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] 135229, MHKPOBOAHOBLII CneKTp M _Gapbep BHYTPEH-
—uero ppawenus MmeTHikerena. Bak B, Christen-7
/ senD, Christiansen J, Hansen-NygaardL.,

—_Rastrup-Andersen’ J:~Microwave—spectrum and in-
“ternal ‘barrier ‘of rotation of methyl ketene. «Spectrochim.
—acta», 1962, 18, Ne 11, 1421—1424 (anra.)
Wccaenosan - MiKposoaHopbit cnektp Meriskerena (I).
———HnentHHUHpoBansl 8 NMepexoaon H H3 ‘UacTOT MEpexoioB

‘onpeaesensl  MOMEHNTHI HHEpILHH Iy=112,1488 u I.=
— =122,1984 ar. en. maccet A2 ITockoabky ‘1 sBasercs mou-r —

TH BBITSHYTBIM CHMMETPHUHBIM BOJYKOM, JIJIsl MOJIYdEHHs

—— touioro anauemis_la (13,1896) ucnomssopao _anaseie
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‘'MOMeHTa HHEPILUH MeTHJIBHOI Tpynnbl /a i COOTHOLUEHIe!
‘de=1I+1y—Ia Boiuncnen Gapbep BHYTPEHHEro BpalLEHHS!
‘MetonoM. Buabcona I(Vs=1200+10 xaa/stoas). Buytpen-'
‘Hee BpalleHHe METHJbHOIl Tpynnkl He Bansier Ha e, [y u3-|
‘ MeHsIeTCSl He3HAYHTeJbHO 1 BeJHYHHA paclieneHHst Ha6Jio-i -
.JlaeMbIX JIHHHIT He 3aBHCHT OT n3MeHeHHsi /,. 3nauenue!
Vs, naiimennoe aas I, mano otnnyaercss ot Vy ans aue-}
“Tajbaeriga. OTO MOKA3bLIBACT, YTO BKJAajJ HeNoJeseHHOIt!
TIapBl  3JIEKTPOHOB KHCJOPOAa B Gapbep HEBEJHK.

ey M. Adies |
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v 911177 Criektp nponewana B GawkHeii _Y®-06aacth.

Brand,J..C.D, Williamson D. G. Near-ultravio-

1943

let spectrum of propenal, «Disc, Faraday Soc.», 1963,

‘Ne 35, 184—191 (anra.)
IMepBas cHcTeMa oueHb cJAaGHX NOJOC MOTJIOWIEHHS, 06-
HapyxKeHHas B o6aacti 4122 A, npenoJioXKHTENbHO MNpH-

MHCaHa TPHIVIETHBIM 7*— n-nepexofaM B TPAHC-TIPOTeEHane. .

'COOTBETCTBYIOI[HE NEPEXOAbl MEXKAY CHHIYJeTHHIMH CO-

CTOSIHHAIMH nposiBAsioTcss B6au3n 3865 A. Ilposemen ne-.

TaJbHBI 3aHaJH3 KOJeOaTeNbHOil CTPYKTYPbI 3TOH CHCTEMbI

nosoc. ITonyuennble NaHHbE TOKA3bIBAIOT, UTO KOH(QHrypa-

1145, COOTBETCTBYIOIIAst BO3GYKAEHHOMY CHHTYJETHOMY CO-
CTOSIHMIO, — TJIOCKast HJM TOYTH MJocKas. Bosbyxnenue
ypeanuuBaer aiuny csas CO npuGmmsutensHo Ha 0,12 A
1l OKasblBaeT CYLIECTBEHHOE BJHSHHE Ha JAENOoKalH3auHio
st-anektponos Bie rpynnst CHO. B pesyabtate GoJbluas
IMHHA XapakTepHa AJs ueHTpadsHoil cisu CC, a ne aas

