117 1 : R » /f fa:
(ﬁz—f //C’//p/e Q. 7 16 5265. Koudopmaumonnsiii ananus rasooﬁpasuor(o/’
‘ - " \3-6pomnponeHa no MAHHLIM  HH3KOUYACTOTHBIX CNEKTPOB
«r /KOMOHHaUHOHHOro paccesnus. Durig J. R, Jailli-
~“an M. R. Conformational analysis of gaseous 3-bro-
mopropene from low-frequency Raman data. «J. Phys.
Chem.», 1980, 84, Ne 26, 3543—3547 (amurn.) T
Hccrenopano 3aTopMoKeHHOe BpaIlaTeIbHOE HBHIKEHe

' B Mosexyne CH;=CHCH:Br (I) mo cnektpam KP g
1 N ' rasosoit M FHAK. (Pa3IXMPH—Pa3IHYHBIX T-Pax. Haiigeno,
A \ uTO mp, T-De OKNVXKAwwel cpeasl I cywectsyer s ABYX

KoHDoOpMepax, . iueM rour-Kondopmep Gonee crabuien B

conepxanne ero cocrasaser ~90%. B cnektpe KP rasa

’ nosoca TOPCHOHHAA MOAa roul-koHpoOpMepa waGmonena
/l/.- /L/ g " mpr 99 cM~! c yeTHIPbMA COMYTCTBYIOUUMH «TOPSTYHMH» *
) oy CNyTHHKAMH, a BHYTPCHHee BpalleHHE UHC-H30Mepa Ha.

'L‘& 6moneno npn 61 cm~!. Haiizenn cien. 3Hauenus Ias
/" NMOCTOSHHBIX NOTEHIHaNa BHYTPEHHEro  Bpaulenns: V,=
=292+30, V,=—581+22, V;=577+17, Vi=73+14,

g g v - Ve=—69+7 cM~!. M3  HuX YCTaHOBJNEHA Da3HOCTL oy.
LD(H—-I{) TaNbIHH OpMEpOB, K-pasi COCTAaBJeT BCAMInRy |
272 cm=! (0,777 _xKaJ/MOMb)._ 3. aHa/H3a_.OTHOCHT, HH-




KP npn 457 (uuc) H 399 em—! (rom) 4
| T-pp Hailzena pas- |
390 oM Nl

TeRcHBHOCTE]l TI0JI0C
B CUEKTpe IKHAKOCTH KaK QyHKIL
HOCTb  SHTAJBIIHH, past  cocrapaser
(0915 kxazfmomb) H coraacyercs ¢ peMunHON  mozydeH”

' L3 B. M. MuxaflmoB
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#-c‘ LAy 711.365 Cuctemn nosoc A—X monos H{C=C}.X* "

—2) n CH3{C=C }uX+ (E—?E), rne n=12; X=
—CI Br. A>X band systems of * H{ C=C} X+

(CN52), and of CHy{C=C} nX+ (E-2E) n=12 "

ﬁ"’/{'-ﬁ wnthX Cl, Br. Maier J. P, Marthalér O, Klos-
f Jcnsen E. «J. Electron. Spectrosc. and Relat.

(IW ?{3 nom» 1980, 18, Ne 3, 251—265 (auru)-
B o6aacTi 14 000—24 000 cm~1 MOJYYEHB], - cncmpm He-
yckanua rasooGpasnbix KaTHonos - H{C=C},X+. y
CH; f C=C} X+, 06paaonalme BO30YXKACHHBIX KaTHOHOB
OCYWICCTBJISVIOCh  NMOX  JGACTBHEM  MYYKa - 3JCKTPOHOB
c sHeprieit ~30 3B. JlaBseHHe NMapoB. HCXOAHBIX B-B He
/' npesbimano 10=4 MM pr. cr. OTOXAcCCTBJCHHE noJjoc B
4 CNeKTPaX MHCNYCKaHHs BBHIMOJHCHO HAa OCHOBG aHAaJH3a CO-
orserctyiomnx Hel- u Nel-orosneKTpounnix cnekrpos,
CHATBIX TPH BBICOKOM 3HepreThy. paspeuteHnn. OTMeueno
.Xopoluee COrJiacHe OCHOBHBIX KoneGaTe/bHBIX YaCTOT HOHOB
B cocTosinHAX A n X, moayuenuelx oGouMit Metoxamu. On-
ﬂ peesienbl BPCMEHA JKH3HI HOHOB HA HIKHHX KoneGatesp-

HBIX YPOBHfIX COCTOSIHHIT A Bcex HCCJACAOBAHNBIX HOHOB.

P A0 v

OGCyKACHBL Kauaa ux penakcauwii. bi Bu6r. 23. M. T.

1950
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11 J1129.  MouekyasipHasi MCXaHHKA OPraHHYeCKHX ra-

aoupos. Y. IV. ‘MonoGpomMuas M HereMHHaJbHbe anGpo-

muapl. Molecular mechanics of organic' halides. Part. IV.”

Monobromides and non-geminal  dibromides.  M'ey -

er A. Y, Ohmichi N. «J. Mol Struct», 1981, ‘73,

. 145—157 (aunm) _ ' - e

A0Nn470 ' MeToi MOJICKYJISIDHOTO CHJIOBOTO TIOJISL, ertz P, H.,
ZL&ML/}'L) Allinger M. L. «Tetrahedron», 1974, 30, 1579) npusenen

i 2 JJst PacueTa MOJICKYJSIPHLIX TEOMCTPHI, JUMOJBHLIX AMo-
/{. l[ ~ MCHTOB H 0apbepoB BHYTPEHNCTO BPallCHimd U 33 Mo-
, ) L) JICKYJl Opraiiy. OPOMIIOB W TereMTHanbIbIX NPy
- (KR ILAKINUCCKHX, TaK H HCUHKJHICCKIX]), pﬂwmrpeﬁu
/Q/ L&_’X BOMPOCLI, Kaca.ciliicCsl TPAHHL, M3MCHeHHS CBseli C—Br
* 3t JIBYTPAHHLIX (YIJIOB, BCJHWHHB CHI NPHTSIKEHHS 1M oT-
A/é(}szm TAJKHBAHHA MCIKZY . HECBSI3aHHBIMH . -(BaJieHTHOIY CBS3bIO)
/’ =i (parMCHTAMIE MOJICKYJILI, KOHDOPMALHONHBIE DaBHOBecHbe!

cOCTOSIHIfS B HecHMMerpiunbix. 1,4-1ucsamelnennbix wkg-
rexcanos 1 1. A Y. 11T oM. Meyer A. Y. «J. Comput, -
Chem.», 1980, 1, 111, ... . A OGyxos

% /981, 18, w1/,




CHs 4, CHs 2y [958/

4 1505. MuKpPOBOAHOBHA cnekTp romusomepa H-npo
nuaGpomupa, Microwave spectrum of gauche normal pro |

yl bromide. Nfide Yuzuruy, Ohkoshi Ichiro,

akano Mitsuru. «J. Mol Spectrosc.», 1981, 89,

Ne 2, 387—396 (anm.g R . :

B ananasoue 10—30 I'Ti  nECAeAOBAHB - .MHKPOBOJH.

cnektpnt rountzomepos Mosekyn CHyCH,CH;X ¢ X="Br

i ®Br. Wnentnduunponana KBAAPYNO/AbHAT CBEPXTONKAR

v 'CTPYKTYypa JHHHil- BpalaTeNbHHX mnepexonos ¢ J<15 B

IZZ ﬂ OCHOBHOM KoJc6aTesbHOM COCTOSIHHH H ‘B NEPBHX ABYX:
} BO3GYXICHHHX COCTORHHAX -KPYTHABHOTO KoneGaHHst W BO-

Kpyr CBS3H C—C. OnpeneneHsl 3HaYeHHA BPallaTeNLHHX

MIOCTOSTHHBIX H TIOCTORHHHEIX' KBAJPYTIONLHOR _CBS3N. anep

Gpoma: ITo OTHOCHT. MHTCHCHBHOCTH JHHHR OCHOBHOTO . H

PO36Y}KACHHHX COCTOSHHIT OLEHCHH SHEPTHH TEPBHIX ABYX

BO36YXKIeHHHX COCTOSIHHI - KPYTHABHOTO - XosneGauns

(127 u 211 cM=! coorserctBenrto). - - M. P. Aanen.

