie

momentbl 0,329 u 0,310 I coors. O6a kKaTHOHa nonyueHs: npu

nponyckaHuM aneKTpud. paspspa ¢ uacroroi 6 kly npu toke

~150 MA uepe3s ra3. cmech CD;iCHi:Hz:He=120:10:100:

vﬂﬂ ! 17000 mTopp. poBeAeH aHanW3 Bpawar. CTPYKTypbl NONOC
vi u vi 8 MK-cnextpe ‘CH,D* u nonocsl v 8 UK-cnexrtpe

'CHD}. Onpepenenst Hauana nonoc: v, 3004,7650(5) cm™'

ve 3105,8406(6) cm~' ans CHDt u v, 3056,1694(8) cm~'

Q@nnn CHD}. Paccumranbl  uHepu. AedieKTsl, NOCTORHHBIE

_REHTDOG_G?!(NQI'O_ HCKa¥EeHUa U IHEepruu Bpauiar. nepexonos.

X . /9’93; ﬂ/é’ Mﬂ?‘ﬁ_"“"‘“"\ n. A lap6y3osa:
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116: 244131y Carbo-ions. Part VII. Infrared spectroscopy of

‘carho-ions: the 1 rud v bands of methylium (CH:D*), and the

n band of CHD:+. .agod, Mary Frances: Roesslein, Matthias;
Gabrys,” Charles M.; Oka, Takeshi  (Dep. Chem., Univ. Chicago,
Chicago, 11, 60637-1403 USA). J. Mel. Spectrose. 1992, 153(1-2),
¢66-79  (Eng). The #1 and »4 bands of CH:2D* and the » band of
CHD2* were obsd. and analyzed. Both species were formed
concurrently in a gas mixt. of CDeCHeHxHe:120:10:100:7000 mtorr
discharged at 6 kHz a.c. with ~ 150 mA in a multiple-inlet
multiple-outlet, liq.-nitrogen-cooled cell. Their IR vibration-rotation
spectra were recorded with a difference-frequency spectrometer and
detected by velocity modulation with unidirectional multipassing and
noise subtraction of the probing IR radiation. The transitions of
each band wete fitted sep. to a Watson A-reduced Hamiltonian to
det. the rotational and quartic centrifugal distortion consts. The
detd. band origins (in cm-1) are »m = 3004.7650(5) and vy =
3105.8406(6) for CH2D* and »n = 3056.1694(8) for CHD:*. The
inertial defeets A, centrifugal distortion ~consts., and rotational
transitions were caled. i:‘.d are given for these two species.

C.A. /988 1/ NLY
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118: 201418w_Electronic specira of the heteroisotopic methyl-d
and methyl-d: radicals by resonance enhanced multiphoton
ionization. Brum, Jeffrey L.; Johnson, Russell D., III; Hudgens;
Jeffrey W. (Natl. Inst. Stand. Technol., Gaithersburg, MD 20899
USA). J. Chem. Phys. 1993, 98(5), 37326 (Eng). The 3p2B; + ~
X2B: bands of CH2D and CHD: radicals were obsd. between 305 and

nm by mass resolved, 2 + 1 resonance enhanced multiphoton
ionization spectroscopy (REMPI). Spectroscopic.consts. were found
for the 3p2B:1 Rydberg state of the CH:2D radical (voo™= 59,940 cm-!,
nay CHz stretch = 2995 ‘cm-!, v2a1 CD stretch =.2220 cm-1,- by
out-of-plane large amplitude (OPLA) = 1260 cm-}, vsb2 CH2 asym. .
stretch = 3055 cm-1, »eb2 CD bend = 1115 cm-!) and of the CHD;
radical (v0 = 59,920 cm-!, ma1 CH stretch = 3040 cm-!, a1 CD2
stretch = 2150 em-!, vibi OPLA = 1165 cm-!, veb2 CH bend 1210
cm-1). Vibrational frequencies calcd. by ab initio theory agree well
with the exptl. data. L . e B e
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118: 222138v Mjllimeter-wave spectrum of 1,1,1-trideuteroethane,
Cazzoli, G.; Degli Esposti, C.; Nivellini. G. D.; Tullini, F. (Dip.
Chim. *G. Ciamician®, Univ. Bologna, 40126 Bologna, Italy). J. Mol
Spectrose. 1993, 153(1). 279-81 (Eng). An accurate centrifugal
distortion anal. was undertaken for the vibratioznal ground state of
CH:CDs and :3CHsCDx. for which IR band analyses are in progress.

