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(HCBr2C1 HCClEF HCBrClF, HCBrClz,

HCClP2, HCBrzP, HCBer, HCF3 )

Glockler G., Leader G.R.

J.Chem.Phys. 1940, 8, 699-705.
"The fundamental ... -
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4942 j{ |
~9H2§£E; CHBrFZ; CClBroF; CCL
CBr,F; CBTF ; CCLP, ((J) :
Spepanov B.I. ' .
Compt.rend.acad.sci. URSS, 1944,
45, 5657

‘Calcul2 tion of ...
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1948
H.n. (CH,FBr, CHFCl,, CHFC1Br,
CHFBr,, CFCls, CFC12Br, CFC1Br,, CFBr)

Delwaulle h.L., Frangois I'.
Contrib.étude structure mol.,
Vol.commem.Victor Henri, 1947/48,
119-124 ( G s .
Raman spectra of. some ...

C.h.,1949, 2865gh
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CF,Br,, CHF,Br, GF5Br ( we ) 1951

Davidson N.

) J.An.Chem. SOC. 1951’ Zé’
467-4 68 ' »

The ultraviolet absorption

® crenbstr. 1952,
46, N 10,4363g
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Slmpaov Des Plyler ek s
J .Res .Nat Bur.Standards, 1953, 50,
NS, 223-227
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1955
CHBrbZ,CDBrP (v RS, cp

Palm A., Voelz }F.L., ileister A.G.

J ChemoPhySa, 19559 __2, lq 1+,
726-728 ( owmaa. )

Substituted methanes. AAII Infrare
red spectra of ChBrFZ, BN «se

PX.., 1955, i 20, @ C/if':,ﬂ}
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JBT=CHE, (W V})
Knaboe P., Nielsen Jd.Re.

J .Chem oPhys ., 1961, 34, N5
1819 -1826 S
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Infrared and Raman ..
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Buecker HHeDP.

Dissertation Abstr., 1962, 23, 264-5
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OF5CH,J, CF5CHpBr, CFsCHF (V; )

3

dgell W.F., Rierhof T. R.,'Ward C.

J.kolec.Spectrosc., 1963, 11, N 2,
92-107

The infrared and Raman e
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%The infrared and Raman spectra of CF;CH.I, CF;CH,Br, and!
VJQB_L\VaIterF Edgell, Thomas K. -RieoT, and Charlotte|
‘Ward (Purduc Univ., Lafayette, Indiana). J. Mol. Spcctry,'
11(2), 92-107(1963). The infrared spectra, 2-24 u, and the!
Raman spectra of CF;CH,F, CF;CH.Br, and CF;CH.I are re-!
ported.  Complete fundamental frequency assignments are|

& ¥

‘given. This series of compds. illustrates the theory of group vi-\* -

brations. The group vibrations of CF; and CH; show a regular!
-shift toward lower frequencies as the halogen substituent becoines;
heavier. From the spectroscopic data presented the rotationalt
bamcl_'s of the mols. can becaled. ~ R. Holroyd
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C'L(/ F%QB’L vV 4 B181. 1}hmgoaom|onoii cnekTp . dropGpommerana.;
vl LCurnuck P. A, eridan J. Microwave spectrum!

ol Tluoro-bromomefhane. «Nature» (Engl), 1961, 202,

WM Ne 4932, 591—592 (aura.)
' HccaenosaH MUIKPOBOJNHOBBIT CIIEKT _CH.F™Br . (I) n
- CH.F$1Br (1), I/IIICHTH(]JHHHPOBaHblpmoﬂ),—r
| R IR g Chud VWARHE [AREL A FU3 D FPRPS N N
U+ 1Dosq1 BPguwarensubie  noctosinmee  pasmel - (B
o\ Mey): 1 39852,5; 3593,9; 3772,9 u Il 39841,5; 3501,2;
\,\- 3747,0, otkyna mpy CH 1,09 A; <HCH 112° 1 <HCBr
108,5° nonayuaerct CF 1,375 ‘A; 1,915 A; <FCBr 111°,
(\\\ IlpensaputenbHble  panubie - AJst TOCTOSTHHBIX  SILEPHOTC
‘ KBajpynoabHoro Baaumoneficteust 7y (B Mey); I 443,5;
- —145,0; —298,5; 11 371,9; —121,7; —250,2. Beauunna
% B HampasJenun CBr Gum3ka K HaliieHuoit ajs Mmertun-
\ Gpomuna, oaHako -acuMMetpus B CHoFBr Goable, uto