_GOKOBOI1. . - N
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& -CH:C=0 Microwave spectrum, molecular structure, barrier to internal'/ 96 6
3 wnsls 'rotation, and dipole moment of methylketene. Boerge Bak,
' iJoern J. Christiansen, Kaj Kunstmann, Lise Nygaard, and John'
B __'Rastru -Andersen‘(UmVI'CWWWS@),!
\ 883—'7i1'§33511§ng5. The microwave spectra of the CDs species’ -
-and of 7 monosubstituted isotopic species of MeCH: CO have been' . °
'examd., and a complete structure of methylketene has been ob-!
tained by the substitution method. The structural parameters!
N ‘found are: C:0 1.171, C:C 1.306, C-C 1.518, C-H (vinyl)
11.083, and C-H (Mec) 1.083 or 1.11 A. The ketene group is -
linear, and the Me group is staggered, ZCCC = 122.6°, £C(1)-
'C(2)H(2) = 113.7°, and ZHCH = 109.9° or 108.8°. The,
barrier splittings were used to det. the value of the barrier to’
hindered rotation and the angle between the Me-axis and the,
principal-axis system for each of the monosubstituted species;
- Vs = 1177 = 20 cal./mole. The dipole moment of methylketene
‘was measured on the 2,2 — 31,3 transition, yielding p, 1.755, m !
0.35,#1.79D. . ____ RCJQ_ !

Ch 1966659 @
1303 .







/ﬁéf

/&/c’ﬂfaéﬂc/ £, Z/Q/L

7 V%«f@p %7"%&7‘

Wéf 5963

N

[—&a Pl




%O ~100587b) Vibrational spectra and rotational isomerism of the;
. acrolein molecule, C,HO. S. Dzhessati, V. I. Tyulin and|
V..M. Tateyskii_. Vestn. Mosk. Univ., Ser, 11 22 (39, 1319,
:(1967)(Russ). The Raman and ir spectra were measured of the™
lig. and gaseous acrolein (I), resp., and the frequencies of nor-:
mal vibrations were caled. for the cis (Ia) and trans (Ib) forms of 7
‘1. The majority of the frequencies of both forms coincide; how-t
_ever, some of them are different and can be used in distinguish- —
ing between Ia and Ib if certain addnl. information is available.:
_____This information was obtained from the temp. dependence of —
the intensity of the ir bands at 630, 1100, 1930, 2370, 2930, and {
.8100 cm.—* at 25-100°. The 630- and 1100-cm. ™! bands, accord-1__
ing to the calen., correspond to Ia and their frequencies differ;
from the analogous bands of Ib. They are, however, partially |
overlapped by the bands of Ib and thus, only an approx. estn. of
AE = 1.7 keal./mole of the energy difference between the isomers
in the gaseous state is possible. - D. Papousek

‘m-'/agg-r.m O—
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——{ 6327h_IMicrowave spectrum, structure, ar.. dipole moment in

anone. Pochan, J. M.; Baldwin, ! E.; Flygare,
———W. H. (Univ. of Mlinois, Urbana).  J. Amer.”Chem. Soc. 1968,
90(4), 1072-3 (Eng). The observed and caled. rotational
transitions in cyclopropanone (I) were given. No g or u tran-"—"—
D sitions were observed indicating that I has Ci, symmetry. The
2 Stark effect was observed as a function of elec. field for the 1,,——
— 2, and Oy — lg transitions. The moments of inertia were.
detd. from rotational consts. A simple ring-closed structure of-——-
I with 3 C atoms and oné¢ O atom in a plane and 4 protons out of
the plane was suggested. The structural parameters for I are——
s:}»t,en._ e - ~__ BWJN
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1969

;.Z’;';Qi/Bénxer to internal rotation of methoxyethyne Den__
Engelson, D. (State Univ. Utrecht, Utrecht, Neth.). ()

. Spectrosc. 19089, 30(3), 466-73 (Eng) Remvestxgatnon of the

‘microwave spectrum of methoxyethyne gave an accurate value,
© 1440 == 30 cal./mole, for the barrier to internal rotation.