b 20, 18 ,N T
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5 B1151. KBaHTOBOXMMHYECKOE HCCJENOBAHHE 3JIEKTPO-’
d / )bu.nbuoro npucoennuenns. Yacrs IV. Peakuus Gpoma c

sTHaegom. Poirier Raymond A ,Mezey PaulG,:
Yates Keith, Csizmadia Imre G. = Quantum
chemical studies on eclectrophilic addition. Padt IV. Reac-’
tion oi bromine with ethylene. «J. Mol. Struct.», 1981, 85,
Ne 1—2 («Teochem», 1981, 2, Ne 1—2),. 153—158 (aura.)
* C noOMOILbIO HE3MNHPHY. KBAHTOBOXHM. PacucToB ‘NpoBe-
7IeHO MOJCMHDOBaHHE Mpollecca 3JCKTPOPHIBHOrO NpHCO-
examHeHns 6poMa K 3THacHY. PaccumTausl - reoMerpnu. u

Zé‘OﬂW ) .3MCKTPOHHAsl CTPYKTYPHl UMKJNY.  TIDOMCKYT. NPOLYKTa
npucoeMHen s Br¥ K STHJCHY H JIHHCITHOTO GpOMOHHEBO-
v 73 ro uotm__CﬂaCHzE(li_ Tlokasano, uTO LHMKJHY. CTpyKTypa
V%f na 30 xxaa/moab |(pacuer B 6asuce STO—3G) wuan Ha

15 Kkaa/Moap (pacueT B pacUWINpCHHOM Ga3suce) Gosee
ycroitunBa. TIpHBefensl aHHbie TO H3MEHCHHIO 3JCKTPOH- |
HOji HEPriH CHCTEMbl BJOJb KOOPAHHATHL p-wi. OGpaso- '
BaHHe MPOMEKYT. MPOAYKTA UAKAHY. CTPYKTYPH, KaK MOKA-
3LIBAIOT  PACYeTHl IYTIl P-LHH, NPOHCXOAHT B pe3ysbTaTe
BHYTPHMOJEK. TpancopMauni GPOMOHHEBOrO HOHa 3a cuet

ppautennst Br u rpynnst  CHz | Bokpyr csasu C—C.
X- /gﬁ/ _/_19, /\/S/ : g T 1 T Turep
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1) 18 688. MouekyasipHasi CTPYKTypa ¥H xoud:oplmauuonm
oe crpoeHHe 3-GpoMmponeHa, onpejesneHHble METOAOM ra--
3o0Boit anextponorpaduu. Schei Helene, Shen Qu-
ang. The molecular structure and conformational compo-
sition of 3-bromopropene as determined by gas-phase-
electron diffraction. «J. Mol. Struct.», 1982, 81, N 3—4,
269—276 (aura.) ! ; :
MeT010M ra30BOfi 3/eKTpOHOrpadHH H3yyeHA MOJeKkyaa.
C;HsBr.npu 1-pax 50 u 150° C. Haitaenn cienyioue 3ua-
CHAT MEK'bSNEPHBIX paccTOsAHH (A) H BaNeHTHHIX yrios:
C—H 1,078(15), 1,08(2), C=C 1,335(7), 1,340(7), C—C
1,485(8), 1,502(9), C—Br 1,961(6), 1969(6), < C=
=C—C 126,0(26), 1250(3,5), CCBr 111,5(,08),
110,4{1,2), <H—C=C 122,122, <HCC 1095 u 1095
mpu 50 u 150°C coors. -Ilpu oGenx T-pax NIPHCYTCTBYeT
cMecb CHH- M TOII-H30MepoB, TpHYeM rour-gopMa cocrap-
nsier 86 u 75% mpu 50 u 150° coors. TopcHounmit yroy
row-popmut 117° (5). _ ... . . T. B. Tumobeena

X. 1984, 15, /8.
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.~ |13 B1009.  OcHoBHble cocTosiHMA MoJaekya. 64. Pacye-
( 7"‘ ;r%‘ MOAHGHUHPOBAHHLIM METOAOM mnpeHeGpexenus AHdde-
/’Z/y eHuHaabHbiM nepekpoiBannem (MITIII) coemunennii, co-
GZ naepxawux 6pom. Ground states of molecules. 64. MNDO
calculations for compounds contairing bromine. Dewar
MichaclJ. S, Healy Eamonn. «J. Comput.
hem.», 1983, 4, Ne 4, c. 542—551 (aura.)
* [MonoGpanbl napaverpu ans 6poma B Metoge MITIIL.
AT napaMmeTpbl onpejeleHbl Tak, YTOOL BOCHPOI3BECTH
TennoTsl' o6pasonania AH;, paBHOBECHYIO TeOMETPHIO, mo-
[l(ﬂém /[ / TeHuHafh 1xpHﬁ;g_gx_iﬂ_'[p_u'Aqﬁﬁg@g‘ej@ﬁggm 10 coenn-
¢ ) Hemmit oAHOBAJeHTHOro Gpoma OTMEUEHO, UTO AN Omi-
?Z[’/U/[/l/ califfi_ 3JeKTPOHHOro CTpOeHlst coellHeHuit Br B Bhlcwmmux
/ cTeneHsix OKHcaeHnsi HeoOGxoaum yuer 3d-AO, K-pHe ne
W - BKaloyenn B Gasuc MITAIL C nomouwbio noxoGpanneix na-
paMeTpoB MNpOBeJEH pacueT 3JCKTPOHHOTO CTPOCHHA 54
GpoMcoxepzkauix coeanteniit. Cpentice OTKMOHenie pac-

\)['/ggy/ __/_g/ /\//5




CUHTAHHBIX 3HaueHHilt AH; no cpaBHEHHIO ¢ 3KcnepHMeH-
TOM paBHO 7,2 KKaJi/MOJb, MakCHM. OTKJIOHCHHE MeHblIC
20 xkKaa/Monb. 3uaueHus fp AR 24 MOJCKYJ OleHEHHW IO,
‘Teopeme Kynmanca: Bblulic/enHble 3HaueHus [/ 3aBblleHH
MO CPaBHEHHIO C 3KCICPHMENTAJbHBIMH; CPeIHsst ounibka
cocrapasier - 0,92 3B. BpemeHa noaysaMmnupHu. -nonpaska
aas Ip, 3aBucamwas or Bkaaga opburaneit Br s MO, ¢
K-poit mpoucxoauT HoHu3auuA. OwHOKAa PAaCCUHTAHHHX C
yYyeToM 3TOfi nonpaskH 3Havennit [p B cpemHeM COCTaB-
asier 0,3 3B. BHulcseHHbe 3HayeHHA' BaJIeHTHHX YIJO0B
XOpOIUO COrJIacyloTcst C 3KCMepHM. MaHHBIMH, TOrAa Kak
OTKJIOHEHHSI ONTHM. AJHH cBa3eii nocthraior 0,15 A B cay-’
yasx, Korga noMuMo cBsidan Br—X HMeercsi TaKke m-CBA3b
X—Y. OGcyxaeHH pe3yJbTaThl pacueTa paBHOBECHOIl reo-
MeTPHH Karxiomwpacqer npeacka3biBaet 60Jib-
INYI0O YCTOMYHBOCTb CHMMCTPHUHOM CTPYKTYPH € MOCTIIKO-
\BbIM aToMOM Br no cpaBHCHHIO €O CTPYKTYPami ¢ Tep-
MHHaJIbHHM aToMoM Br. O. Tpuuenxo

