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12572, = 9aexTponorpad)ucCLoC TICCJACAOBAIIE CTpOC-

HHA MOJCKYT MOIOXJOP- Tl MOHOOPOMAIMETINIOBBIX d(ir-
pos. Axnmumn II. A, Biuaxon J. B, Coxomxona

{11, T0. «Isn, Cduper. oti. AH CCCP5, 1960, e 5, 39—65.— |

ACKTPOHOrPAPIICCKI HCCICAOBANO CTPOCHIIO MOICKY:T
CH30CH,CI1 (I r (II)., PacmirdpoBka a:IeK-
TPOLOTPINN 1POITSBOLIACh & OCHOBC BI3YAIBHOIL OIeH-
KE OTHOCHTEJIBHBIX NOTCHCIBHOCTCIl I BH3YAJLHOIO d3-
MCPCHIIST JHAMETPOB JI)PAKIIONIBIX KOJICI, METOF0M pa-

MIAABIOTO PACHPCACTCHHS I MOCTCAOBATCHBHEIX HPUOIL- | -

srenmiit. IIOTy9eHEr CAEAYIONUTNC SHAYEHIST MEIRATOMHLIX
paccrosmiit .(A) x yraos: I, C—H 1,10; C—0 1,42 = 0,03;

C—Cl 1,87 = 0,02; £ CICO 109,5° = 2°, £ COC 113° = 3°, g

“yroa Me:gy miaockoctamu ClIOC m COC @ 76° % 5° (2otu-
Jopya); II, C—H 1,10 ‘(npmmsto); C—O0 1,41 = 0,03; C—Br
2,02 = 0,02; £ BrCO 109° £2°, £ COC 113° £ 4% ¢ 77° %=
+ 7° (eow-hopyma); B mapax Il mprecyreTByeT Taxike
Tpatc~popMa, TPHICM COOTHONICHIIC KOJI-B 20Ul- I TpaHc-
Qopx cocrap:sier npndansnTeasno 3: 1. B I o II odnapy-
JKCHO PC3KOC YBCIITCHIC MEKATOMHBIX paccrosmmii C—X
(X = Cl, Br) mo CpaBHCHIIO €O CPCHHIIMI 3HAUCHIIAMI,
vapaxTepusMa g cpsaseii C—X TeTpadapuy. THOA B MO-

CJICKYJIaX TAsIoreHOIPON3BOJNLIX YTJICBOJOPOOB.

. e . B. Conprjomon
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Electron diffraction by gases-molecular structure of mono-|
chlorodimethyl ether. M. C. Planje, L. H. Toneman, and G.,
“|Dallinga (Koninkl.-Shell Tab:; Ainstérdani) = ~Rec."Trav. Chim.[ =

g3 2)232-40(1965)(Eng). The structure of MeOCH,Cl was!

- {reinvestigated by electron diffraction of the vapor phase. Thej = -~ *
radicals CICH, and CH, have restricted rotation; the C! is inl

---—Ithe gauche position with regard to the O-C bond. The C-ClI

bond length of 1.81 A. is larger than in the chloroalkanes.}

" - iThe C-O-C bond has a dihedral angle of 74°. The bond be-

tween the chloromethyl C and the O has a length of 1.368 A.,l

|
\

- | which is lower than in aliphatic ethers. 8. G.Zipp_ bt -
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! Q_]Igglaﬁ_t;)l‘he infrared spectra and structure of f-haloethanol}
. molecules. E. Wyn Jones and W. J. Orville-Thomas (Univ. —

' Salford, Engl.).. J. Mol. Siruct. T(D), 719-80(1067)(Eng). The
- ir spectra of various XCH,CH,OH .(X = Cl, Br, or T) in the lig.,———
... _ ! soln. (CCl or CS:), and vapor phases, the spectra of partially:
T T deuterated OH-OD mixt., and the liq. and soln. spectra of the:——-
‘jodo deriv. were examd. Frequency assignment shows that the”
. —\-K-, ) N chloro, iodo, and bromo derivs. exist as rotational isomers with____
the gauche conformer being the more stable owing to an internal
8l _H vond. This bond stabilizes the gauche form of the fluoro
‘deriv. to such an extent that there is no conclusive evidence for
___theoccurrence of a trans form. No doubling of any bond was ob-'
‘served, indicating that if the trans form exists, it must be toa very.
___.small extent, while the equil. const. for 2-fluoroethanol at 28° is:
0.197, caled. from the Gibbs free-energy value insoln. CDJIN "=~

C.A- 1953




T 81360, " THK-cnekTpul u cTpykTypa Mosekya XCH,CHa- g ;

P ‘OH. Wvn—Jones E, Orville—Thomas W. J. .
Cﬁ(,l,c (I{, OH The IR spectraand structure of XCH;CH,OH molecules. |
& L J. Molec. Struct.», 1967, 1, Ne 1, 79—89 «(anra) i
xl-lccnenonaubr HK-cnektput XCH,CH,0OH (X=F, Cl, Br);

B IMapoo6pa3HOM 1 KHAKOM COTIOMITAY, a TakKe B pacTso-

pax. Otkecenne KoaeGamini no3somMIo cienats BLIBOZ, yTO!
-X/10p-, GPOM- 1t f10ANPON3BOANLIC CYUICCTBYIOT B BliAe Bpa-|
L{aTe/IbHLIX H30MepOB,. NpHUeM eou-popMa HamGonee cra-:»
GHutbHa Ga1arofapst BHYTPHMOJICKYASPHOI BOIOPOHOI CBA3IL |
clydae (TOPNPON3BOMIOrO YCTANOBEHO HAMMUIE TOABKO
cow-opmpt. Buba. 7.
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;24 B210. 'Miil('poﬁbhﬂoisblé "'cnekTpsl M BHYTPHMOJEKY-