 —— e __RCKP .~
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~ 17 Bb45.  OtHocHTenbHO BbIGOpPA BHAA MNOTEHLHAJLHOI
C H O | KPHBOIi 3aTOPMOXKEHHOTO BHYTPEHHEro BpalLEHHS Monc-yg%
3 \' ¢ kya akposenna CsH,O w  ruppasmua NoHs. Mapro-
A anu JI. H, Twoann B. H. B ¢6. «Matcpnaas  1-ro
‘Beee. cuMnos. no Bpaumlarteabil. CNEKTpaM MoJeky.d. 1969».
Baky, 1972, 116—122 :

 TMorenunanblible GYHKWHH BHYTPeHHEro Bpallellst aKpo-
JelHAa H THIPasHda MNpeacTaB’eHbl B BiIe psia  Pypoe,
-H Ha OCHOBAHHI 3KCMePHM. JAHHLIX HafileHsl Ko03(. pas-
ao:xenust. B wacrHocTs, st akposenna pacumdposana
o TR i ppauar. crpykrypa 0—0-nosocs 1 noayueno & obepronos
L AHO KpyT. Koua.:.157,7; 311,7;)467,7; 616,5 u 760,8 cu~!. Ha
i OCHOBAaHHH 3THX MaHHBIX ~noayueHel ouenkn V=600,
+100 em~! u Vo=1950+50 cm~!. Haiigenuoit dopme no-,
Tenumaabuoit Kpupoit orseaoT  AHp=600%100 - cw—V
- (pasnocth auTagbmuit  koupopMepSB) u AH#=2250+
+150 cm—! (Gapbep BHYTPEHIiero BpalleHHs). A rua-,
pasuna, acHMMETPHUHAs NOTeHUHANbHAT QYHKUHSA K-POro
6uaa  npeacrasiena B puge V(@)= Va(l—co0s 2¢)+

+(V4/2) (1—cos 49)+(Uy/2) sin @+ (Us/2)sin 3p,  naiize- @

x 197‘5 o Vo=5600 cx—!, V,=—200 cu—!, Uy=—T600 cm~! u.
. U3 =2500 ey~ Sroit 'q»)rYHK'U;HH OTBEYatoT - SUTAIBIHI
”/; —qu?—i---_w.?'“_.—.?' AH‘?ﬁ'rp_a_uc=8»50 eM! 3 AH*gue=




=10700 cv—!."” OTmeyaercsi, uyTO BN~ MOTCHUHAJBHBIX .
GyHKUMI moMyueH Ha OCHOBaMHH Psaa TPeANoJOKeHHI,

CIIPaBeTHBOCTL K-PBIX OKONYATEBLO HE J10Ka3aHa, No3To--
My mnaiizennyio- 3asncumocts Vi(¢) caexyer cuutath rii-.
notetiyeckoil. . B. I'. Jawesckuit ;
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Og:t.lv.w Jola | Aesignmen‘cs of electron*c ¥
‘_\trunsitions :!.n methzmal azi.ne and reluted
moleculcs. ."Can. J._ Speotrosc."91974,
:19, N 39 89~ 95 |
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9 71648.  JhioMuHECUEHUHMSt M ynpowennas ¢otoduiuka
Meruarauokeans.  Coveleskie 'R, A, , Y'E—r%'l'?y i
James T. Luminescence and ~ simplified photophysics

.~ of methylglyoxal. «J. Amer. Chem. Soc.», 1975, 97, Ne 7, ' -

~1667—1672 (aura.) . : ' !

* Tlonyuenbl crnexTpul MOrJolleHHS H H3JVYeHHs _[apos . - - -
METHJIIHOKCANs B’ NPICyTCTBHN. AT B . LUHPOKOM HHTEpBa- -
Je ~-mapJeniii. - IIoromenne -~ NpumMcaHo  mepexomy - -

AT (ALAT(MAY) ¢ wactoTolt 0—0° 22260 eM—!lt i
"22090 cq-l. B BHOPOHHBIX "CNEKTpaX BLIAEJIEHH llporpec- - -—- --
*cun xoaeGaunit 270—280 cM~!. 3ammcaHpl CNeKTpPH -CBeye-

_ HHA ¢ BpeMeHHbIM paspewenieM. [lokasano, uto ofliee ———-
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' | cpeucHne Moker OBITh ~ NPEACTAaBIEHO  Kak HaJjoKeHne