o oy
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/ 119°213121¢ The conformational problem studied through the
torsional Raman spectra of ethane isotopomers (CHiDCH:iD,
CHD:CHD;3, and CH;DCHD3). Fernandez-Sanchez, J. M.; Gomez,
P. C.; Montero, S. (Inat. Eatruct. Mater., CSIC, Madrid, Spain
28006). J. Chem. Phys. 1993, 99(3), 1676-90 (Eing). The torsional
Raman spectra of CHaDCH3D, CHD:(EHI):, and CH:DCHD;, recorded
with an improved conventional Raman spectrometer, are interproted
using an exact rotational-toraional Hamiltonian. The kinotn and
potential operators of this Hamiltonian are discussed, showing that
the term responaible for the existence of 2 diﬂinmlhhn‘lh conformers
ia of kinetic nature. For CHaDCH:D and CHI:CHD; the rotational
and the torsional motiona can bhe aepd. by an appropriate cholce of
the mol. azin syatem. ‘The wavenos. and intensities of both torsional
Raman spectra are reproduced within the limita of the expt. with the
following effective potential parametera: CHaDCH;D), Vi = 1002 em-3,
Ve = 6.0 emt; CHD:CHDs, Vi = 906 em), Va = 7.3 em ). For
CHiDCHDs, only partially tractable in the present approach, an.

,‘”,...." eat of Vio= 995 ¢m t_wan ohtained. ) Besiden' the qunnt..
interpratatien of the toronal specten, n discunsion of the main facta
ol the contormational problem in connection to the apectroscopic
obervation s presented,  The described induced conformational
tinnetons mav contribute to the understanding of the elementary
photersomensation processes in mols, AX:\',AX:@.‘
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118 89214v The 2i3 band of propyne-ds. Singh, K.: Rajappan,
Geethar  Job, Vo A Kartha, V. B.: Weber, A Olson, W. B.
(Spectrose. Div,, Bhabhe At Res. Cent., Bombay, 400085 India). J.
Mol Spectrose. 1993, 157(2), 467-78 (Eng). High-resoln. Fourier
trapsiorm spectra of CDCCH at room temp. and at 195 K were
recorded in the region' of the 2w band (1225-1285 cm-)) at an
apadized resoln. of 0.004 cm-l.  Approx. 1000 vibration-rotation

transitions in the P and R branches of 2iy (A1) were fitted with & std.’
2 deviation of 0.00035 emt, ' Two vibration-rotation interactions, a
Ferii resonance with Gy + 210 ¢MA)), and &8 weak x»-Caoriolis
L. y interaction with Gy + 2e0)ed (B), were identified and analyzed. The
paraieters of the 2iv(A1) state and some of the those of the:

ateracting states were detd,

4
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" 118: 179302¢ ngh-rcsolunou lascr spectroscopy of gsymmets;
'/ - Irically deuterated cyclopentadienyl radicals: g study ofvubw:m
degeneracy resolution and Jaho-Teller distortion. VYu. Lian:,
L/ Cullin, David Wi Williamson, James M Miller, Tersy Ao (Dep.!
Chem., Ohio State LUniv., (olumbus. OH 43210 USa)” o, Crem.
Phys. 1993, 98(4), 2682-83 (Eng). The rotationally resolved, LL-er
induced ﬂuore:n’nce. excitation \px'\h:l of the parially deuterat edi
cyclopentadienyl radicals, C+H.D and CsHD.. were obsd. at low ¢ :::p.
in a supersonic free jet expansion. The obsd. electronic transiticn -
the UV region corresponds to tbe 2247 N:Er transition in the mr
cyclopentadienyl isotopemers with D symmetry. [ the reduced Ce
symmetry of the CsHDy and CsHD x~otopor-e... this electzegic
transition splits into 2 distinct vibronic bands. <epd by ~9 ¢zt

x é / 9 \ih st N
b/ whick arise from the 2 vibronic compenents N1 and X into which
/V ﬂ/;' \ lowered, In CyHUD the

the X state is resolved when the symmetry is ]

2 7 ground N1 state has Az symmetry and a permanently dino:.ed
6/7/1/6 V/’Lffﬂy elongated allyl-like structure while the )\-w—I

¢ Xz state has :8:
symimetry and a compressed dxcnc.lu' structure. The sy mmgtries of
the energy levels and the distertions are reversed for the CiHO,
species. A detailed theor. ...\\]tl is developed to desgrive the
sp.mm‘\ and the rotatioral structure of the \x and \: states)

C /1 /9 93 //gp.xulmn of this model \md< a p.e\ue \u.\e {or the alternatioch of




the C-C bond lengths in the distorted structures. This value is the
same as that describing the dynamically pseudorotating, Jahn-Teller
distorted structures in the Dsy isotopomers. Addnl., the theory
explains anomaious values of! the obsd. inertial defects and relates
them to phys._meaningful quantities for all the isotopomers in both
their Xy and \: states. The results are compared to previous exptl.’
work and ab initio calens. on the cyclopentadieny! radical. L
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122: 19209j Perturbations in the 2 and »s bands of propyne-d.