z ‘ JIsipHast BOAOPOJHAS CBA3b B 2-rajoreHsTaHojax. Mouaexky-i

____ApHas CTPYKTYPa H KOHCTAHTBHl KBaApYmnoJbHOTO B3aHMO-,
NefcTBHS Aas 2-XxJaopaTaHona u 2-Gpomsramoma. Azrak -

__Raymond,G, Wilson E. Bright. Microwave spect-1

ra and intramolecular hydrogen- bonding in the 2-halo-|

ethanols molecular structure and_quadrupole coupling

: "constants for 2-chloroethanol and 2-bromoethanol. «J.7——
LU/, Chem. Phys.», 1970, 52, Ne 10, 5209—5316 (anra) -
Uccnenopanst MB-BpamaTesnbHble CneKTpsl 9 H3OTOMHW ™
/J__paaﬂoammocreﬁ mosekysn 2-xaopartaona (1) u 4 usoro-|
‘MHY. Pa3HOBHAHOCTEIl MOJEKyJb 2-0poM3TaHoJa (I1) B¢
___ocxosom I, I u uernipex .Bosﬁywmﬁms-i
‘MbIX cocTosmHHAX B O6macth  ~9000—40000 Mey;
Jxeaxc=~30). TIpupefieHL omnpeflesieHHbIe H3 MB-cnekTpoB!
‘BpalaTejbHble  [OCTOSIHHBIE A, B, C u 5 mnocrosiHublxi
LeHTPOGEIKHOTO  PACTSKEHHS, B o6oux cayuasx I, !
"o6Hapy3KeHO MPUCYTCTBHE TObKO_ 20ui-hopat._ Ompeneeiin

% ® 1)
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»
TEOMETPHY, NapaMeTpl STHX 20u-GOPM, a TakkKe KOH:,
‘CTAHTHl KBaJApYyNOJbHOrO B3aHMOJENCTBHS MJISA H30TOMHY.
. pasuosnanocreit I' n II. Pacnpenenenue sapsiza . BOmu3H!
-atoMa Hal G/m3ko x pacnpesiesieHHio A/t COOTB-ULHX STHI-|
TaJoOreHHNoB, T. €. BAHAHHe oGpasoBanust cssa3n H...X|
‘Mano. JlaHo oTHeceHHE BO3OYMKAEHHHIX KOeGaTenbHBIX co-{
croauuit I: xpyr. xor. C—C (vr=1555%15 cu~!), xpyr.|
ko1, C—C (v7=2,300£40 cxu~') ned. kom CCCl (v;=:
=1,31030 ca~!). n kpyr. Ko C—O (vg=1, ~350 cu~1).|
" ‘OGcyxnenst ornocnt. casl H—Hal u D—Hal ssanmopeit-!
«rpuit. Baaumoneficrsue H...Hal 8 I, 11 xocur npemmy-:
LWECTBEHHO WIICTO SJEKTPOCTATHY. XapaKTep THMA JHNONb-|
' IUMOJNBHOTO  B3aHMOMCICTBHA MEXKAY HOPMAJbHBLIMH CBA-;
-3amn O—H u C—H. ~A. T1._Aunekcannpos!
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J/11 1598  MHKDOBOAHOBLIE CNEKTPHl H BHYTPHMOJEKY-——"
JsIpHBIE BOLOPOAHbIE CBSI3H B 2-ranoaTanonax. Monekynsip-,
'Has CTPYKTYPa M TNOCTOSIHHbIC KBaAPYNOJbHOro B3aHMO-i
‘JefiCTBHS CESI3M Aast . 2-XJ0paTaHona M 2-GpoMaTaHona.;

‘Azrak Raymond G, Wilson E. Bright. Micro-:
wave specfra and inframolecular “hydrogen™bonding in’
the 2-haloethanols molecular structure and quadrupole:
coupling constants for” 2-chloroethanol and 2-bromoetha-!
nol. «J. Chem. Phys.», 1970, 52, Ne 10, 5299—5316 (anra.):

Hccenenonanne MHKDOBOJIH. CNEKTPOB 20ui-HOpPM H3O0TO-!
NHY. MOJCKYJ (2-xjJoposTanona (XJ) # 2-6poMo3TaHosa’
(B3) no3sosnwiIO yCTaHOBHTb MOJCKYJINPHYIO CTPYKTYDY:
3THX MoOJeKy/a. MuHHMaJbHOIl NOTCHUHAJIbHON 3SHCPrHeil
o6nanaer CTPYKTypa ¢ MaKCHMAaJbHO MNpHOMHMKEHHBIMH aTo-
mamn_H 1_X, 1. e. cow-zom-popMa C_ABYXFPAHHEIM yr-=———

s E—




oM (CCX—COH) ~60°. Yron (CCX—CCO) cocrasasecr
iama Cl—63,2°, Br—64,2°, F—72,2°. Cesizsn OH (~1,56 A).
11 CCl moutn mapaJuicjbHBL Paccrosinne O---X GaH3KO Ki
|cyMMe  Bau-Iep-BaajbCOBCKHX — Pafitycos, H...X—na!
;~O,5 A Menbime ec. ITocTosilible ®KBaApyno/ibHOro B3a-,
'momeiietsusn  (Yz=—70 ey, 1, =0,02, 0,=20" ana Cl)!
|yKa3pIBaloT Ha GIH30CTh PAacmpCAc/ICHiii 3apslOB B OKPeCT-!
‘JOCTSX raJlOrcHHBIX aTOMOB K (pacnpeiesieHiio B STHATAMH-,
‘max. O6uapyxeno H—X-psanMoreiicTsie nunongm}rionéa'

Jioro_THna. e S AT e




w ’ 20201b) Microwave 'Ispectra and intramolecular  hydrogen
L "bonting”In the 2-haloethanols: molecular structure and quadru-—

pole coupling constants for 2-chloroethanol and 2-bromoethanol.
Azrak, Raymond G.; Wilson, Edgar Bri;;ll;i Ir. (Mallinckrodt—
ChemTTaby, Harvard Univ.,"Cambridge, Mass.). J. "Chem.
~———————— Phys. 1970, 52(10); 9299-316 (Eng). A proposed intramol. H—-—
bond in the 2-haloethanols has been investigated with anal. of
~————————| the microwave spectra of 2-chloroethanol and 2-bromoethanol..
For cach mol., only a form gauche about the C-C bond has been
- observed. For. the chloro compd. nine.isotopic species have,

been studied to yield the mol. coordindtes of the Cl, 0, hydroxyl

VU e___ H, and C atoms, and thus a mol. structure. TFor bromoethanol __
eV, % a mol. structure has been found based on the coordinates of the
ke *|Br and hydroxyl H atoms. Principal structural conclusions are
Ww » 77 that, of the probable rotameric forms, the lowest energy form is