{ ayopecucHLHH € HaHOCeKYHIHOI KitHeTHKOIl H docdopec-
" penuny - B3 cocrosius 3AL' ¢ BpeMeHeM  3atyxanns
1,92 wmcek. ITokasano, uTO COCTOsIHIIE 34,' pacnojioxeno
*ma 2400 cm~! ke cocrosimsa AL Tlpencrasaeha mnpo-
cTas KHHETHU. CXeMa, OMHCLIBAIOUIAs - H3MEHEHHEe OTHOCHT.
JIHTEHCHBHOCTH ayopecueHunn at Qocdopecuenunn  npu
a1 Bhie 2 MM pT. cr. OTMeueno, UTO Mpi MeHbUiX
JaBJeHnsX MpolecC CHHIVIET-TPHIIETHOIl KOHUBEpCi HOChT
0o0paTHMELT XapaKTep, .NMO3TOMy TPEAJIONKelHAd ﬁqmemq.

“cxema_ uenprroana. Bubm. 25. 1. H. A..
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- se Francis P., Conrad Michael-E,
f;;An ab ‘initio . molocular orbital atudy
Tﬁof gubstltuted carbonyl compounds._

Dol Bone Janet E., Worth Guy® T., Marhe-

,'f"ﬂehor. chlm. acta" 1975. 36) N 3’
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795
HC=CCly O,

175321, Mukposoanosui CTIEKTP, cTPyKTypa, mumo
Hblil MOMEHT M BHyTpennee Bpallenue Merunnponaprunono{

' nal rotation of methylpropargylcther. «J. Mol, Spcctrosc.»,
S ﬁ (-"113‘5/‘75,. 1980, 84, No 2, 362374 (anrn.)

3 P . Hamepennr p oGractn 8—35 I'T'y MB-cnekrpy ZACCATH
‘/7?({67/{ A H30TOIY, o6pasuon MeTHINponaprunosoro 3¢upa, %
& =CCH,0CH, (I), B ocroBHOM Kose6aTepHom COCTOSIHAR.

lz =8I0 bﬂxaunMIB-nepexonon C HH3KHMH 3uayenygq.
. o M J menonbsopay 3¢dexr Ilrapka, Ananus CIEKTPOB BH-

R
lorw;

Y. 7781 /¥



Talvaen .

Jlnii HopManbHOro' HaoTomiy, 06pasia * BpamaTesbHbe - 10-

rcTosfnuble paBukr (B-MI'n) A=11756,83(17), B=3323,73(8),

{ C=2795,43(7), NOCTOSIHHBIE | LLEHTPOOEIKHOrD . icKaKeHHs -

. (B.&Tn) —d;=2,7(20), dyx=—19(9), :dx =100 (40), xoM-
"+ | MOHEHTH " NHIOJBHOrO ', MOMeHTa . W= (0,289(5) D, ‘pnp=

~=0,502(28) D; u5=1,017[§114)~ D, a mosumi’. gUnOMBHEL. |

| MOMeEHT u:‘l;170(-18)"‘."D‘;» oJlyueHHbIe laHHbHIe OTHECEHH X
{xondopmepy ¢ roul-opmoit 1o otHomenmo: K cBA3H CHy—
‘—O./.Ilpn psape. Jomymenuit .onpegenena BO3MOXKHASL Fy-

‘CTPYKTYpa MOJeKYJbl. CTPYKTYpHHe napamerpht ' feckonn-
'KO''OTJIHYAIOTCSI OT COOTB-NUNX MAHHKLX A7t raJoMeTHIMe-,
;rinosrix sdupos (1), "dauna csasn CH;~—0 3amerno xo:
'poue ‘B I o cpasuenmio’ ¢ 11w Ganaka i, ATHHAM cesiaeit’