MOXKeT 0GBACHATBCS BKMAKOM CTPYKTYpst F-CHy=Br*.
| : ~_T. Bupmreiin
T e

1965y

196Y
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Microwave spectrum of fluorobromomethane. P. A. Curnuck
\M Q Q ‘A and J: Sheridan (Univ. Birmingham, Engl.). Nature 202(4932),"
- VO M\ﬁ) 501-2(1964). By using 25 transitions where Ist-order quadrupole;
N coupling is nearly free from 2nd-order effects for the species!
. CH.F"Br (I) and CH.F®Br (II), the following rotational consts.|
(Mec.) are obtained: for I, A:B:C = 39,852.5:3523.9:3772.9;
for II, 39,841.5:3501.2:3747.0. For the bond length -and
iangles CH = 1.09 A., HCH = 112°, HCBr = 108.5°, CF is
{calcd.as1.375A., CBr = 1.915 A., and FCBr = 111°. Nuclear
" "quadrupole coupling consts. for Br in Mc. for the a. b, and ¢!
components are: “Br = 443.5, —145.0, —298.5; 8Br = 371.9,‘,
—121.7, —250.2. -S. Goldwasser |
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CH,CF, By, |BP - miSI9-17 | 1966

icwegP Parr, R.6.
(vo) - Chosn. Pl

1966, 44 (3), 300/-5.
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Alfred Derek Hunter Clague
Univ. Microfilms ,Diss.Abstr,
=St
Vo B27(7),251001987) .
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lh 4804+ Infrared studies of 1,2-dibromo-2,2-difluoroethane
K Peter . (Dep. Chem., Univ. Oslo, Oslo, Norway).

2&2, - /\//Z/"/yb/-'ﬂz/ 1269

o (2

Acta Chem. Scand. 1969, 23(10), 3473-8 (Eng). The ir spectra
of 1,2-dibromo-2,2-difluoroethane as a vapor, as a liq., and as a"__

tallized at room temp. under high pressure, and the ir spectra of;

. —_solid were recorded at 4000-250 cm~'. The compd. was crys-,
a polycryst. sample and of a single crystal were obtained. Theb -
dichroic ratio of the stronger bands were registered. From the!

YK ~ cwxg);emmnd in the high pressure solids. __R

~

%&fg. 7@

spectra it is clear that the same conformer is present in the Tow|
RCMW
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C - O421 17l e ///fé/ /975
2R Bry Ha A
’ 12 112, ®0oTO31eKTPOHHBIE CreKTpbl  1,2-nuopoM-1,1-|
- audToparana, 1,2-6pomxaoparana, 1,2-11x10 L WATUID g
Cﬂ/ /-l#B—LCg u 1,2-nuiionTerpapropartana, Chau F. 1. ! cDowell
C.A. Photoelectron specira of 1,2-dibromo-1,1-difluoroet-
hane, 1,2-bromochloroethane, and 1,2-dichloro-, 1,2-dibro-

4 mo-, and 1,2-diiodotetrafluorocthane. «J. Phys. Chem.»,
C,L [7[ q C@,Z, 1976, 80, Ne 26, 2923—2928 (airs1.)