Pty




7y om 19901 /98Y
az 1JI311. Tlepsnie NONOCH B (POTOINCKTPOHHBIX ~CMHEKT-
pax CH,Br, CD.Br, CHBr, u CHyJ cBoGoaubix paaHka-
s0B. The Tirst bands tm (e piiotoeteetron spectra of the
CH,Br, CD,Br, CHBr,, and CH,l free radicals. And.-
rews Lester, Dyke John M., Jonathan N(h:
ville, Keddar Noureddine, - Morris Alam
«J. Phys. Chem.», 1984, 88, Ne 10, 1950—1954

(anra.) :

MertogoM oToIMEKTPOHHOI CNEKTPOCKONHH  H3yyeyy
peakuHH aTtoMoB ¢Topa c Mosckyaamu CHiX i CH,X,
(X=Br, J). Hosas CTPYKTypHast — moJoca ¢ ajanabaTy-
l). veckiM 8,61£0,01 38 u BepTHKadbuLM  8,720,0] 38
ﬁ/}W/ e NOTCHIHANAMH HOHH3AUHH OTHeCCHA K CBOGOAHOMY pamy-
" 4> kaay CH,Br. HaGniogaemas B nosoce CTpyKTypa (860
g +30 cm~! v'=0—1) oruccena k¥ C—Br  pay. KOJ. B

!ZZ'/]/ @ ocnosuom cocrosinin CHpBr+, uto Goabue, 4YCM 3HaYCHHe

693_cm-!, _.,np.q‘qc,imoe ans. CHeBr B Ar-matpune, Ias

\49./955/ 18, n/




neppoii nosocsl CD;Br o6HapyeHbl NPOrPecCHH CHMMeT-
puunbix C—Br Basentnsix (78030 cvu—!) u CD, pge-
¢dopmannounsix (113030 cm~—!) xoseGauuit. das cao-
Goaunix pamukanoB CHBr, u CHpJ maiigenst GecCTpyKTyp-.
HHe nosocH npu 8,41+0,03 u 852+0,03 3B coorser-
CTBCHHO. ' A. B. Tonosun,
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23 B1150. TMepBhie  mosockt ~ B (hOTOIMEKTPOHHBIX'
cnexTpax csoGoanbix paankanos CH,Br, CD,Br, CHBr, u.
CHpJ. The first bands in the pholoelettron- spectra of

e TH,Br, CD,Br, CHBr, and CH,l free radicals,

ar N, Morris A. «J. Phys, Chem.», 1984, 88, Ne 10,
950—1954 (amura,) )

C ucnosb30BanHeM MHOTOKaHaJIbHOTO [ETCKTOpPA 3.eKT-
poHOB H3MepeHbl (OTO3MeKTpoHHble crneKTpu (PIAC)- ¢
Bo3OyxxacuneM Hanayuyenusimy He-1 u Ne-lI nas nponykron
p-unn moaekyn CHzBr, CD3Br, CHyBry, CHaJ n THJJ; ¢
aroMamMi F, 06pasoBaHHBIMH NyTeM 3aXKHTAHHS MHKPOBOJ-
HOBOro paspsina B cmeci- 5% Fo/He. Hamepenns ®3C
NpOBeleHl NPH DPa3JHYHRIX SKCIEpPHM. YCJIOBHSIX, onpefe-
JIAIOUHXCS BEMHYHHOH moToka aroMoB F M paccrosunewm
MEXJ1Y MECTOM BCTPeYH MNOCJefHHX C MOJEKYJIaMH H Ka-
Mepoii Honnsaumi, B nosyuenusix ®3C BhgeneHH o0co-
GeHHOCTH, CBs3aHHHeE C (OTOHOHMH3ALHell CBOGOLHBIX pa-

?ndrews L, Dyke J. M, Jonathan N, Ked-
)

; Auxanos CH.Br (I), CD,Br (II), CHBr; (III) u CH,J

(IV). s

T_3HauenHs NEPBOTO_ aAHabaTHY. M BepTH-



kanbHoro notenunana wonnsaunn ([IH) pabnm 8,61
8,72 3B cootB. KoseGatenbhast cTpyKTypa IepBOif INOJO-.
cat B ®3C 1 o6bsicHena Bo3Gy:KIeHHeM BaNCHTHHX KO-
geGannit C—Br nona_CH.Br+ c uacroroii 86030 cm~'.
YBesnueHue 4acTOTH KoJeOaHHN MO CPABHEHHIO C JIHT.
NaHHBIMH aJs pajHkaia | B maTpuue Ar CBHIETENbLCTBYET
o Gosee cuabHoii casy C—Br B xathone. B ®3C II xo-;
JebaTesbHasi CTPYKTypa mepBoil mosocel oGbsicHeHa BO3-
GyxnenneM BaneHTHHX (C—Br) u CHMMeTpHY. HOXHHY-
HHIX (CD2) xone6anuiti ¢ uwacroramu 780*30
1130430 cm~! coors. Hua paankanos III u IV oGuapy-
JKeHBl NepBble INOJOCHL C  Hepas3pelICHHON  CTPYKTYPOI,
COOTB-lIHe 3HAYeHHaM BepTHKaabhpix ITH 8,41%+0,03
-8,52+0,03 3B. Cnabas 3aBucumocth nepBbix ITH 3awme-
IEHHBIX CBOGOAHBIX MeTHabHEX pamHkasos CH.X, CHX:
(X=CH,, F, Cl, Br, J) or npupoam X (mo H3MepeHHHIM
H JIHT. JaHHHM) OGbACHEHAa NPEHMYIIECTBEHHOIl JIOKaaH3a-
uHell HECNmapeHHOro 3JEKTPOHA HA aToMe Yyriaepoaa.
A 0.0/ Bacupxo,

yTr
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3§ 5B51231. AHaJH3 BHYTpEHHero BpalleHHSI B MHKDPOBOJI-
ﬂh__ [’// HOBOM CMEKTPe OCHOBHOTO cOCTOsiHMS 2-Gpomnponena. In-

J Y] — dL ternal - rotation .analysis of the ground state microwave
spectrum of 2-bromopropene. Fliege E, Dreizler H

«Z. Naturforsch.», 1984, A39, Ne 7, 637—645 (anra.) )

Ha MB-dypbe-cnekTpoMerpe B .061acTH uyacToT 8—

18 I'Tuy ¢ BHCOKOil TOYHOCTBHIO H3MEPEHH BpallaTes]bHhe

CNeKTpH JABYX H30TONHY. 06pasuos  2-6poMnporneHa,

CH,C"™Br=CH, (I) u CH3C®Br=CH; (lI), B ocHoBHOM

KONEOaTCAbHOM <COCTOSIHHH, ANAJNN3 CNEeKTPOB  BHIIOJHEH

B NpHGJHXCHHH MOJENH aCHMM. BOJYKA € YYeTOM OJHOH

KBapTHYHOM NOCTOSIHHON LEHTPOOEKHOrO0 HCKaXKEHHS, BHYT-

peHHero 3aTOPMOXKEHHOTO BpallleHHS METHJbHOM rp)énnu U

Br-sgepHoro KBaJpynoJbHoro B3auMomeiicTsis. Bpaua-

Jéﬂ 'Z(Zﬂ/u&//z « renpuble noctosiuusle I u 11, coors., paBun (MIw): A=
/ )=9256,00(10) u  9255,942(78), B=3138,011(26). =u
0/‘/’%/ %0 3112,878(18), C=2375,879(26) u 2361,434(18). Anamus

kBaapynoapofi CTC BHNONHEH A/S NePexoioB BIIOTH

X. /988, [9,nS




10 J=20 MeTOAOM AHArOHAAH3alHH MATPHUbLl FAMHJALTO-’
HHana., [locrosinnne XBajpynoJbHoro B3auMopefictus I -
u Il coors. pasun (MIm): %sb+%ce= —534,474(53) u
—446,653(71), Ypp—xce= —38,222(59) u —31,546(89).
AHasnH3 BHYTPCHHEro BpalleHHS BHIOJHEH B NpeAnoJoxe-
HHH, YTO B3aHMOJefiCTBHE C SNePHHM  KBaJpYyHOJbHHM!
B3aHMOJEHCTBHEM OTCYTCTBYeT- H NapaMeTp MOMEHTa HHep-
UHH BHYTpeHHero BoJuka ¢ukcuposaH. Ias oGonx o6pas-
uos I u Il yrasl Memay a-ocblo HHEPUHH MOJEKYJbl H
OCbI0 CHMMETDHH BHyTpeHHero Boauka 57,8(34)° -1(
56,9(48)° 1 Gapbepn BHyTpeHHero BpalenHs Va=2571(49)\
H 2558(74) xaa/Moab COBMafalOT B Npefesiax 3SKCMepHM.|
TouHOCTH. IIpH psAfe MONyUleHH{t BHMNOJHEH MOJEIbHHIT!
pacuer ro-CTPyKTypH 2-GpomnponeHa. ITonyuenHne pe3yisib-!
TATH COIMACYIOTCA C H3BECTHHMH JAaHHHMH 1ast 2-$Top-
nponeHa M_2-X7OpnponeHa. .. C. H. Mypsnn,