the one allowing close approach of H and halogen, namely the
gauche-gauche for dihedral angles (CCX)(COH) close. to 60°.7
The O-H bond length in chloroethanol, js 1.008 A, about 59

longer than in EtOH. The H...X distarGe is:O.S,A»lessvthgg‘

il . 2 ,..__-w_._w
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“tlic sum of the atom van der-Waals radii for X = Cl, Br. The
O...X distance is approx. cqual to the sum of the van der Waals
radii. “The (CCX).<(CCO) dihedral angles are quite- similar
(63.2°, 64.2°, resp., for X = CI, Br vs. 72.2°for X = F). The
OH and CCI'bonds are nearly parallel. The quadrupole coupling
consts. of the Cl nucleus have been detd. from anal. of fortuitous
2nd-order cffects: ¥, = —70.0 == 2 MHZ, 5 = 40.02 4- 0.03,
0: = 20" = 20". . Approx. coupling consts. have been detd. for 2-
bromoecthanol. These quadrupole data reveal that “the charge
distribution in the vicinity of the halogen atom is similar to that
in the corresponding ethyl halide, despite the H...X interaction.
Vibrationally excited states for 2-chloroethanol have been as-
signed to the C-C torsion (155 cm™!), the ZCCCI bend (310
cm ™), and the C-O torsion (350 em~1).. The relative strengths
of the H-halogen and D-halogen interactions have been con-
sidered. These results clearly indicate a H-halogen intéraction
in the 2-haloethanols and strongly suggest that this interaction
is clectrostatic in nature, possibly of the dipole-dipole typeé
) . ) "R




Chiy CCl, 1Y 74
/8 B193.  KongopMaluonHslif ananms, “CrpykTypa, co- —
o <raB, pa3HHLA 9HEPrHH M SHTPONHH ‘TpaHc-rou-KoHjopme-.
—————————pOB 3THJIEHXJIOPIHAPHHZ, onpeaeaeHible METOAOM 3JIEKTPO-; —_—
worpapun. Almenningen A, Bastiansen O,
ernholt "L Hcdberg Kenneth. Conformatio- —

L, nal“amalysis.” 1€ STFOCTITeS, composition, and trans-gauc- ! )
ethylene chlorohyd- —————

— e energy and entropy differences for
(#27 /2. rin as determined by electron diffraction. «Acta chem.‘,
) - scand.», 1971, 25, Ne6, 1946—1958 (aura.) O
MertooM Ta30Boit 3JeKTPoHOrpadui i3yueia chyxTypzﬂ
—— \OMIeKYJIBl ATHAEHXMOPrHApHHA. YcTaHoBAEHO, UTO MPH 2000 ——
:o;xepmamxe""r_p}mr-xonq;o;mamm 15—25%, a npu 37° Me-‘(
gee 10%. D10 NPHBOAMT 'K CIEL OlleHKe pasHHIB TpaHC- ————— 0w

row-aueprun E r—Ec=26 (+19=08  KKam/MOMb_H_3H-!




rpomi’ St—Se=36 (+2,5—18) 5. ¢, Ipy6an ouenxa: -
sweprin Bogopoxmoit csasu O...Cl cocrasmser 3,8(+20—

1,0) kKkaa/soab., HafiieHsl Cief, 3HAYCHHT MEKBALEPHBIX;

.paccrosnuit (A): <C—C, O> (cpeanee H3 IJHH cpsa3elt |
C—C n C—0) 1,454 (0,015), A(C—C,0) (pasiHua B AJH-,
Hax stux cpsiseir) 0,10(0,02), C—C 1,5ls (0,02), C—0O:
1,416 (0,02), <C, O—H> (cpenuee u3 A cBsseit C—Hu |
O—H) 1,08; (00lp), A(C,O—H) _(pasniua B AJIHHAX|
stux cssseir) -0,J0 A (npunsro), C—H- 1,10,, O—H 1,007,
C—Cl 1,80, (0013); yrmos: CCCl 1106 (21)°, CCO.
111,8(3,2)°, HCH 108° (mpunsito), ABYrPaHHBIH Yroa1 Mex-
ay nuockocrami CCCl u- CCO cocranaser 60,6 (3,9)° npH |
37°C u 70,2 (2,0)° npu 200°C; cpeanexBaipaTHUHBIX aM-
TIHTYR koneGanuit - - (A): 4 (C=C)y=u(C—O)=!
=0,060(0,017), u (C—H)=u (O—H) +0,02=0,093(0,012);
.u(C—Ci1) =0,057 (0,004), u(C...C1)=0,076(0,027), u(C...
...0)=0,086(0,014), 4 (O...Cl)=0,125(0,015) npu 3°C’
u 0,170 (0,019) _npu_200°. "~ B. Cnupiuonos
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u (Dp = 05869n Infrared studies on rotational isomerism. VI. W

Normal-coordinate analysis of 2-chloro-, 2-bromo-, and 2-cyano-

‘ethanol._.Giguere, Paul ‘A _,_Schnexder, Michel (Dep. Chim., '
Univ. Laval, Quebec, Que.). Can. J. Chem. 1972, 50(2), 152-61
m ‘ ﬂ l }H (Eng). A ng;mn.l coordinate anal of 3 substxtuted ethanol’
el 5 *—4) ' _mols. XC CH;0H (where , Br, or CN) was carried out
by using the sxmple valence lorce field model, and a computer',
CH f 0 y program of Schacht-schneider translated into Fortran language'

by Brooks. The effect of internal H bonding was studied by —- -
adding one extra symmetry coordinate, H...X (2, H...C andl
*-“—‘—- i ——H...N, in the case of HOCH,CH.CN). "The correspondmg
force consts. show a good correlation with the H bond strengths
— «--}— | ——Most of the other force consts. maintain the same value in the -
V | gauche and the trans rotamers. In general the caled. fundamen-:
——tal frequencxes agree closely with the obsd. ones. The potential.

i energy distribution confirms the extensive coupling between cer-!

____tain vibrations; particularly the skeleton stretching and the CH,|
‘ twisting and rocking. Only the C-X stretching and the skeleton
|

bendmg vibrations are strongly affected by rotational i 1somensm

s s A 7
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 3J1574.  Mukposoanossi CNEKTP  XJOPMCTHAMCTHIIO-

Boro sdupa. Ikeda "Tatsuya, CUTI R, F.,JT,

Karlsson Hasse. Microwave spectrum of chloro- |-

methyl methyl ether. «J. Mol; Spectrosc.», 1974, 53, -

Ne 1,°101—119 (aura.)