.. Hcencnosannt dorosaekrponnsie cnekrpe (®C) 1,2-1m-

AX’ ]1[({ /Z/Lz’ Gpox-1,1-nudropstana,  1,2-6pomxaopsrana, 1,2-11xa0p-,
1,2-nu6pom- m 1,2-muitoarerpadroparana (1). Tlonoxenne

C 7‘_ y F' B CHeKTpe H OTCYTCTBHe Kojeb6aTenbHOil CTPYKTYPHI Hue-i
z,/ 272 q_/ Thipex neppuX mojoc ®C PaccMOTPCHHBIN COEAHNCHHIT NO-

. 3BOJIHJIO OTHECTH HX K HOHH3amuil ¢ opOuraneil, sBJsIO-

mMXcsl  JHHEITHBIMH  KOMOHHAUHSAMH HeNoAeJeHHBIX — nap

/ (HIT) atomos ranorenos (Cl, Br, J), mpuueym B pacuerax

7904‘4'09(; »  stux coepmuennii merogom: CCIT MO_JIKAO s npuGan-|

-

(‘/ru‘/,ai}/a @ ‘
) N

gy N1



xennax IMITIT/BY u TITIIATI/2 st oponTaan sABASIOTCS
BHIPOJKJCHHBLIMI, UTO NPOTHBOPEUHT  3KcmepuMenty.  Buid
poxpenue, op6utasneit HIT cuimaercs npi pacuere OINO-}
3JeKTPOHHBIM Metonom MO, Timna XIOKKe.s, napaserphuc-|
CKH YYHTHIBAIOLLHM CHI-OpOHTAJBHOC B3aMMOZCICTBIC, a}
TaKkXXe B3aHMoZeiicTBHE uepes TIPOCTPANCTBO 1 uCpe3 CBs3b.
ITapaMerpsl Bcex Tpex -BHIOB B3anvojeiicTuit onpeie.e-
Hbl AJs OQaHIBIX COeMMHemuit T. o0p., uto0m Bocnponsse-!
‘et sKcmepuM. ToTeHiuanst nonnsannn HII, a satewm na|
HX ocHoBe NpoaHaJu3HPOBaHA NpHPOAa OpOHTAJBLHBIX B3a-
“myonefiersuit -HIT 1 cpenanma nomeiTka onpeaeniTe nped-
NOYTHTCJBHbIC KON(opMalHH n3yyaembx cocaunennii. Cae-
JlaH BHIBOJ, YTO BO BCCX PAaCCMOTPCHHBLIX — COCJAHHCHHSIX
p3anmozeiictBus HIT uepe3 cBsi3b 60Jce CYUIGCTBCHHBI, UCM
B3aHMO/CHCTBIST uepe3 mpocTpauctso. B rasdpoit dase I
CywWeCTBYeT NPeHMYLICCTBCNNO B Biijie rom-Konq)op.\xcpa.f

ST - N, .. ¢ L))




60916.3746 / /7‘6&1‘4‘%‘*592 | #9776

.

Ex=C,Ch, ¥ {TC s, fttn ezenlf X8 V477

Vitrational spectra and normal coordinate
analysis of m tromochloroffiluoromethane,

*J.Chem.?hys.',1976,64,u 12, 5179 -@ 5185
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4 B214. Hudpakpacubie CMeKTpbl cBOGOAHBLIX pajuKa:
sgos CHFCI, CHFBr u CHFJ & TBEpaomM aprowe., Pro-
chaska Frank T, Keelan Brian W, Andrew¢«
Lester. Infrared spectra of the CHFCI, CHFBr, anc’
CHFJ free radicals in solid argon. «J. Mol. Spectrosc.»,
1979, 76, Ne 1—3, 142—152 (anpa.) - R e W
MeroaoM Matphunoil HMK-cnexTpockonsi - H3yuenn npo-
AykTel p-unit CHFX; (X=CI, Br u-J) catomamn Li u
Na. Cpenan BeBon 06 o6pasosanun MX CBOGOAHBIX
pamunanos CHFX. Hpentnduxauus mosoc  morsowenns
STHX DAaAHKaJOB NOATBEpPXKJeHA 3KcmepHMeHTaMu ¢ 13C-
1 D-szamemennsimu. IToxasano, uro B pesyabrate (GOTOJH-
3a Ar-Matpuu, CH,FBr u CH;FJ takie obpasyiotcst pa-:
Ankanst CHFX. Tlposeaeno oruecenne uacTor KoueGammuit.,
Conocrapjlena peaku. cmocoGmocTs atoMos Li H Na u
TOJI". iHHBIX CBOGOAHBIX palHKAJIOB. O. T. Tapkymwa
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ColyFBy. 7950