*
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/ 102: 102794d Rotational analysls of the A2lly;z < X2y laser

excitation spectra of the bromoncetylene aud deuterobromo=

acetylene cations. King, Michael A Muier, John P.; Misev,

Liubomir; - Ochsner, Martin  (Inst. Phys. Chem., Univ. Basel,

~ /\,3 CH-4056 Basel, Switz..). Can. J. Phys. 1984, 62(12), 1437-51 (Eng).
02 _ High-resoln, laser excitation spectra of the A2[ly/z «~ X112 3+ (v =

i /%5 | 0-4) bands of the bromo~ and deuterobromoacetylene cations were

(,Z 2 recorded and rotationally analyzed. The new data were cotapared

: with those for the neutral mol. and discussed in terms of electronic

ﬁ}/a/wa//] structure, o
/{ZZ/M%

e.A.1985 104, N1k
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5J1188. °~ MHKDOBOJHOBBIi CMNEKTP, CTPYKTYpPa M TEH30p
KBaApPYNOJBHON CBA3H CKOWweHHOro Kondopmepa 3-Gpom-
nponena. Microwave spectrum, structure and quadrupole
coupling constant tensor of skew-3-bromopropene. Niide
Yuzuru <J. Sci. Hiroshima Univ.», 1984, A48, Ne |,
23—74 (amra.) : -

B nuanazone 8—30 I'Tu ncceneposanst -MB-cnexkTphr:
15 usoronuy. pasHosuauocteit mMonexynbt CHy=CHCH,Br.
M nenTHHHUHPOBAHB JIHHHH BpamaTenmeMEﬁ
J< 12 ocHOBHOrO Ko/ne6aTenbHOro COCTOSIHHS M KBaapy-
noabuast CTC Junmit. Onpejenebl 3HaueHHs BpallaTeb-
HBIX M KBapTHUHBIX LEHTPOGEMCHBIX MOCTOSHHBLIX H MO-
CTOSIHHBIX KBaApYyMoJbHON cBA3M fAxep Opoma-79 u - 8l
BuluHCIeHbl CTPYKTYpHble napaMmeTpsl 3-6pommnponena.

; : M. P. Anues
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' /GES
[i/ég/}/ T \}951257. CTpyxkTypa GpOMBHHHJIbLHOTO pajgukana. Hay-
oL/ YeHue MeTOAoM u3odsumK B MaTtpuue. Structure of the
romovinyl radical: a matrix ‘isolation study. "Eng-
dahl A., Nelander B. «J. Chem. Soc. Perkin Trans.,
1985, PT2, Ne 11, 1747—1750 (aura.) ‘ ‘
Hamepennt HMK-cnekTpel norJollleHHst npoaykTos, oGpa-
sylownxcst npu cokonpencauun (T'=17 K) auerunena y
auertnena-d, u -dy ¢ GpoMOM B Ar NpH Pa3NHYHBIX yCao-
BHSX 1 pa3baBJcHHsX. B cnekTpe MaTpHUBI NOABeprablueii-
cst oGayuennio (MCTOYHHK He HasBal) B Tpolecce ce ¢op-
MHpOBaHHA HabJiofaninch HOBRe nojocer 494,6; 793,6;
, 1120,4; 1564,4; 3093,8 cMm—!, oTHeceHHBle K panukany
: C,H,Br* (npupenenbl Take TOJOCH pafiKajgos C,D,Br*
Véjﬂ) L/ WTHDBr* s OTHOCHT. HITEHCHBHOCTH NOJIOC). O6cyxne-
HBH BO3MOXKILC BapHaHTH OTHeceHHs MoJoc. Ilonyuennwe
pe3yabraTel conocrasienbl ¢ MK-cnektpamn u 3nauenusmy
4acTOT KoJeGanuit MOJEKYJb BHHHADTOPHAA, BTOPBHHUML-
HOTO pajHKana M HX AefTeponp-ubiX, ChaesaH BBIBOA, yto |
panukan CoHoBr* cymecrsyer B maTpuue B BHAC 2 H3o-
MEpOB C HCCHMM. pacrnoJsioKeHHeM aToMa Br oTHocHTedbho
atomoB C. —.— o - . B. M. Kos6a

X886, nG '
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Bl=L-H(0)" T 1986

(M Y.

20 B1152. 'Cnel('rpu H3JYYEHHS! TaJoaLETHIEHOBBLIX Ka-
THOHOB  NpH CBEPX3BYKOBOM  OXJaxjaeHHH: X—C=
=C—H(D)+, X=Br, J. Emission spectra of supersoni-
cally cooled haloacetylene cations: X—C=H(D)+, X=
=Br, J. Fulara J, Klapstein'D., Kuhn R., Maier J. P,

«J. Phys. Chem.>, 1986, 90, Ne 10, 2061—2067 (anrs)

HccnenoBanbl cHCTeMBl [0JIOC H3JY4eHHSI B oG, nepe-

xofa AMI—X2I1 BpamareabHO-0XJAaXKACHHBIX 6poM- u
HOJaUeTHICHOBLIX KAaTHOHOB, a TaKXe HX JeliTepHpopai-

HBIX Mp-HBIX TIPH BO3GYXKACHHH SNEKTPOHHBIM YiapoM B

CBEPX3BYKOBOJi CBOGOAHON CTpye reJsl. Bnaronapsi nusa-

‘Koit Bpawar. 1-pe (=5 K), npusopsmeii x CYXKEHHIO. 1o-

g-L=L-HD)* @@
X-/986, LG NA0

J0C M paspCLICUHIO H3OTONHY. paculenyienns, npopegen
KoJse6aT. anaan3 chnekTpon, OTOXICCTBJCHL BCe nepexo-
Abl, NMPUHAMICKAULIC K CHCTEME KOMHOHEHT Q=3/9,
B pesysbTate conocramienust HacToOAMMX Aaumbx K no-
Ay4EHHBIX palice M3 CNEKTPOB NPH Ja3epHOM BO3GyiKien
onpesieseHbl MOUTH YaCTOTh OCHORUAINX ¥ i K

THOHOB B coctosuuax Xls, u Afly, c
+2 el

TOYHOCThIO

. H. Mopozop
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104: 213561m Electron diffraction study of the structure of
sym-tribromobenzene. Novikov, V. P.; Sokolkov, S. V.; Golubinskii
A. V.. Vilkov, L. V, :
Khim. 1986, 27(1), 50-4 (Russ). The structural parameters of
sym~tribromobenzene
r(C-Br) are 1.395(4) and 1.876(4) A, resp., and the CCC angle is’
120.4(0.8)°. The force consts, and mol. vibrations were caled, The

% s W g% Br atoms_do_not affect apprecjably the geometry of the benzene ring,

[ Le/LEHT.