B nuanasone 12,4—40 I'ri H3MepeH MHKPOBOJHN, cnexrp,j
mosexyast CH3OCH.Cl (). Hnentuduunposans annun

BpaLIaTe/bHBN €X00B THMA @ M €  MOAeKyJsl .. | —
%Cl B OCHOBHOM KO/M€GATE/NBHOM COCTOSHIN® I B nepBLIX

BO30YIKIEHHbIX COCTOSIHHSIX KPYTHJbHBIX KOJeGanujt = Me-

THJIBHOM H XJOPMETHJLNOI TPyNm, a Takke HCKOTOpBle JIH-

. i Moekyar | —¥Cl B ocloBHOM cocTosiHiH. Onpene- '
JIEHBI 3HAYEHHS BPAIIATCABHBIX H UEHTPOGEKHHX 1106TO- '

SAHHBIX M TMOCTOSIIHLIX KBALDYNOALHO CBAI3N SIAPa Xaopa.
ITo Bennunne pacwensenns A—E naitmen Gapbep BHyT-

PEHHEr0 BpAlleHist MeTiabHOK rpymnu B 1. Iokasano,
 M.P. Anyes

uto I nveer zow-gopyy. o
[ e e e e 2
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5 J1606. MukpoBoJHOBLIT CNCKTP, CTPYKTypa "M TEH-
< 30p TOCTOSIHHBIX KBAJAPYNOJbHON CBA3H XJOPMETHJIMCTHJ-
J§¢Hpa. Imaishi Hisae. The microwave spectrum,
Vétructure and quadrupole coupling constant tensor of ——--—— -
Zthloromethylemethylether.  «J. Sci. Hiroshima Univ.»,
/1974, A38, Ne 1, 33—50 (aura.) ' _ O
B nnanaszone 84—36 I'rii H3aMepeHBl MHKDOBOJIH. CMeK- .
tput_monekya CICH,OCHj, CICD,OCH; u CICH:OCD; 1t
nx ¥Cl-3aMellenBIX B €CTECTREMMOM~CONePKARHH— 1eH- .
THOHUHPOBAHE! JIHHHH BPAlIATENbHBIX MEPEXOAOB  OCHOB- - —._.
HBIX KOJIe6aTelbHHX COCTOSIHH{I H KBajpynosibHas CBepx-

!
- g .




TOHKas ~ CTPYKTypa  JIHHHIL Onpenesenst  3uauenus
BpalaTeabHbIX MOCTOSIHHLIX H KOMMOHEHTOB. TEH30pa KBaapy-.
nosbHOIl CBA3H  AApa  XJopa. Buluncaenst . napamerpbl |
re-CTPYKTYpbl  XJ0pMeTiamMeTispnpa: C—Cl=1,788 A,
CH,—O=11,410 A, CICO=111°, OCH=111°, CICH==106°,
COC=111,5° (monekyna mnmeer rowdopMy ¢ AHIAPHY.
Jyraom 70,5°). Bepxuuit npemen Gapbepa  BuyTpeHHero |
_BDALICHHA  OleHeH B 2,5, KKan/MOMb. M. P. Ames

)’-) ~



000,004,

(u,n) |

10 B255. MuKpPOBOJHOBBI CNEKTP, CTPYKTypa H Téuaoi\!
TIOCTOSIHHBIX KBaAPYNoOJALHOTO B3aHMOJCIHCTBHA XJOPMETHI (f
1

sernioporo opmpa. Imaishi Hisae: The microwave
spectrum, structure and quadrupole coupling constant
‘tensor of chloromethylemethylether. «J. Sci. Hiroshima
‘Univ.», 1974, A38, Ne 1, 33—50 (anra.)

Wayuenst MB-CnieKTpbl ICCTH H30TOMHHCCKHX oGpasuos

. XOpMETH/IMETHJIOBOro_3diipa, 35Cl, 37Cl u neiiTepupoBan-

HBIXT eI IacToT ot 8,4 no 36 I'ru mpu T-pe cyxoro
apna. Jas Bcex 0o6pasioB OMpejeseltl ppaulaTesibHble No-

‘ua BpaulaTesbiible TOCTOSIHHBIC B Mru:  A=14233,407%
+0,531, B=3481,430=0,170, C=3032,845+0,199. U3 aua-

pasilop MOCTOSHHbIE KBaAPynoabHOro B3aHMOAEICTBHS, A5
siopMaJIbloro oGpasua: Yaa=—27,0%29, %p6=—33, Yec=

--pacueThl MOJIEK. CTPYKTYpl M De3yJbTaTbl COTIOCTABJCHbL
.C TOJYUeHHBIMH MB-nannviMi.  IIpeasokena Mojeds,
| K-pas aeT OTHOCHTEJbHO Jyuuie pe3yJbTaThl. YCTaHoB-
_7eHo, YTO MOJIEKysa MPHHAMJICKHT row-popMe C ABYyrpau-

‘[IOCTOSIHHBIX KBaﬂ.pyHOJIbHOl‘O B3aHMOMENCTBHA MOJIEKYJIbI

. OTHOCHTEJbHO CBSI3H c—Cl C. H. Mypaun

%y

4

CTOSIHHBIE - H MOMEHTBl HHEpLHH, IJs HOPMaJibHOTO 06pa3- o

3@ CBEPXTOHKON CTPYKTYph onpejenen 1At BceX 06- '

=30,3. Ilpu psne NPCANOJOKEHHIT BEIMOJIHEHEI Mone.nbubxe( '

1

nbiM yraoM 70°30°. OGCcy#deHBl XapaKTEPHCTHKH TeH30pa



CDCZ/L/;L 0(‘//5 , Cdéﬂ‘ziﬁ/{—a Zrae

"0 B159. ' Bausiuue pactbopuTcieii Ha BaNEHTHOE KoJc- N
ane C—Cl xnopmetuamerunosoro admupa. Imaishi
isae. Solvent effect of the C—Cl stretching vibration . \(\
f chloromethylmethylether. «J. Sci. Hiroshima Univ.», \
1975, A39, Ne 3, 337—355 (anra.) :
// /»- ///9 Hamepenst K- n KP-cnektpet CCIH,OCHs (I) u ero
ra, e ‘jieiitepoananoros CCID,0CH; n CICH.CD; B XHIK. HTa3. L
ﬁ Vs /e .cocTosHHH B o6aacti 200—4000 cm~'. Beinojueno oThe-' o
/Ze cenne Ha6MI04aeMBIX. MOJOC I _PacCyHTaHbl 4acTOTHl  HOP- Xy
MaJbHBIX KOJMeGauuil ¢ JICI0Jb30BaHHeM CHJIOBOIO TOJS . i