C—0 ' guammiosux sgmpax.. B To e BpeMs 0xHa N3

CH-csiseit. B. meTnonolt rpynne I, moutn -napaJenbHas’
((pparM_eufry,-HC:C—C;‘ HAMHOFO MPEBOCXOJAHT . COOTBETCT- -

f?/Y;omylo nmmk/r[ cpaan; s M, Ha ocHose. nabectnux nammbix
apcTokka” it ‘Momnengena':(Marstokk. K: M:; ‘Mallendal’ H.
«J. Mol. Struct.», 1976, 32, 191) no A—E pacuiensienuio B
‘MB-chiekmpe 1" Beinosmen; "yrourenuul pacyer'flapaMeTpoB
‘6aphepa BHYTPEHHErO BDAlMeHHS MeTiLILHOf 'rpynnu:‘-ﬂnn
y BEHUHN MapaMeTpoB Gapbepa - i .rapMOHNY, YacTOTH Kpy-
’;'mmmmx koJieGanifl MOryr Gurh TIPHHATH 3HaueHHs Vi=.

-=2314(120) " q‘w/m{llb'"' 8=—284(320) ‘kaa/Monb, ©;=

=116 em—hy -, g R foor G H.:Mypang -

s v P TRy AL I PODEHHOrO S HEKaKeHHATN v
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19 51362. BpawaTtenbublit CMEKTP METOKCHALETHJEHA:

//{gfw%/ O] XFZYFS [958

/aua.'ms l.lCllTpOGC)KHOl‘O HCKaXCHHSI H BHYTPEHHEro Bpauie-

IL[” WM / yquow KBapTH‘{HOI‘O CEKCTHYHOTO. H OKTHYHOIO

M?/L;/z:m/ﬁa/

‘uusti. The rotational spectrum of methoxyethyne: centri-
fugal distortion, and internal - rotation analysis. Van
Eijck B. P, Dubrulle A, Demaison J, Ripoll J. L.
«J. Mol. Spectrosc» 1985, 112 Ne 1, 95—103 (auram)
\ Ha cautumerpoBoM B 00s. yactoT 16—40 I'Tu u Mua-
auMerpoBoM B 06J. uactor 150—240 FFu pPanHOCNEeKTpo-
MeTpax . H3MepeH BpaWlaT.  CMEKTP ' MeTOKCHALETHJEHA
(HC COCHa) B OCHOBHOM M - nepnon{m
X TOSIHHAX, AHaNH3 CneKTpa BHIIOJHEH ¢

LieHTpo-
Ge)KHOro HCKaXKeHHs H BHYTP. BpAllleHHs METHJBHON rpym-
nbl C HCMOJb30BaHHEeM MeToja BHYTp. oceil. Bpauwar. mno-
‘CTOSIHHBIC B OCHOBHOM COCTOSIHHH JJsi mepexofoB A-Tuna
pasubl (MIu): A=237927,9814 (253), B=>5136,69884 (177),
C=4651,73771 (167). Ha ochHoBe MOJEJbHOrO pacyera
onpeseneHbl MOJEK. MapaMeTpbl BHyTp. BpauleHus. Ilomy-
YeHHBIE JIaHHBIe NPEACTAB/AOT HHTEPEC A/ PaAHOACTPOHO-
MHY. HCCJeJOBaHHI. . C. H. Mypsuu

X./986¢, /8 n/9
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107: 121468v_ Gascous: [CsH4O]* ‘radlcal .cations: - expected
structures. Bouchoux, G.:' (Lab..Synth.. Org., Ec. Polytech., 911928
Palaiscau, Fr.). THEOCHEM: 1987, 36, 107-11- (Eng).: Ab~initio
MO calens. of thirteen [CoH4O]*+ rodical cations are presented. “The
remarkable stability of unusual structures -such’as - [CH2CH2CO)+;

? / J CH2-CH3..,0CJ]*+,: [CH2.CHCOH 4+ -and- [CHCHCHOH]}+* wh
%f’/ﬁ/ %%m;mcd 2wilh ionized methyl-ketene and acrolein i3 ce_ati:blxlshe;f cn

./él.

e A 198Y 19F N/Y.
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HLOREE Op 99350 /[958

109: 453878 Rotational spectrum of a weakly bound-dimer of.
formaldohyde and acetylene: identification and characterization
of a bridged planar form involving two nonlinear hydrogen
bhonds, . Howard, N. W.; Legon, A, C, (Dep. Chem., Uniy, Exeter,
Excter, UK EX4 4QD). J. Chem.’ Phys. 1988, 88(11), 6793-800
(Eng). Pulsed-nozzle, Fourier-transform’ microwave spectroscogy
was ‘used to observe and measure the rotational spectra of the
‘following b isotopomers of a weakly bound dimer formed between