@-/q'/ggéi.iq_% "’OU/

/986

(Mosk. Univ., Moscow, USSR). Zh. Strukt,
detd. by electron diffraction r(C-C) and




B, C/Ch ) 75e
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6@/41@/2 Plurio.
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106: 146302d Raman spectra of halogen-substituted methanes
in the liquid state. 3 - Temperature effects. Fukushi, Kohji;
Fukuda, Takuya; Kimura, Masao (Fac. Sci., Hokkaido Univ.,
Sapporo, Japan 060). J. Raman Spectrosc. 1987, 18(1), 47-52
(Eng). The effect of temp. on the peak positions, the isotropic and
reorientational band widths and the depolarization ratios of the
Raman bands for the totally sym. vibrations of CHCls, CH.Cl,,
CH:Brs, MeBr, Mel, and CDsl was mmsured_ in the liq. state. The
isotropic band width for a C-X stretching vibration decreases with
increasing temp. for mol. with only 1 C-X bond, whereas it increases
for a mol. with 2 or 3 equiv C-X bonds. The isotropic band width
for the deformation vibrations decreases with increase in temp. For
all the bands, the depolarization ratios depend only slightly on temp.

0 A s(24), G, /,u/) %/gﬂ;{
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© 108: 64970x Raman and .infrared spectra and fundamental’
tn,qucncxcs of 1,2,4,5-tetrabromobenzene. Yadav, R. A.; Shanker,

(Dep. Phys., Bamu'as Hindu Univ., Varanasi, 21005 Indxa) J.
Raman bpcclrosc 1987, 18(8), 555-9 (Ln ') I‘he Raman spectrum
of 1,2,4,5- tetmbromobcnzem was rccordut in powder form in the
region 100-1000 cm-! and the 1R spectra in nujol mull and a Csl
pellet in the region 200-4000 cm-1. Tentative vibrational assignments
are proposed nasumlns. D2y point group symmetry, Observation of a
no, of overtone and combination bands enabled the inactive

fundumenmlu and those fundnmenmls wluch woere nut obsd expu to
(K/) /Z/(}p)boosl IS S —— - Mot o it

041988, 103 w8 @
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7J1180. 3SddekTo AEPHOr0 KBAAPYNOJLHOrO B3aAHUMO-
AEHCTBHS H UEHTPOOEMCHOr0 HCKAXKEHHS B MHKPOBOJHOBOM
cnektpe nponapruabpomupa, BrH,CCCH. Effects of nuc-
lear quadrupole coupling ard cenirifugal distortion in
the microwave spectrum of propargyl bromide, BrH,-
CCCH. Duffy P. K. J, Hwang Christine, Cramb Da-
vid T., Lewis-Bevan W., Gerry M. C. L. «J. Mol. Spect-
rosc.», 1988, 127, Ne 2, 549—555 (aura.) :
H3yuen wmukpoBoaH. cnektp Mojekyant BrH,CCCH B
oGnactn 20—54 I'Tu ¢ Hcnonb30BaHHEM CNCKTPOMETpPA co
WTapKoBcKoil MoayasauHeil. JIas ABYX H30TOMHMY. MOAHGH-
Kaluii, comepxawux Br u 8 Br, H3Mepera CBepPXTOHKas
CTPYKTYpa psila BpallaTC/AbHBIX JHHHI C BpallaTeJbHBIMK
kpaHToBbIMH 4HcIaMH 6—20. OcoGoe BHHMaHHe oGpalieHo
Ha paHee OGHApYXKCHHYIO aHOMA/HIO B CTPYKTYype Bpalia-
TenbHoro mepexoaa '21,11<-120,12, Anasu3 AaHHBIX BHMOJ-
HeH ¢ noMoubio 3¢G¢eKTHBHOrO BPallaTeJIbHOTO TaMHJABLTO-
HHAHA, 3anHCaHHOro B S-peAyuUHPOBaHHO# ¢opme ¢ TOY-
HOCTbIO A0 KBapTHYHbIX 4JeHoB. OnpenesieHb TakXe na-
paMeTpul TeH30pa KBaApYMOJbHOTO nsaumoneﬁcrgnﬂ. -
. AL XK.




LLLY o7, A8708 1988
0?/ . - 115 B1351. 3ddekTH sanepHOro KBaApPYNOJALHOrO B3a-
HMOJEACTBHS H LEHTPOGEKHOr0 HCKaXKEHHs B MHKPOBOA-
HOBOM cneKtpe nponaprua6pomuna, BrH,CCCH. Effects
of nuclear quadrupole coupling and centrifugal distorti-
on_ in the microwave spectrum of ‘propargyl -bromide,
BrH,CCCH. Duffy P: K. J,”Hwang C., Cramb D, T,
Lewis-Bevan W, Gerry M. C. L. «J. Mol. Spectrosc.»,
1988, 127, Ne 2, 549—555 (aHra.)
Ha aBTOMaTH3HPOBAaHHOM LITAPKOBCKOM MHKPOBOJIHOBOM
(MB) cnexkrpomerpe B 06a. wactor 20—54 ITu c Tou-
HocTblo okoso 0,05 MIL H3MepeHH  BpallaT. CNEKTpH
ABYX H30TOMHY. 0G6pasioB. nponapruabpomuna, *BrH,CC-
CH (I) n 8BrH,CC (II), B ocnoBHOM KoJ1eGaT. cocro-
JL(' / s FHUH., Ananf3 -CNeKTPOB BHIOJHEH C HCMOJb30BalHeM
¢ raMHJbTOHHaHa YorcoHa B A- H S-pelyKuHsx ¢ yuerom
KBapTHYHOrO LEHTPOOEXKHOro HCKaxceHHs H Br-saepuoro
KBaJZpynoJabHoro B3anMofeiicTBuA. ITo cpaBHeHuio ¢ pauee
BuinonHeHHHMH MB-uamepennsamu  (Kikuchi Y. et al., «J.
Chem._Phys.», 1959, 31, 1139; «Bull. Chem. Soc. Japan.»,

X. /Q-EQ\'\/_\Q/ N /‘S:‘\\ B | - E——




1961, 34, 348) yTouHeHH 3HaueHHsi Dpaliar. nocrommw\
ans I u II, cootB, B MIu A=21010,306(12)
20986383(15) B=2169,3287(10) u 2154,41049(64), C—-
=1989,0591(11) n 1976,29845(73), BnepBHe ompeneJeHbl
KBapTHYHHE MNOCTOSIHHbIE H CYIIECTBEHHO YTOUHEHBl AHAro-
HaJbHHE H HeJHaroHa/blble IOCTOSIHHHE SIAepHOro KBaj-
pynoabuoro B3aumopeiicTus. C yyeTom OJH30CTH K ILH-
JIHHADHY. cmmerpuu C—Br cBsi3H onpejeien ee HOHHBI
Xapakrep 0.22. : C. H. Mypsun .

o
2
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| 108: 64987h Lffccts of nuclear quadrupole coupling and cen<:
"trifugal ‘distortion in the microwave spectrum of propargyl
roride, Brif2CCCH. Duffy, P. K. J.; Hwang, Christine; Cramb,:
David T\, Lewia-Revan, W.; Gerry, M. C. L. (Dep. Chem., Univ.
Pritish Columbia, Vancouver, BC Can. V6T 1Y6). . Mol. Spectrosc.
1988, 127(2), 549-55 (Eng). The microwave spectrum of propargyl
bromide was recorded and the measured transitions of the 9Br and'
a1Br isotopic species are given.  The accuracies of thc.ropntiqna] and
quadrupole consts. were clearly improved qnd the quartic distortion
consts. were detd. for the first time. If it is assumed that the C-Br
bond has essentially zero w-character, then simple application of the
Townes-Dailey theory gives 0.22 as its ionic_character.. ... ... _._ .

c.A- /988 108, v




109: 23¢631n The. conformations and vibrational; spectra 1us

cluding. matrix isolation-of 1,3-dibromo-2,2-dimethylpropane..

Gatial, A.; Klaehoe, P.; - Nielsen, C. J; Powell, D. L., (Dep. Chem,,.