/\ JOpu—bp3aan ¢ 22 kosdp. HacToThl BaJ. KOJ. v.(C=Cl)
y 3aMeTHO 3aBHCAT OT p-puTens (B rase679 om~!, B wma-:




'KocTH 645, B, coctosunn- 633, H-rentaie 663,5, u-rekcaue;
662,5, cepoyraepone 654, TpuxsopatHaene 652, Tosyose.
654, o-xcuaose 654, M-kcujoJe 654, aueronutpuie 6425,
aueroHe 642); mexnay cmewenusmu Av(C—Cl) u Beanun-|
"HamMu  (e—1)/(2e+1) Habmionaercss  yAOBJCTBOPHTENbHAS|
JIHHEHdst 3aBHCHMOCTb, H3 K-POil BBINAAAlOT TOYKH AJs|
apoMatHy. p-puteseil. -TlocTpoeHBl KOPpelsiliH  MEXAY!
‘Av(C—Cl) I'n Av(C—Cl) MeThaxnopHAa H LHC-IHXJIOP-:
-3THJICHA B OJHHX H TeX e p-pHTeasx i obcyxienn dak-'
-Topbl, BAHsiowe Ha casurin Av(C—Cl) (ansaextpuu. no-’
CTOSITHHAA H JHNOMb-AHIOJbHEE B3anMoneiicTeus). Hamepe-
Hbl Takke XuM. casurH npotoHoB CHa 1 CHs I B cnekr-
:pax .JIMP_B pasmnunbix pacrBopureasx. bB. B. Paccamun
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Weber J. Nuclear quadrupole resonance
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22 B266. MHKPOBOJHOBbBI CNEKTP THATHNOXJOPHTA.
Suenram R. D, Lovas F. J, Johnson D. R.
Microwave spectrum of ethyl hypochlorite. «J. Mol. Spe-
ctrosc.», 1978, 69, Ne 3, 458—472 (aura.)

Wamepenst B 00JjacTi 4acToT 920—60 I'ru MB-crexTphl
JBYX H30TOMHY. 006pa3ioB STHJATHIOXJOPHTA C,H50%Cl
(1) u CoHsO¥Cl (1) B OCHOBHOM KosebaTebHOM COCTOS-
pun 1 1 B nps3umeM BO30YXKICHHOM Kosae6aTeabHOM COCTOSA-
i, DTHATHIOXJODET CHUTE3NPCBAH B BOAHOBOAC Kak npo-
AYKT P-IHH MEKAY XJOPHHHHTPATOM H 3TaHojJoM. AHAJH3
CIIEKTPOB BHINOJIHEH C YUETOM KBaJpyNoJbHOrO B3anMo/eii-
crpust. Jasi 11 B OCHOBHOM COCTOSIHHMH H I B BO3GyxKaeH-
HOM COCTOSIHHH HCNOJb30BaHO npubJmKenne  KeCTKoro
BoauKa, AJsi | B OCHOBHOM COCTOSIHHH YUTCHO KBapTHUHOC
1eHTpoGeKHOE HCKAXKEHHE. B OCHOBHOM COCTOSIHHH Bpa-
HaTebHbIE MOCTOSIHHBIC I pasubt (Mru) A=31582,01 (7),
B=2691,084 (10), C=2560,916 (8), a nmocrosinHble LEHTPO-
Gexioro uckamenns (krm) m=13 (4,6), To= —1,13 (48),
13=450 (80), Tagaa= —577 (90), Tooee= —1,77 (20), Tecee=
= —1,37 (19). TIocrosiunbie %C|-si1epHOTO  KBAJAPYNoJib-



Horo B3anmozeiicrpyy PaBubl  (Mrn) Xaa= —93,96 (62),.
Xev=35,76 (39), %ec=58,20 (28). Tlo 3¢¢pekry Ilrapka
2-r0 nopsiaka ONpCae/IeHBl  KOMIOHEHT R AHNOJIBHOTO  MO-
Menta I p,=1,6392 (10) D, p,=1,097 () D w nonnwmir
AHNOMBHLIT MomenT n=197 (1) D. Ias HH3LIero KoJeba- -
TCILHOrO  cocTosyyg noaydeno  suauenue wacrorn 193
(23) em=1, k-poe OTHCCCHO. K TOpcHOMHOMY  KoscGanmo
OKOJ0 cBsisy C—Q, Hj OCHOBC NOJYYCHHLIX gaHHbIx onpe-
Aeaena BO3MOKHas CTpyKTypa I. ... C. H. Mypaun

MOM,

\



88: 1436936 Microwave spectrum of ethyl hypochlorite.
Suenram, R. D.;  Lovas, I, J.; o Johnson, Do R, (Natl. Bur.
Stand., Washington, 1. C.). .. Mol. Spectrose. 1978, 69(3),
45872 (Kng). ‘The microwave speetrum of 19OC] was analyzed
in detail in the region of” 20 60 GHz,  Obsd. transitions for
FLOMClL in the ground state were (it to a Hamiltonian model
which includes pt centrifugal distortion terms.  The Jowesl:
vibrationally excited state of 150%Cl and the ground state and
lowest vibrationaly excited state of EtO%Clwere analyzed with a
rigid rotor model. ‘This lowest vibrational mode lies at 125 & 2%
cm-tand s most likely the torsional motion about the G- O hond.
The dipole moment was measured and had 2 nonzero components;
pa = LE23 £ 0,010 Dy = 1097 £ 0.005 D, No A E forsional
splittings were ohsd, in either the ground state or the v = 1 siate
implying s lower limit for the harrier to internal rotation of ~3.0
keal/mol.  BLOCH was synthesized in the waveguide by the

reaction of CINOs with 1O,

N, 7G5 L v
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L:-z. /é’ﬂég 10 1388.  Mukposoanoswii cnektp aTHAMADXaCpHTA.