M7 AE 'H,CO and CiHz: (H2CO,HCCH), (H.CO,DCCD), (H:COHCCD)
v ) (HCODCCH), and DOHCCH). Ratational conists. Au,By,Cy, a0

» fcentrifugal . distortion consts. &7, Auk, and és wero detd. for the

,/LWM - ML/-ground state (v = 0) for all species and for a vibrationally excited

V / state (v = 1) for the 1st 2. The values for the v = 0. state in

V (H2CO,HCCH) are: Ao = 30 400.567(3) MHz, Bo = 2355.8304(3) MHz,

WLW * Co'= 2180.3335(5) MHz, Ay = 13.159(8) kHz, Asx = -311.4(2) kHz,

and 6s = 1.626(5) kHz.© Anal. of the rotational consts, led to the

/La Q/ZWMLL conclusion that the dimer has an unusual, bridged planar 5eomctry
/ with the 2 subunits bound through 2 nonlinear H bonds. One bon

-has CzHz as the H+ donor and the O atom of H2CO as the acceptor,

-while in the other a H:CO H* interacts with the CsH2 = bond. The

f ,



geometry is characterized by the following distances and angles: r =
3.86(2) A is the distance from the C atom of H2CO to the center of
CiC, 0 = 80.3(16)° is the angle made by the C2 axis of H2CO with »
while ¢ = 40.1(17)° is the corresponding angle made by the C:H2
axis. The H bond distances are r(0...H) = 2.39 A and r(center...H) ="
3.12 A.' The vibrationally excited state was identified with a motion
involving the torsional oscillation of the H2CO subunit ahout its Cz.
axis. A relatively high barrier to this motion at 90° to the mol. plane
is postulated, _ i g : . - . L
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!"12J1168. BpamareabHBIA CNeKTP ¢aa60 CBA3AHHOrO

Aumepa ¢opManbiersia H aueTHJAeHa: MAEHTHHKAUHA
H XapPaKTEPHCTHKH MOCTHKOBOH NJOCKOH (OpMHI, BKJIOYa-
Iolulell ABe HeaHHefiHne BOMOPOAHHEe cBA3H. Rotational
spectrum of a weakly bound dimer of formaldehyde
and acetylene: Identification and characterization of a
bridged planar form involving. two nonlinear hydrogen
bonds. Howard N. W.,, Legon-A. €. «J..Chem. Phys.»,
1988, 88, Ne.11, 6793—6800 (amra.) -

C nowmomeio dypbe-cneKTpoMeTpa - H3MEPEHH  Bpalla-
TeJbHbhle CNeKTpH 5 maoTtonoMepos aumepos: (H,CO
HCCH), " (H.CO, DCCD), (H,CO, HCCD), (H.CO
DCCH) n D,CU, HEEH).  Onpcienenn BpallaTelibHue
MOCTOSIHHHE € LEeHTPOGEXKHOr0 HCKaXKeHHs'
JAJsT OCHOBHOTrO KoJebaTenbHoro cocrosiuisi (v=0) 3Tux
H30TONOMEpPOB H AJast 1-r0 BO36YXKACHHOrO KoJjebaTeb-
HOro .cocTosiHHsl (v==1) ZAna NepBHX IABYX H3 MNPHBEACH-
HHX BHILUE H30TONOMEDOB, eTalbHHit aHa/lH3 _Bpama-