Job, V. A; Kartha, S. B.; Sule, N. S.; Kartha, V. B.; Weber, A.;

‘Olson, W. B. (Spectroscopy Div., Bhabha At. Res. Cent., Bombay,

400 085 India). J. Mol. Spectrosc. 1994, 168(1), 166-84 (Eng).'

The anal. of the complex rotational structures of the 2m pa:alfel

band and the vs perpendicular band of CH;CCD is presented. All,

the levels of 2v(a1) and »s(E) states are perturbed to varying degrees.:

A large no. of off-diagon perturbations connecting a quartet of.

interating states, which included the E component of 2w and the

(A1,A2) component of (2vi0 + 1), account for the obsd. complex’

pattern. A few transitions of the type AK = +2 to the 21p(E) state?

and AK = 0 to the (210 + 1)(A1 + A) state have also been

9 = identified. The major interactions are Fermi resonance between-

C 2v3(A1) and' the lower component of (2vi0 + w)(A1, Az), Fermi

: resonance between 2w(E) and »(E), "+2, £2" I-type resonance

between 2v9(A1) and 2w(E), and xy-Coriolis interaction between

2v(A1) and vs(E). Parameters of the four states and the interaction‘

parameters have beendetd. . . " T
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123:43334n Raman and CARS spectra of sym-trideuterobenzene’
in the gmul phase. Zeind], S.; Sailer, K.; Bauer, F.; Schroetter,
H. W.; Ruoff, A. (Sektion Physik der LMU Muenchen, Schellingstrasse -
4, D-80799 Munchen, Germany). J. Mol. Struct. 1995, 350(3),
185-94 (Eng). The Raman spectrum of sym-trideuterobenzene '
(1,3,6-CeHsDy) in the iueous phase was recorded at its vapor
pressure at room temp. In addn. to the 4a';, four of the 7e' and two
of the 3e" fundamentals and some hot bands, 55 overtone and
combination vibrations were obsd. and 30 of them could be assigned.

polarization ratio measurements showed that most of the 2nd-order
pands were polarized. The Q-branches of the »1_and »2 vibrations -
could be resolved into subbands by continuous wave CARS spectroscopy.
Together with earlier results on benzene and hexadeuterobenzene,
the 2nd-order Raman spectra of benzene and its sym. deuterated
derivs. are now documented. .. st st i 5 o
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128: 146820a The C-D stretch of monodeuterated propargyl
/ radical (CH,CCD). Eckhoff, Wade C.; Miller, Charles E.; Billera,
Charles F.; Engel, Paul S.; Curl, R. F. (Chemistry Department, Rice

Quantum Institute, Rice University, Houston, TX 77005 USA). J. Mol.

Spectrosc. 1997, 186(1), 193-202 (Eng), Academic Press. The high—
resoln. IR spectrum of the monodeuterated propargyl radical (CH,CCD)

rotational consts. were detd. for the mol. The upper state was signifi-
cantly perturbed making the upper state rotational consts. detd. much
more uncertain.

1N00. S 4PrnAeS . /M . _@. .t a_S % s VAT

A:Z ? was obtained in the region of its acetylenic C-D stretch. Lower state ;
ol e
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128: 140407z Excited vibrational states of benzene: high resolu-
tion FTIR spectra and analysis of some out—of-plane vibrational .
fundamentals of CqHgD. Snels, Marcel; Beil, Andreas; Hollenstein, !
Hans; Quack, Martin (Ist. Mater. Speciali, Zona Industriale Tito Scalo, :
1-85050 Potenza, Italy). Chem. Phys. 1997, 225(1-3), 107-130 (Eng), :
Elsevier Science B.V.. We have measured the IR spectra of the vy, viop
and v;, fundamental bands of CsHsD in the range 540-830 cm~! with
an instrumental bandwidth of 0.0024 cm=! (unapodized FWHM) using
a Bomem DA 002 Interferometric Fourier Transform spectrometer. The
rotational anal. for v, yields ground state consts. by combining ground
F—-/_e = state combination differences and published microwave data. Excited
1 . state consts. for the v, level were obtained up to quartic terms, using
NI & Watson's A—redn. Hamiltonian in the III* representation, resulting in a
w.',/"{// { band center v,® = 697.593 cm~!. A partial anal. is presented for the v,
fundamental (v;0,° = 778.027 cm~!), which appears to be locally per-
turbed by the vy, + V16, combination band. The very strong vy, band is -
strongly perturbed, most probably by v and vg,. The results are
discussed in relation to comparison with accurate ab initio electronic
structure calens. including non Born—Oppenheimer effects as well as,
potential applications with isotope tracer detection and IR laser chem.
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