Univ. Oslo, 0315 Oslo, Norway)..- Croat. Ciicm. Acta -1988," 61(2),

375-89 (Eng). The IR spectra of (BrCH2):C(OHa): as a liq. and as 2

cryst. solids. obtained . at’ Jow. temp..and ‘at high- pressure were

recorded.  Addnl. IR spectra of this compd., matrix- isolated in Ar

and Nz at 14 K, were obtained using nozzle temps. of 300, 450, and

4 ! 700 K. Raman spectra“including polarization measurcinents werg
ﬂ[ /(ZZM// recorded at 230-340 K. Cryst. solids.were obtained. by frcezing the
liq. and by shock freezing the vapor. at 85" K with .subsequent

A 7 2007 annealing.. The GG and AG conformers were present in the low
V»’/‘/’ /ﬁ?? 0P/Z/" temp. and high pressure crystals, resp., and the enthalpy differences

were 5.6 (lig.)-and 4.2 kJ" mol- (vapor) with GG being the, more

stable. An addnl. conformer AA way detected in-the lig. and.in the

matrix isolated spectra, being ~6.4 and ~6.6 kJ mol-t leas stabls

than GG in the liq. and vapor, resp. Vibrational assignments.of the

GGlnnd AG spuctra are presented, supported by a normel coordinate’

anal. ‘ g VI SN )

CA 1588, 109, v A6
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3 6B51281." CaepxTonkas CTPYKTYpa BO BpalaTeJbHOM
cnektpe 1per-Oytunbpomuna. Hyperfine structure "in the
rotational spectrum of tert-butyl bromide / Harder H.,
Stahl W., Dreizler H. // Z. Naturforsch. A.— 1990.— 45,
Ne 6.— C. 807—810.— Awnra.

Ha wmuxposoanosom -(MB) ¢ypbe-cnicktpoMerpe ¢ Bo-
nosoAHoii siuciikoii B_oGnactn uactor 4—20 I'Tu ¢ pas-
peuienneM okoso 5 kIl H3Mepenbl BPAIIAT. CHCKTPLI ABYX
usoronuy. o6Gpasuos Ttper-GytuaGpomuna, (CH,;),C™Br (1)
u (CHs)sC8Br -(Il), B oCHOBHOM  KOMECOAT. COCTOMMHH:-
-Anann3 MB-cnekTpoB BHIMOAHCH B NMPHOIHKCHHH Momenu
CHMM. BOJYKA C YYCTOM KBAPTHYHOrO LCHTPOGEMKHOrO He-
KaXXCHHS, SACPHOTO KBaAPYMOJBLHOTO  B3-BHS M CNHH-
spawar. B3-pus. [as I u II, coors., onpeaencust Bpauiar,
nocrosnupie’ B=2044,2400 (2) u 2028,3777(1) My,
KBaApYMOJbHbIC nocrosinnbie - eQ,=>511,987(4) H
427,708(3) .MI'u u cnuH-BpallaT.  NOCTOsIHHBIE  Cy=
=4,7(3) u 58(2) xI'y, Cx=1,0(7) u 0,8(5) kTu. Moay-
yenisie MB-pe3yabTaThl cylleCTBEHHO YTOUHSIOT paiee Bpi-
-HQJIHCHHBIC  H3MCpeHHsI, ; C. H. Mypaun



Y a
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3 113: 141086w Hyperfiue structure in the rotationa! spectrinn!

of tert-buty! bromide. Harder, H.; Sthl, W Dreizler, H. (Inst.
Phys. Chem,, Univ. Kiol, D-2300 Ficl, Fed. Rep. Ger). Z.
Naturforsch., A: Fhys. Sci. 1590, 45(6), 807-10 (Fng). ‘The
dional spectra of tert=Bu bronide (CHa);C#Br and (CI7,),C13¢
s ceinveatigated with high preeision of microwave Fourier

transform spectroscopy.  The rotational and aurdrupole coupling
MM] © vconsts, were finproved, the centrifugal distortion and bromine
Sphin-rotation consts, were detd, S ol

O A 1990, 13, v /6




11 B1301. HoBoe onpenenesHe CNEKTPOCKOMHYECKHX
/ ‘. TMOCTOSIHHBIX LHKJAONPONHAGPOMHIA 4YepPe3 BO3MYLIEHHS - N,
,,/*/5 Br kBappynosbHOM CBEPXTOHKO{i CTPYKType B ero muxpo--LQ
D BoaHosoM cnekTpe. Refinement of the spectroscopic con-
ctants of cyclopropyl bromide via perturbations in the(Q
Br quadrupole hyperfine structure in its microwave Q
spectrum / Li k., Gerry M. C. L., Lewis-Bevan W. //
J. Mol. Spectrosc.— 1990.— 144, Ne 1.— C. 51—69.—
Anra. - - :
Ha wrapkoBckoM MuKpoBosHoBoM (MB) CIICKTPOMeETpe
B oGnacti yactor 8—90 I'Tu ¢ Tounoctsio 0,50 MTIn H3-
MCpEeHHBl BpallaT. CMCKTPH ABYX H30TONMHY. 06DA3UOB k-
qonpomunGpomuaa, CsHs™Br (1) m CyHs¥'Br (II), B oc-
HOBHOM KoJe6aT. COCTOSIHHH. Amnannz MB-cnekTpos Bu-
l/l//] . NOJMHEH C HCMOJIb30BaHHEM TaMHJbTOHHaHAa YOTCOHa g
S-peAyKUHH C yYeTOM KBapTHYHOTO LEHTPOGCIKHOTO HcKa-
Xennst u Br-sneproro kpaapynosibHoro B3-Bus. B pesy.p-
TaTe NOJYYeHbl YTOUHCHHBLIC 3HAYEHHs BPALAT. NOCTOSK-
upx ans Iy 11, coots. B MI'm  A=16334,244 (17) y
16333,03 (2), B=2579,9204 (4) u 2650,5404 (6), C=
=2457,7159 (4) u 2440,1495 (4), u nocTosHHBIX KBajpy-
. noapHoro B3-BHf B MTIU  %4,=4639 (2) u 3882 (2),
/gg/ /\’// Yov—7ec=—10589 (7) 1 —88,30 (7), |yac| =266,4 (3) &
X:/991 9220(3). _ T Mys
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113: 240429s Refinement of the spectroscopic constants of |
cyclopropy] bromide via perturbations in the bromine quadrupole’
hyperfine structure in its microwave spectrum. Li, Hao; Gerry,;
M. C. L.; Lewis-Bevan, W. (Dep. Chem., Univ. British Columbia,}
Vancouver, BC Can. V6T 1Y6). J. Mol. Spectrosc. 1990, 144(1),:
51-69 (Eng). The microwave spectra of 2 isotopic species of:
cyclopropyl ﬁromide is measured in the frequency region 8-90 GHz."
Since the mol. is slightly asym. prolate rotor with strong a-type and

/ ZZM[)/Z L0 " weak c-type transitions, it was necessary to use perturbations in the
Br quadrupole hyperfine structure of the a-type transitions to;

; [)Al(, improve the accuracy of Ao and reduce the search region for the
ﬂ(jﬂ /l ] c-type lines. All rotational, quartic centrifugal distortion, and Br
‘ nuclear quadrupole coupling consts. were evaluated. The rotational
consts. are compared with those caled. from published structures.

‘4 c%em/"? | ~

41 ®

¢ 1990, I3, VA6
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Microwave spectrum and quadrupole coupling

constant tensor of gauche-isobutyl bromide. Niide, Yuzuruy;

Ohkoshi, Ichiro  (Dep. Math. Phys., Natl. Def. Acad., Yokosuka,

.Jap:m 239). J. Mol. Spectrose. 1990,  142(2), 227-37  (Eng).