Suenram R. D, Lovas F. J, Johnson D. R. Mic-

. rowave spectrum of ethyl hypochlorite. «J. Mol. Spect-
rosc.», 1978, 69, Ne 3, 458—472 (anr.1.)

B ananasone 20—60 I'ri H3MEpPEHBI MHKPOBOH. CMNEKT-

put monekyn CoHsOCI®%, noayuennwix nemocpeactsenno -

- B BOJHOBOAC “TIPH pCARUMH  3TaHOJIA C XJIODHHTPATOM.

" - Mpentnuunposansl JMunM BpaulaTeAbHBIX NepexonoB ¢

_,44' /’ J<25 ocHOBHOrO KO/MCGATEJNBHOrO COCTOSTHHS 1 nepBoro -

, BO30Y K/ICHHOTO COCTOSIHNA KPYTHABHOIO KOaeGais BOKpYT

&MM% ceasn CO (c wactotoit 125 cm—!), a Takike KBaapynosb-

*  Hag CBEPXTOHKAst CTPYKTypa JminHil. Onpenenens! 3nauenus -

BPallaTe/IbHBLIX H KBaPTHYHBIX UCHTPOGEKHBIX MOCTOSHHLIX

M aunosbHoro Momenta (pa=1,623, ;tb=1,097‘e,1. Hebas).

M. P. Annesn

2% G AC



Cotu, Ocy, — Crmes 3T 757
2 2
s ) 1 8430. MHUKpPOBOJHOBBIN CACKTP, CTPYKTYpa H Gapb-
ep DBHYTPEHHEro BPALICHHs XJOPMETHAMETHAS(UpA. Mic-
rowave spectrum, structure, and internal rotation of chlo-
romethylmethylether. Hayashi Michiro, Kato Hi-
roshi. «J. K‘\ol. Spectrosc.», 1979, 76, Ne 1-3, 412—
+ 429 (anra.)
B namanazone 8—40 Tri H3MepeHbl MHKPOBOJH. CMCKT-

lr i ?pu 22 H30TOMHY. pﬁ;&u_gl_&_xmuggei,J\xonexy,'_l,uw(_.‘:lCHZQCHg
Hrsio. (1). WaenTndnuupoBaHsl JIHHHH BPAILATEJBHLIX ‘nepexo-
) . « 0B H HX KBaipymnoJbHas CBEPXTOHKas CTPYKTypa B OC-~

HOBHOM COCTOSIHHH H B TNEPBBIX BO30GYXKAEHHBIX COCTOSHH-
X KPYTHJLHBIX KoseGanuit rpynn CH,; u CHZCl. Onpe-
JCJCHEL 3HANEHHs BPAllaTeJIbHHIX TOCTOSHHEIX W Gapbepa
BHYTPEHHEr0 BpAICHHS METHJBHOMA Trpynmhl. BriyuHcaeHEr
CTPYKTYPHBIC Is-NapaMeTphl MOJEKYJIbI . 3 M. P. Amien

P L
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Clarrsivte Cée FY78 58
(:Zel%'y lﬂ[% 91: 65545 Microwave spectrum, structure, and internal
f 3rotatxon of chloromethyl methyl ecther. Hayashi, Michiro;
Kato, Hiroshi (Fac. Sci., Hiroshima Univ., Hiroshima, Japan |
730). J. Mol. Spectrose. 1979, 76, 412-29 (Eny). Microwave
spectra of CICHOMe and its 21 isotopically substituted species
were measured, The ra structure of this mol. was detd. from the
obsd. moments of inertin under several assumptions which were
@ ‘necessary to avoid the use of unreliable 7, coordinate values,
Structural parameters obtained for this mol. are roughly close to.
those reported by T. Tkeda et al. (1974). Huwéver, 1of 3 CH
l/é, bond lengths for the Me group exhibits a remarkably high value
7 {/¢ . (1130 A). From the structure obtained, the barrier to internal

crotation of the Me group was caled. taking into account the
counling effect with the skeletal torsion, .

C A 975G G
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"2 B311.

. C=2032,84(4), MOCTOSHHEIC uemppt:)q;}gnoro

Currttices Qyf 975

, MHKpPOBOJHOBBIA  CNEKTP, CTpPyKTypa M BHYT®
peniiee BpauleHHe n_‘x_nﬂopmcrunnem@pm,atbupe. Ha-
yashi Michiro, Kato Hiroshi. Microwave spect~
rum, structure, and internal . rotation of chloromethyl-
methylether. «J. Mol. Spectrosc.», 1979, 76, Ne 1—3,
4]19—429 (aura.) o g O R S '

5—34,0 Tru MB-cneKkT-
pBl XJOPMETHIMCTHIOBOTO S(pupa,,,ClCHzOCH_q, (1), u ero
9] D-, BC- u ®7Cl-u30TOMHBIX 3aMelleHHBIX B OCHOBHOM
koseGaTesbHOM: COCTOAHMIL AHaJu3 CneKkTpoB BLIMOJIHEeH €
yuerom 3¢ exToB 1enTpoOeIKHOTO HCKaeHHs H KBaAPY-,
[OMbHOrO  B3aHMOJAEHCTBHS. Ias 1 BpauaTe/bHbie MoCTO-
aunne pasun (B Mri) A=14233,21 (11), B=23481,57(3),,
HCKAXKeHHST |



paBunl  (Kri) dy=21(7), drx=—20(4) H NnoCTOSIHHHE
$5(]-si1epHOTO KBAJPYTIONBHOTO. p3auMoJieiCTBIA * paBHH :
(8° Mrut)  Yaa =-96,6(39),  %b b'—if;[c'c_=,—?33;3(28)‘; S kst |
BCeX uw)ﬁ.{l',pnpencﬁeuu rAasHEie MOMEHTH HHEPUHI !
pedekssisaiepuii, TIpit psie. AOTYLICHILI" plaitcaena Bo3- .
MOXKHAK  CTPYKTYpa 191 \_'«namm'ei;;1;:1;0.111:301331!11 ans
pacuyeta’ ‘napamMeTpoB HyTpeHiero :ipameix_iijs('-.j‘:\xe'rlmbuofr
rpynnu. BuicoTa 6apbepa BHYTPCHHCTO ppaulennst paBHa
V,=1819(95) KaJ/MOJb. TTosyueinbie CTPYKTYPIBIC napa-
MeTpB M TiapaMeTphl BHyTpeHiero ppalenis ” Xopowo co-

_raacylotes C H3BCCTIILIMI LAHITBIMIEL C. H. Myp3ut
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2 1444. . MuxpoposHOBbie  CMEETPBl H KOH(GOpMAUHH
“Xaopmeruaokcupana. Luc- u row-2-gpopmel. The microwa- -

/e spectra and conformations of chloromethyl oxirane cis
and gauche-2 forms. Mohammadi M. A, Bro- .

oks W. V. F. «J. Mol. Spectrosc.», 1979, 78, Ne 1, 89—

‘ 94 (aura.)