[ A

11 [1270. DneKTPOHHBI CNEKTP Ta adTopOpomben3ona.
Electronic spectra of parafluorobromob?tﬁ'e"ne. Singh
Shashi K, Upadhya K. N. «Pramana. J. Phys>,
1980, 14, Ne 5, 389—393 (aura.)

B o6nactn 2900—2400 A mccaenonan 2JIeKTPOHHBI

09 777177 CNeKTp MOIJIOUIeHHS napaprop6pombensona u AaH aHaJIH3
= ero KoJebaTenbHOHl CTPYKTYPEBL HauGoJsee HHTEHCHBHHE

ﬁ/é/ moJiocHl,  BKJiouast  ToJocCy 0—O0, sBJAAIOTCA TOJOCAMH
B-tuna. OtMeueHo, uTO KoneGaTeabbie 10J0CH A-THNA

N TaK)Ke HAGMIONAIOTCH, XOTA OHH M MEHbLUe [0 HHTEHCHBHO-
cTH, ueM mnojoch B-THma. INposenena HAeHTHQHKAUNA Ha-

2Ll GnionaeMbix KoJseGaTebHbX 4acToOT. TpuseaeHnl 3HAYCHHA

(ynaaMeHTaNbHbIX KoneGaTe/bHHX yacToT OCHOBHOrO 1
B036yKeHHOrO 3JIeKTPOHHBIX coctosinuit, O6CyxACHE BO3-
MOXKHBIE H3MeHEeHHs B MOJIeKyJIsipHOft reoMeTpHH Hcciaenye-
MBX MOJEKYJd NpH BO3OYXKICHHH H3 cocrosinua 'A, B
cocrosuue 'Ba. E. H. Bukroposa

b, /TN T ®
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19 61230. HudpakpacHoe MHOrodhoTOHHOE MOrJIOLIEHHE
H pasnoxenue moaekya CF;CH,Br, CH;,CHBrCHj; CH,CH-:
CICH3, CH,;CHCICH,CHjs, CH3CF; u CH.CH,F. Infrared:
multiphoton absorption and decomposition for CF3CH,Br,
CH,;CHBrCH,;, CH,;CHCICH;, CH3;CHCICH,CH;, CH,CF,,
and CH;CH.F. Jang—Wren J. C, Setser D. W,
Ferrero J. C. «J. Phys. Chem.», 1985, 89, No 3, 414—
426 (amra.) o

HcenrenoBanbl npoueccs MHOrO(GOTOHHOrO BO3GYKACHHS H
aucconnauun nox AeiicreieM MK-usnyuennem CO,-nasepa
moaekyn CFiCH.Br (I) CH,;CHBrCH,; CH;CHCIiCHs,
CH,CHCICH,CH;, CH,CF; “(TT), CH;CH, (Ith = Tipu-um
TERCHBHOCTAX W3y uenmst 0,05—5,0” JIXKTCM H3MepeHa 3Hep-
THf, norjouaeMast MoJjeKkyJ1aMH. BBIXOX RHCCOLHALHH H3-
feped aas I—III, a a1a ocTajbHBLIX MOJIEKYJ NMPH HHTEH-
CHBHOCTH M3JyueHHsi BIIOTh A0 5 Jlx/cm? muccounanns xe