Microwave spectra of iso-Bu bromide were measured in the

frequency region 10-38 GHz. Only a-type R-branch transitions of

one conformer, gauche, were assigned.  Two hundred and twelve

quadrupole hyperfine component spectra were measured for the 53

transitions of the Br -species and 209 quadrupole hyperfine

component spectra for the 51 transitions of the MbBr species. ‘The

/ W rotational consts. of the ground vibrational state were detd. to he A
/= 7483.20 £ 0.28, B = 1411.1193 £ 0.0057, and C = 1250.5110 =+

0.0056 MHz for the #Br species, and A = T481.46 + 051, B =

M 13088805 £ 0.0043, and C = 1240.8924 L 0.0053 MHz for the mBr
XM species.. From the quadrupole hyperfine splittings ot the bromine

‘nucleus, the nuclear quadrupole coupling consts. in the prineipal axes

MMﬁdZ’Z/ system were detd. to he xaa = 38.0 £ 2.2, xap = =148 * 4.1, xco =
(% =235.1 £ 4.6, and |x.p] = 282.5 & 1.7 MHz for the #Br species, and

Xon = 3025 £ 2.0, xro = 1104 4 3.3, xee = -192.1 % 3.8, and [xa) =

236.4 £ 2.0 MRz for the "13r species.

C. A /99@/ W /y% bbb
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1i7:3401%m The structure of the molecular ion of allyl

ttomide, Carrupt, Pierre Alain: Riveros, Juse M.; Stahl, Danicl

‘¥<. Pharm., Univ. Lausanne, 1015 Lausanne, Switz.). [nt. J. Mass

‘eectrom. fon Processes 1991, 110(1-2), R1-R5 (Eng). Results are’

. “'rented of preliminary calens. at the semi-cmpirical level by the,
‘M1 method and at the ab initio ST0-3G level for the mol. jons'

L"/W // ) a SHNe (X = F, CL Br . The structure of the ally} bromide ion is
/’/ i 7% ) tsused in detail.  This ion cxig‘t)s iin lower-encn:_\('i structures
“ "*ained by elongation of the C-Br bond: one corresponds to a sym,
/4,’1/657/' //'[L(/[Z//’} -~ Sonium-type ion, und the other to an asym. structure with the

47 atom out of the C plane.

C.A. 1953, [17, Y
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5 B1275. MIKpOBOHOBbIE Bpal@TeNbHble CNEKTPb 1-
Gpom-2,2-nudTopaTHACHA M TeH3op OpoM-aAepHOro KBaji-
pynoastioro B3aumopeiictsus. The microwave rotational
spectra of 1-bromo-2,2-difluoroethylene and the bromine
nuclear quandrupole coupling tensor / Oldag F., Sut-
ter D. H. // Z. Naturfursch. A.— 1991.— 46, Ne 6.— C.,
C. 513—526.— Anru.

Ha ‘mukposoanosoM (MB) ¢ypbe-cnekrpomerpe, wTap-.
KoBckoM MB-cnexTpoMerpe H MB-cnekTpoMerpe ABOIiHO-
ro pesonanca B oGnactu yacror 8—33 I'T'u ¢ TouHOCTBIO
okoso 3 kIl BrepBHle H3MEPEHH! BpawlaT. CHEKTPH ABYX,
nsotonomepos  1-0poM-2,2-nuropatinena, F,C=CH"Br,
(I) u F,C=CH8Br (IlI), B ocHoBHOM K0JeDaT—TUCTON,
uun. Maentnduuuposano 40 mepexomos I u 38 mnepexo-

" nos 1l. Ananu3 MB-cnekTpoB BBINOJHEH C YYeTOM KBap-

THYHOTO LEeHTPOGCIKHOrO HCKaXKeHHsi H Br-saepnoro xsan-,
pynoJbtioro_p3-sust. JOast I u I, cooTs., onpenenenn spa-




War.  nocrosmume B MII ~ A=10717,20898(90) x.
10717,19761(94), B=1453,47833(17) u 1439,46581 (15),
C=1279,25529(15) u 1268,38766(14) u xBaApymoJbHbLIC
nocrosiiible B MI'l %aa=453,959(20) u 379,262(24),.
Yob—Yee=132,662(9) n 110,835(8), Yab=—2354,369(24)
H —296,094(34). OnpeaencHa BO3MOXKHAs MOJEK. CTPYK-
Typa. ' C. H. Mypsuy,
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) 22851337. MHKPOBORHOEBIH  CeKTp | Mondranoreuupo-j
BaHHbIX anneHos. BpomanneH. Microwave spectrum of mo-;

nohalogenated allenes: Bromoallene /Moazzen N. Ogata’

Teruhiko, Niide Yuzuru //J. Chem.. Soc. Faraday Trans.'
.—1992 .—88 ,Ne 24 .—C. 3517 —3519 .— Anrn. '

B puanasone 15—35 [Ty u3mepen MB-cnektp 6pomanne-
Ha 7"8'Wﬂnn ofoux H3oTONOMEpOB npuse-
AEHbl paccuYMTaHHble 3HAa4YeHMS BPAWAT. MNOCTOSHHbLIX, napa-'
METPOB LEHTPOBEXHOro MWCKaXKEHWS M TEH30pa SAepHOro:
KBappynonbHoro B3-sus. MexbapepHoe paccrtosHue R (C—

—Br)=1,899 A, & CCBr=121,7°. - B. M. Kos6a.

X199, n &
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I 37455 /993

118 69203r Microwave spectrum of monohalogenated allencs:
bramoallene. Ogata, Teruhiko;  Niide, Yuzuru (Fac. Lib. Arts,
Shizuka Univ., Shizuoka, Japan 422). J. Chem. Soc., Faraday Trans.
1992, S3M), 8517-19 (Eng).  The microwave spectrum’ of
bromuoailene for Br and #1Br species was studied from 15 to 35 GHz.
A least-squares anal. of the obsd. a- and b-type transition
frequencics gave rotational, quartic centrifugal distortion consts. and
the componeats of the nuclear quadrupole cougﬂin; Conals. tensor in
the principal aves syatem: A » 27 8952 (GR), B a 20008672 (4
and C = 18073682 (27) MHz, 2y = 0705 (25), Dux = 481 (10), &
0.0915 (29) kHz, yeo = 37711 (94), xav = 182,35 (13) snd [vay]
351,32 (24) MHz for *Br species; and 4 = 27 820,459 (52), 3
1856.0270 (33} and -C= 1884.3%03 (22) MHz, D, = 0.632 (21), Duy =
-46.5 (8), 3v = 0.0931 (16) kHz, x=3 = 316.26 (36), 1 - xee = 152,42
(10) and |xet] = 318.00 (15) MHz for #Br species. The structural

arameters are calcd. from the obsd. rotationa! consts. The bond
ength C-Br in bromoallene was found to be longer thah that. in
bromoethene, in eccordance with lower r cheracter for C-Br in
bromoallene then in bremoethene. . .

nu
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/ 118 135033p Rotational spectra of tert-butyl bromide and
jodide measured in the millimeter-wave region and by Fourier-z
transform techniques. *Brotherton, Stuart: Legen, AL C.; Thera,
Joanna C.; Turner, B.; Wallwork, Andrew L.; Ca:pe:;:gr. Jeka H;
Johnson, Elizabeth; Swith, John G. (Chem. Dep., UBivi~Exeter,.
Exeter, UK EX4 4QD). J. Chem. Scc., Foradey Trerns. 1953, 39.3)
397404 (Eng). Millimeter-wave rotational spectra were recordad
for the mols. (CH3)sC™Br, (CH3);C%B:, and (d}m,cmt. In addn,,
the authors recordsd low—J spoctra at rauch greater precisicn wnung g
Fourier-transform spectrometer. The combined results yvield
rotational, centrifugal distortion, quadrupole, and spin-rofatios
conats. which are more accurate than any deid. independently. *

C.A-1993, 1/, v 1Yy
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113: 222133q Rotational spectra of .2-bromo-2-methylpropane:

in excited vibrational states. Carpenter, John H.. Gowland,:

Christopher D.; Read. Daniel C.; Smith, John G. (Dep. Chem.,

Univ. Newcastle upon Tyme, Newcastle upon Tyne, UK NE1'7RU).

J. Mol. Spectrosc. 1993, 159(1), 192-209 (Eng). The millimeter-wave

rotational spectra of the mols. (CH3):C™®Br and (CH3)sC*Br in an

; excited vibrational state were recorded and analyzed. The spectra

/lé/u W were assigned to a low lying doubly degenerate wibrational mode.
g ) Moderate I-resonance interactions are present in both mols., but at
one particular J an accidental resonance is found which ‘enables a

4
- detn. of the axial rotational const. A, = 4519.4 MHz for (CH;);C™B
%Wj am end 35243 MHz for (CHCSBr. - .