T (1L, D) i gy




TEIbHHX TOCTONHHHMX TO3BOJHJ CAEJIATb 3aKMOUCHHE O
HeOGHYHO/t TeOMETPHH AHMepOB, KOTOpPas XapaKTepH3yer-.
cf CJAeNYIOMHMH paccTosAHHAMH H yraamu: r=3,86(2)A —
paccrosnie ot atoMa C mosexynn H,CO po uentpa cBs-
3 C=C, 0=80,3(16)° — yroa, oGpasyemuii ocbio Cy MO-:
gekyan Hi€O ¢ HanpaBienneM pektopa r;  D='
,=40,1(17)° — yroa, o6pasyeMHi OCbIO MOJIEKYJH aue-
THJCHA M HanpaBJeHHeM BekTopa r. JlnuHa BOLOPORHON
ceaan r(0...H)=2,39A u r(uenrp...H)=3,12A. Kouze-.
GaTenbHOe BO30OYXK[eHHE AHMEpa HAeHTHOHUHPOBAHO KakK
KPYTHAbHHe Kone6anust Mouekyan (HyCO  BOkpyr ‘ee,
ocH C; C OTHOCHTe/NBHO  BHCOKHM  GapbepoM. ,

- : o . - B. A, Mopo3sos,
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110: 239375¢ Vibrational spectra and structure of mcthoxys!
acetylene. Ignat'ev, I. S.; Lazarev, A. N.; Al'pert, M. L. (Inst.
Khim. Silik., Leningrad, USSR). Zh. Fiz. Khim. 1989, 63(3), 642-51
(Russ). The IR spectra were investigated by HC:COMe and
HC:COCD in the gas phase, as well as Raman ‘spectra ion the liq.|
phase. An inspection was made of frequency attribute. A
nonempirical quantum-chem. calen. was made, using the gradient!
method of the equil. configuration of the mol. of methoxyacetylene
and its force consts., with the utilization of the ref. at. functions of -
the type 4-21 G and 4-21 G°. The calen. of the frequency with the
qQuantur~chem. force consts. was carried out at fixed values of the

(: scaling multipliers, detd. from calens. in the same ref. of force fields
of fluorcacetylene and di-Me ether. The geometric and dynamici
manifestations of 'disturbance of the local Cav-symmetry of the’
methoxy group were examd. These disturbances and detd. by the'
‘influence of unshared pairs, and are less than in satd. ethers, as a,
consequezce of the characteristics of the structure and the orientation
of the urshared pairs. .. e

071999, lio, v 46
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b 6J1193. KoneGareashsiii CMEKTP H CTPOEHHE METOKCH-
aueruneda / Uruateen M. C,, Jlasapes A. H., Anp-
mepr M. JL. // K. ¢u3. xusim— 1989.— 63, No 3.— C.
642—651

Hayuentt UK-cnekrper HC=COCH; 1 HC=COCD &
rasosoit ¢ase u cnex(rpu‘mﬁﬁmml—mmpone-
Jle]l MEpPEeCMOTP OTHECCHHS YacTOT. Bbmomreu.Hea.\mnpuqe-‘
CKHii KBaHTOBOXHMHY. DacueT IpaHCHTHLIM MEeTOJO0M paB-
HOBECHOH KOH(MHIYPaUHH MOJeKyJIH METOKCHALleTHIeHA N
CC CHJIOBHIX NOCTOSIHHLIX C HCMOAb30BAHHEM  Ga3HCHLIX
aToMHbIX ¢-umit tHna 4-21G un 4-21G*. Pacyer 4acToT ¢
KBAHTOBOXHMHYCCKHMH CHJIOBBIMH TOCTOSTHHBIMH npoBejen
-NIPH  (QHKCHPOBAHHHLIX 3HAYCHHAX MacWTaGHPYOWHX MHO-
HHTeNCH, ONPCAENCHHBIX H3 DacueTOB B ToM ke Gasnce
CHJIOBHIX  moJsieif  (pTopauerHsaena H AHMETHIOBOrO stupa,
PaccmoTpenn reomerpuueckne H  mmmamuy, NpOABJICHUS
HapYIUCHHIT " JIOKaAbHOIT Csv-cmmerpmi MCTOKCHTPYNIHI,
IMokasawno, uro 3th HapyuICHHST ONPCCAIOTCS - BAHSHHeM
HEMOACNCHUEIX Map M, YTO MO BeJHYHHE 3TH Lapyuewis
MeHblIe, YCM B HACHILCHUKX 3(HPaX, BCJAEACTBHE 0COGCH-
HOCTell CTDOeHHS M ODHEHTALMH HemojeJeHHbIX nap.
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