Ha6momaeTcs. Tloka3zano, 4TO B npoieccax BO3GYKACHHA H
auccounanuu I u 1 npuniMaeT yyacTHe JHIIb orpaHi-
YeHHOE WYHCJO BpAWlaT. YPOBHeil OCHOBHOrO —COCTORHHA
(spdext «y3koro ropia»), a B OCTaJbHbIX cayyasx Tpo-
ecchl BO3GY KAeHHS M JMCCOWHAIMH  NPOHCXOAAT C yua-
cTHeM GOJBLIOro YHC/A BPAllaT. COCTOSHHIL IOans ananusa
pe3y/IbTaToB H3MepeHHii HCMOMb30BAHbl KHHETHY. yp-HHSA H
onpejeJeHsl CedyeHHs MOrJIOWEHHA. E. B. Amuena;
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1551242.  MuKpoOBOAHOBHIt  cnekTp  row-1-Gpom-2-
Gropsrana. Microwave spectrum of gauche 1-bromo-2-!
fluoroethane. Niide Y., Ohkoshi I, Takano M., Haya-
shi M. «J. Mol. Spectrosc.», 1986, 115, Ne 2, 305—315'
(anra.) : !

Ha wrapkosckom MB-cnektpomerpe B 061, yactoT 10—|
35 I'Tu ¢ Tounocteio 0,05 MI'L_H3MCPeHBI CHEKTPH 2 uao»]
Tonuy. o0pasuos row-kondopmepa 1-Gpom-2-pToparana,’
CH;F — CH,®Br (1) u CH.F — CH2Br (Il), B ocHoB-
HoM—kesefas_cocToanl. AHaans MB-cnekTpon Bbinmosmen;
B NPHOJHXKEHHH MOJENH aCHMM. BOJIYKA C YYEeTOM KBapTHY-.
HOTO LeHTPOGexKHOro HcKaxkeHHs M Br-sgeproro Ksaapy-|
\nosibHoro BaanmopeiicTBHsA. Ias 1 u 11 cooTB. noctosiunble :
SIIepHOr0 KBaApYNoJbHOro B3auMomeiicTBHs (MIM) foa=|
=266,4(17) u 225,5(12), xo=—11,8(9) u —11,5(7),
Kee=—254,6(19) n —214,0(14), |%as|=392,7(43) u:
336,5(31) cormacylores ¢ oTHecenneM MB-cnekTpos Kk rouw-’
Kordopmepy. Ipyroii Bo3MOXHbIT Tpanc-konpopMep obHa-
PYXHTb B_ c‘rakrpe HC YAaJoch. - C. H. Mypauu
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5J1127.  DJeKTPOHHOE CTPOEHHE MAJOH3BECTHBIX rano-'

‘renmeranos. Electronic structure of 'less common halo-!

methates / Novak Igor // Z. phys. Chem. (BRD).—;
1990.—= 167, Ne 1.— C. 123—127.— Anra.; pes. HeM. ;
Heamnupiucckum merogom CCIT MO JIKAO B Gasuce,
MHWHHU-4 ¢ Hcrosnb3oBaHuCM SKCMEPHMEHTAMbBHOI HJH 10~
JIy4CHHO{T HHTCPHOJAWIC MO IKCMCPHM. AAHHLIM rcoMmer-;
pHH HCCNCAOBANO 3JICKTPONHOC CTpocHHe psja raJorei-
MCTAaHOB, COACPXKAaUlIX 2 HaAH 3 pasublx aToMa raJjorela
(F, Cl, Br, J) u 0—2 aroma H. [puBcAeHbl MOJHLIC, SHEP-,
CHH, AHMOJbLHBIC MOMCHTBI, NMOTEHLHAJBl HONH3ALHH H MpPO-:
BeACHO OTIHCCCHHC MoJoc B (OTOICKTPOHHBIX CleKTpax..
OTMeyelO, UTO 3KCNCPHMEHTAJBHLC AHMOJbHBIC MOMCHTLI
CHFBr, n CBreCly, BeposTiio, HenpaBHJbHBL.
(