C. 4. /998, 18 , ¥ AR



W, Y 1993
4

b 120: 38772n" Adiabatic ionization energy and electron affinity '
/]; %f/ ﬁ/lZ/f/;;/// of bromomethyl (CH:Br). Ma, Z. X.; Liao, C. L.; Ng, C. Y.; Ma,
. ) BT DEAN U Chan. Prove, LAsaome,State Univ, Ames, 1K'
4 4 50011 . s em., ys. 5 y ng). .
9?[) m M/ﬂ@/ The photoionization efficiency spectrum of supersonically coolged
CH:Br has been measured near its ionization threshold. __The.

5 y adiabatic ionization energy (IE).of-CH:Br-is-detd. to be 8.6120.01
eV, in excellent agreement with the value obtained previously using

the He 1 photoelectron spectroscopic method. The authors have also
- performed Gaussian-2 (G2) calcns. on CH2Br*, CH:Br, and CH:Br

. which yield values of 8.47 and 0.97 eV for the IE and electron
i affinity of CHzBr, resp. The G2 electron affinity is in accord with
2 the literature value of 1.0+0.3 eV caled. from the acidity of CHsBr. B

de, ) o
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F: HCCBr

P:3 .
6B51356. HK-dypbe-criextpst BhIcOKOro paspemenns HCCBr u HCCI. Higt
resolution FTIR spectra of HCCBr and HCCI / Vaittinen Olavi, Saariner.

Maria, Jungner Peter, Halonen Lauri, Burger Hans, Polanz Oliver // 10th Int.
Conf. Fourier Transform Spectrosc., Budapest, Aug. 27 - Sept. 1, 1995: Book
Abstr, and Program. - Budapest, 1995. - C. A10.11. - Anrn. C BbICOKHM
paspemichiteM  (0,01-0,003 cm{-1}, ¢ypbe-cnexTpomerp) I3mepenst HK-
CMEeKTpbl  MoryoleHis MoHoGpomauerniviena  (230-10 000 cm{-1}) wu’
MoHoHomaueTiuieHa (3800-10 000 cm{-1}). BoinoxHen aHami3 BpalaTeILHoit
CTPYKTYPbI CMEKTPOB, IOJY4YeHbI 3HAYEHHS MOJCKYJISPHBIX ITOCTOSHHBIX.
YncneHHble JaHHbIE HE MPHBOJSTCA.

DN NG 1996 -
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123: 126036t High-resolution vibration-rotation FTIR spectrum -
of the 2w, », 2, and 3n bands of HCCBr. Vaittinen, Olavi;
Lukka, Tuomas; Halonen, Lauri; Bu.risr, Hans; Polanz, Oliver
(Lab. Phys. Chemistry, Univ. Helsinki, FIN-00014 Finland). J. Mol.:
‘Spectrosc. 1995, 172(2), 503-19 ). The IR spectrum of a:
sample of natural monobromoacetylene (HCCBr) has been recorded:
s with the Bruker IFS 120 Fourier spectrometer in the wavenumber
region 1100-9800 cm-! with a resoln. close to the Doppler limit. The
- 2v4, v1, 20, and 3 band systems have been a::&lzw«f Altogether, 24
) vibrational bands belonging to the HCC™Br 26 bands belonging
W{ﬂz to the HCC#Br isotopic species have been obsd. and rotationally.
assigned. An anharmonic resonance model based on rectilinear’
- normal coordinate theory has been used to produce the vibrational
' assignments for the obsd. bands. . o “r

C.H.1995 133, w(0 ©
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F: C6HSBr T

s | 1999

131:121125 Very low energy electron scattering
in C6H5F, C6H5Cl, C6HSBr a
C6H5I. Lunt, S. L.; Field, D.; Hoffmann, S. V.3
Gulley, R. J.; Ziesel, J- :

(ISA, University of Arhus, Arhus C DK-8000, Den.). .
J. Phys. B: At., Mol. Phys., 32(11), 2707-2717 -
(English) 1999 Integral and backward scattering
cross sections are reported for the scat of
electrons from C6HSF, C6H5C1, C6H5Br and C6HSI over
the energy range b 10 and 20 meV to 10 eV. The
measurements were made in transmission expts a
synchrotron radiation photoionization app. with an
energy resoln. in th incident electron beam of ~3.5
meV (FWHM). The abs. accuracy of the cros sections
is limited by exptl. difficulties with respect to



strong rotatio inelastic forward scattering, due to :
the dipolar nature of the target mol Integral
scattering cross sections are found to rise to more
than 1500 A2 lowest energies in C6HSF, C6HS5Cl and
C6H5Br and to more than 2000 A2 in C due to an
addnl. contribution from electron attachment. At
low energy, b integral and backward scattering
cross sections are very similar in C6HSF C6H5C1l and
C6HSBr. Data are interpreted in terms of
rotationally inelast scattering, with values of
cross sections essentially dictated Dby the
correspondingly similar dipole moments (1.6-1.7 D)
of these three species Born model for rotationally
inelastic scattering consistently underestima
exptl. cross sections and overestimates the degree
of forward scattering. data illustrate the
limitations of the Born model for the estn. of low-



B 1999

131:322241 Theoretical study of the CH2Br,
CHBr2 and CBr3 radicals. Moc, Jerzy
Faculty of Chemistry, Wroclaw University
Wroclaw 50-383, Pol. Chem. Phys., 247(3),
365-373 (English) 1999 Equil. structures,
vibrational spectra, inversion barriers, and
adiabati ionization energies are detd. for the
series of bromomethyl radicals CH2B CHBr2 and CBr3
using both ab initio correlated and hybrid UB3LYP
d. funct theory (DFT) methods in conjunction with
the large T22P and 6-311 + + G(3 basis sets. In
particular, the trends in the calcd. mol.
properties with series are indicated and the
performance of the two theor. approaches is

assessed. !




F: CH2Br f/l

P: 3
131:322241 Theoretical study of the CH2Br,
CHBr2 and CBr3 radicals. Moc, Jerzy

Faculty of Chemistry, Wroclaw University

Wroclaw 50-383, Pol. Chem. Phys., 247(3),
365-373 (English) 1999 Equil. structures,
vibrational spectra, inversion barriers, and
adiabati ionization energies are detd. for the
series of bromomethyl radicals CH2B CHBr2 and CBr3
using both ab initio correlated and hybrid UB3LYP
d. funct theory (DFT) methods in conjunction with
the large T2Z2P and 6-311 + + G(3 basis sets. 1In
particular, the trends in the <calcd. mol.
properties with series are indicated and the
performance of the two theor. approaches is
assessed.
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. 1382: 327207 Microwave spectrum, ab mmo;cn]culnﬁon's, and !
structural parameters of bromocyclopentane. D'l_xr'ig. J. R.; Zhao, .

W.; 2hu‘. X. (i).epnrt'mcnf.r.'xf Chemistry, University of :\iiﬁéﬂl}ﬁ’—:}<{lﬁ;i<§

City, Kansas City, MO-USA}. 2. Mol. Struct.:2300, 521,-25-135 (Eng),
E? / DMW / _,Elur}.vier Science B.V. The.-microwave spectrum of bromﬁcyclopcntanc,‘
/

c=Cs;HyBr, was recorded at 19.7-38.3 GHz. The &=tvpe R~branch’

transitions were obsd. and assigned for the ground-stute for both the

C . axial and equatorial;conformations of the 7Br and *Br isotopic spocies.

/ One vibrationally excited state of both isotopic species of the axial
hr )~ conforraation were identified. and assigned. Addnl., some ¢~type
‘WZW[{/ Q-branches of both isotopic species of the axial conformer were as-

signed.  For most of the transitions partly resolved hyperfine structure

OB 2600, LR NEy ]