Hcc/en0Balsl MHKDOBOJIH, CMEKTPbl ABYX Komdopmauuit

,
74

A / <. ..~y  Mosekyast C3HsOCI. Onpe '

bl i sHsOCL._Onpenencunt Bpawateasisie mocro-
fbe® 7(4 SHHBIC A" TOI-2-(OPMEL. ’ U TB

O
A
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“€£6B211.  MukposoaHoBbie  CreKTPbl 1 KOHPOPMAUHK

XA0pMETHIAOKCHpana uuc- W row-2 ¢opmsl. Mohamma-
di M. A, Brooks W. V. F. The microwave spectra
and conformations of chloromethyl oxirane. Cis and
qauche-2 Forms. «J. Mol. Spectrosc.», 1979, 78, Ne 1,
89—94 (anra.) :

Havepeuut B obnactit uactor 8—40 I'ru MB-cmektper

!
a5yx koudopmepos xaopmerinokcipana, (CH:—O—CH—
—CHz—Cl): rowr-2-opmet (1) ¢ - TpaHc-moNOKeHHEM aTOMa
XJI0pa TO OTHOLICHHIO K aTOMY KHCJIOPOAA I WHC-GOpMbI
(1) ¢ aTtoMOM XJopa B IHC-MOJIOXKEHHI MO OTHOWICHH!O K
KOJblly. AHaaH3 CNeKTPOB BEIMOJHEH C YYCTOM UGHTPO-
Gexkioro nckaxenns. Oas I n Il coorserctnento, spa-
mareapnbie nocrosnusie pasust (Mrim) A=12739,351 (87)
n 8378,665 (23), B=2066,829 (9) u 2840,666 (9), C=
=1881,486 (9) u 2510,554 (9) u mocrodHbIC UEHTPOGEK-
noro Hckaikenus — (8 kru) Asx=52 (4) u —09 (1),
Ax=4772 (25) u 191 (2), 6x=—0,8 (3) u 3,98 (7).
[Toayueniic Aaniible HCMOIb30BAHM /IS ONPEACTCis Bo3-
MOMHOM cTpyKTYpr oGoux koudopmepos. C. H. Mypaun



COLH e ~CHy—OH 940

20 b251.  -BsaumopeiicTBHe KPYTHJABHBLIX KoJeGanuii B
2-ranouITAHONAX: NAHHbIE HH(PAKPACHBIX CNEKTPOB, pe-
3yJAbLTaThl HCIMMHPHYECKOr0 KBAHTOBOXHMHYECKOrO pacuera -
H o6paGorka aByxmepnoii momean. Meyer R, Pertti-
14 M. Torsional interaction in 2-haloethanols: infrared '
data, ab initio results and -treatment of -a two-dimen-
sional model. «J. Mol. Struct.», 1980, 64, 1—13 (anra.)

. Hamepennl MK-cnektpul ras. 2-ranonasranonos XCHe— -

. CH,—OH_[X=CI (I), Br (1I), J (1I)] u CICH,—CHzr—

¢ OD{IV)_ TIlonota B cnektpax I—IV B obnacti g34=— -
325 cm~! pacuiennena. KoMnoHeHTH paclienyieHHsi oTHece- |

‘/‘[ﬂt “/+ uB K KpyT. Bald. BOKpyr cBsisk C—O c BO36YyXAeHHEM
, Hu3koyacrotnoro (148—154 cm~!) KpyTr. Koa. BOKpYT
Zfﬂlég%y cea3 C—C. BaanMopeiicTBie KpyT. Kone6aHuuit o6ycnosJe-
HO HanHyHeM BHyTpHMoJekyaspuoit H-csszu CX...HO.

Beanunna pacuienyienHss H 4acToTa KPYT. KOJ. YMeHblua-

iotcs B psaay CI>Br>J, urto cBszano ¢ ocaabiaenueM

H-cBsi3an B 3ToM psny. BuimosHeH HeIMNHPHY. KBAHTOBOXHM.: |

g <33> pacuer snepHuX KoHdurypauuit monekya I 1 FCH,CH,OH !
(V). HOas_V nanGosee BHIrogHa LHC-UHC-KOHQOpMauHs, |

PMYX V20

N 4



ans 1 — Gg'-xoupopmauns, 8 K-poit wco==+60°, dec=

=%30° (aco —yron Mexay csszamu OH u CO, qcc— |

yron Mexny cpassmi CO n CCl). ITocTpoena noteHu.
NOBCPXHOCTb KPYT. Ko Monekyn I m V aas mByx cre-
neneif ¢BoGoabl- (ctco, acc). OTHOCHTENBHO Masble KOppex-
UHH HEOOXOZMMO BHECTH . B NOTeHU. (YHKUHIO, YTOGH

AOCTHFHYTb XOpOLIero coraacis PaCCUHTAaHHBIX H 3KCMNEpPHM. !

HacTOT KpyT. KoJ. BOKpyr cBs3n C—O u wnabmogaeMofi
. BEJHHHHBL paculensiens sroro koaeGanus. H. A. Tap6ysosa

011,
QU



10 862.  Baaumoneficteue KPyTHAbHbX KOMEOQHHA B

) Py 2-ranosravonax: UK-cnekrpsi, pacyer ab initio u paccmor-
Lf f/q@'(/q&‘ﬂ// perne Asymepnoit  momean.: Torsional interaction in
2-haloethanols: infrared data, ab. initio results and treat-

I
|
{

I oot 24
i S rr D Hsyyennr MK-cnexktpix - (400—250 cM~!)  rasooGpasnnix
}yf& "[/é "ﬂly?}ranoarauonon XCH,=CH,—OH “(I), .rie X=Cl, Br, J.