@ e o B. JI. JlcGenes



W&OZ ;) 10 51038.  JneKTPOHHAsT CTPYKTypa PEeAKHX TaNOreHo-,

metanos. Electronic structure of less common halomet-!
hanes / Novak Igor // Z. phys. Chem. (BRD).— 1990.—!
167, Ne 1.— C. 123—127.— Aura.; pes. uem. !
Hesmnuprueckium mertogom CCII ¢ ucnonb3oBaumnem Ga-!
3ucHoro na6opa MINI-4 no mporpamMe MICROMOL;
TNIPOBEACHH PACYCTH INCKTPOHHON CTPYKTYpH, paBHOBec- !
HHX reoMeTpHy. napamerpos, IIT noumsauun n anmo.b- |
HEX MOMeHTOB 20-TH PEAKHX TaJlOreHOMETaHOB, COAEPKa-!

- ‘wHX atomMel Br u 1. ITonyuennwe paunwe HCMOJIb30BAHHI |
/{Z /) . AAsT HHTEPNpPeTauHH (OTOIJEKTPOHHBIX CIEKTPOB  HCCJe- |
NOBAHHHIX raJjoreHoMmeraHoB. ITokasaHo, UuTO 3KcmepHM. |
aunoasiple  MoMentst CHFBro u CBroCl, cymectBenno |
MeHblle paccuHTaHHhX. Caglal™ BWBOA, 4TO ~Ga3HCHHIT |
Ha6op MINI-4 xauecTBeHHO NpaBHJBHO Nepeaaer ocobeH- -

@@ HOCTH CbOTOE)JICKTpOHHHX CIIEKTpPOB, XOTA H HCDCOUEHHBHCTE

'SHEPrHH HOMH3AUMM. . . _ M. H. Cenueus'

X /991, ¥ /0 s
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/é[-%;/é 115: 122682r ‘3’2o rarerownve roiuusnal spectrn of i-bromo-=:

2,2-diffuorcethiyicnio and the bromine nuclear guadrupole!

coupling tearvor. Gidag, F.; Sutter, Do H.  (Inst. Phys. Chcm.,j

) Christian-Albrechts-Univ., W-2300 Kiecl, Fed. Rep. Ger.). Z.

‘ Naturforsch., A: Phys. Sci. 1951, 46(6), 51326 (Iing). The first
assignment of the vibronic ground state rotational spectra for F2C =!

(7 / [‘/Mm /" CH®Br and F:C = CH&IBr is reported. Only py-type transitions!
) could be obsd.” This indicates, that the C-F and C-Lr bond dipole!

moments are almost-equal despite of the large difference in the'

. Pauling electronegativities of the 2 halogen atoms. The complete’
'” - quadrupole Br-coupling tensors including their orientation with
respect to the mol. principal inertial axes could be detd. and are

discussed within the Townes-Dailey model. A partial ro-structure is:

proposed. . . C : e e .