OGHapy:KeHo. pacluenaenite monoc KpyTHAbHBIX KoseGanmi

rApoKcHAbHbIX rpynm I, oGycnoBnennoe  ociaGuennen
BHYTPHMOJICKY/ISIPIBLIX BOAOPOAHBIX CBAA3elt NMPH Bo3Gy:kie-

uentpa nosoc yGeizaer B psiay Cl>Br>J. Bemonnen pac-

» >— et ab initio moTenu. nosepxHoCTH KPyTHABHBIX KoneGanuii
‘% I B pamrax asymepuoit momemn. OTMeueHo, 4To npu-
GaHIKelHe WHCTBHIX BPallaTCIbHBIX ABHXKEHH{T i TIPOCTHIX

%z/r V& dﬂg/(% aunoas-aunoasibix  CCl...HO-B3aumoneiicteuii coraa-
cyercst ¢ AAHHBIMH 3KCNEPHMEHTA TOALKO NYTeM MoKang.

HOH MOAM(HKAUNH BEJIHYHH TIOTCHU. NOBEPXHOCTH o yye-
ToM pacuethbix (ab initio) swauenuit. ITokasana weapex.

@ ] BaTHOCTb TOTEHIL, HOBCPXHOCTCI"! KPYTHJBHOrO KOJIeGaH;m

THAPOKCHJBHOM Tpynnul B 3TaHoje H TPaHC-2-XnopaTanone,
Caenan BHIBOA O Hea()deKTHBHOCTH pacuera CHJIOBBIX 110-

{
} Jgeit 1 B paMxax MoJeaH C (HKCHPOBaHHBLIMH yroiamu g

7 -/# _,p rment of a two-dimensional model, Meyer R, Pertti--
BZ&/[L 2 // ld Matti. «J. Mol. Struct», 1980, 64, 1—I3 (aura.)

QL7 7700404 _97;2,909

HHH. AGC. BeJHYNHNA CMeLleHHs!' GOKOBBIX KOMIOHEHT oT
K, e

/9%

IL QD/?POA’/O cpszami. Buba. 22. U B. A
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4.B1157. ~ dnektpoHorpadHueckoe HCClleqoBaKKe CTpYK-
TYPH H KOH(GOPMAUHH MoJeKyan XJI0paueToHa B ra3oBoit
taze. Electron diffraction study of the molecular struc-
ture and conformation of gaseous chloroacetone / Shen
Quang, Hagen Kolbjorn // J. Phys. Chem.— 1991.— 95,
N2 20.— C, 7655—7658.— Anru,

Crpyktypa M KoHdopMauus MOJIEKYJIEl  XJIOpaleToHa
(CH;C1—COCH;) onpeneneHn MeTomoM rasenoii 3JIGKTpPO-

forpadn T-pe 322K. BosbuwnHCcTBO MOJMeKya Haxo-

c/l/ ‘/] )

X- /994, oY

AHTCA B row-KOHPOPMAUHH € YrJoM BpaileHHs O==C—
C=Cl 0;=137(7)°. Toasko HeGoAbLIO MaKCHMYM Ha

TOTeHUHAJbHO KDHBOIl OT/IHYaeT  jse 3XBHBAJIEHTHbBIE
row-¢popmur Vo=0,2(2) xxan/moab. B rase moxer TaKxe

.



‘TIPHCYTCTBOBATb ~~HEDOJbIIOE ~ KOJI-BO  LHC-KOH(pOpMEDPOB
(bg=0), rae cBasb C—Cl npoexTnHpyercs Ha  CBA3D
C=0. IIpu yrousennn (MHK) Onia paccuntana MoJplas
noas uuc-gpopmul ¢==0,05(8). ITosyueHt cliell. reoMeTpH.
napamerpri: r(C—H)=1,109(7)A, r(C=0)=1,216(3)A,
r(CHCI—CO) =1,537(18) A, r(CH;—CO) =1,507(16) A,
r(C—Cl)=1,787(3) A, Z.CH,CI—C=0=121,5(16°),
Z/C—C—C=119,5(9)°, £C—C—Cl=113,7(9)°, £Co—
C;—H=110,0° (npunsTO), £.Co—C,—H=107,0(3)°,
ZH—C,—H=109,0° (npunsto). Ilomyyenuele Jaanube
'COMOCTABJASIOT C AAHHEIMH 1O POACTBEHHBIM MOJIEKYJaM 'H
© pesyabTatami Hesmnupuy. pacueros. A. JI. Jletucroa
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" 121: 68291t Far-IR ‘spectra, barriers to internal rotation, r,
'structural parameters and ab initio calculations of chloromethy]
methyl ether. Guirgis, G. A.; van der Veken, B. J.; Liu, Jian;
Durig, J. R. (Dyes, Pigm. Org, Div., Miles, Inc. Corp., Charleston, SC
29411 USA). Spectrochim. Acta, Part A 1993, 49A(13-14), 1947-65
(Eng). The far-IR spectra from 350 to 50 cm-! of gaseous
chloromethyl Me ether, CICH20Me, along with 3 of the D isotopomers,
were recorded at a resoln. of 0.10 cm-l. The fundamental asym,
torsional and Me torsional modes are extensively mixed and were
obsd. at 180 and 133 cm-!, resp. An est. is given for the potential
function governing the asym. torsion. From a 1-dimensional model
the barrier to internal rotation of the Me moiety is 556 = 5 cm-t
(1.59 % 0.01 kcal mol-1). Using previously reported rotational consts,
for 7 isotopomers, ro structural parameters are detd. The heavy atom
parameters (distances in angstroms angles in degrees) are: r(C;~Cl) =
1.818 * 0.003; r(Ci-0) = 1.371 % 0.004; r(Cz-0) = 1.430 % 0.001;
£CIC10 = 113.01 % 0.07; £Ci0C2 = 114.03 + 0.10 and dihedral
£CIC10C2 = 70.20 % 0.15. A complete vibrational assignment is given
for the CICD20CD3 mol. The fundamental vibrational frequencies,
barrier to internal rotation and structural gammeters which were
obtained exptl. are compared with those obtained from ab initio
Hartree-Fock calcns. employing the 3-21G* and 6-31G* basis sets
along with the 6-31G* basis set with electron correlation at the MP2
level. All of these results are discussed and compared with the
corresponding quantities obtained for some similar mols. *