¢.A- 1991, 115, ¥/%
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123: 68851s IR spectrum of HCFsCF:Br: hindered intramolecular
vibrational emergy redistribution. Fuss, W.; Kompa, K. L.;
Weizbaver, S. (Max-Planck-Institut fuer Quantenoptik, D-85740
Guchi#. Germany). Chem. Phys. 1995, 196(1,2), 179-92 (Eng). -
The CH stretch band of the anti isomer of HCF:CF:Br shows a Q
branch of only 1 cm-! of width and in the first overtone, it is the syn
isomer which bas a very narrow Q branch. Obviously, the hot bands
starting, e.g., from the thermally populated states of the torsional:
vibration, practically coincide with the fundamental. Hence, the
torsional frequency does not depend on the degree of CH excitation,’
and therefore neither does the torsional potential, although already a
single CH quantum has more energy than the torsional barrier, above
which there could be free internal rotation. A barrier height of 1590
cm-! is deduced from the obsd. torsional frequency of 76 cm-1. This
is too high for tunnelling. We conclude that there is no direct
conversion of the energy from the CH vibration to internal rotation,
although higher order coupling can probably cause a slow redistribution. !
Similarly, we conclude that the flow of CH vibrational energy to the!
CBr stretch and other low frequency modes is hindered, too. Wei
roint out the similarity to van der Waals mols., in which the
ow-frequency mode also has little coupling to the other vibrations.'
But the torsional-CH non—coupling is esp. intuitive, because it infers
an unchnn%d barrier height and therefore an unchanged tunnelling
frequency. We also propose that generally the nondiagonal anharmonicity
between high- and low-frequency modes is small (<1 em-1). =~
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128: 8316q Microwave spectrum, nuclear quadrupole coupling!
constants, and structure of bromodifluoromethane. Ogata, Teru-.
hiko; Kuwano, Susumu; Oe, Sumio (Dep. Chem., Fac. Sci., Shizuoka
Univ., Shizuoka, Japan 422). J. Mol. Spectrosc. 1997, 185(1), 147-152 .
(Eng), Academic. The microwave spectrum of CHBrF, (Halon 1201)
was studied at 7-40 GHz. A least—squares anal. of the obsd. c—type |

/ o transition frequencies gave rotational and centrifugal distortion consts.
/ / Wc/}; / and components of the Br nuclear quadrupole coupling const. tensor in .
) ') the principal axes system as follows: A = 10199.7186(62) MHz, B =
2903.4150(26) MHz, C = 2360.152(23) MHz, A; = 0.660(14) kHz, Ay = .

/L/ /] 2.87(11) kHz, Ax = 8.95 kHz, d; = 0.1344(24) kHz, dx = 3.22(15) kHz,
‘ ) Yoa = 521.281(92) MHz, yy=Yec = ~38.32(9) MHz, and ltad = 187.1(26)

@
C. N /999 28 A/



’MHz for the 79Br species; A = 10199.5567(54) MHz, B = 2876.5588(20)
MHz, C = 2342.3796(18) MHz, A, = 0.652(12) kHz, Ay = 2.77(9) kHz,’
Ax = 8.21(61) kHz, o5 = 0.1300(19) kHz, dx = 2.97(913) kHz, Yaa =
435.61(10) MHz, oo~ Xce = —32.08(8) MHz, and [x. = 148.5(29) MHz
for the 81Br species. The structural parameters are calcd. from all these
rotational consts.-and the electronic properties of the C~Br bond in
bromodifluoromethane are evaluated from the obsd. nuclear quadrupole
coupling consts. These mol. properties are compared with those of other
related mols. i e - .
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132:187013 The vibrational spectra and normal

coordinates analysis of bromofluoromethane, CH2BrF.
Baldacci, A.; Baldan, A.; Gambi, A.; Stoppa,
Dipartimento di Chimica Fisica, Universita

Ca' Foscari di Venezia, DCF  Venice I-30123, Italy
J. Mol. Struct., 517-518, 197-208 (English)

2000 The IR gas-phase spectra of

bromofluoromethane (CH2BrF) were studied in the

region <6200 cm-1 under conditions of medium resoln.

All fundamentals and many overtones, combination

£ R.2000, 134



and hot bands were assigned leading to an almost
complete set of anharmonicity consts. Rotational
analyses were performed on the obsd. Q-branch
features of over 10 bands. Enriched 79Br and 81Br
samples were also employed to confirm vibrational

assignment and supply further data. Analyses of
Fermi resonance are made The mol. structure was
calcd. ab initio at the Hartree-Fock (HF), the 2nd

order Moller-Plesset (MP2) and the d. functional
theory (DFT) level with 6-311++G(3df, 2pd) basis set.
The ab initio force consts. obtained from

vibrational anal. at B3LYP/6- -311++G(3df, 2pd) level
of theory were employ to fit the exptl. data and an
optimal harmonic force field was obtained f the

CH2BrF mol. .



