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RigdenJohn S, Butcher Samuel S. Mlcrowave
spectrum "of ‘methyl hypochlorlte «J “Chem. Phys.», 1964,
W 40, Ne 8, 2109—2114 (aura.) ‘
P B auanasone 9000—38 000 May HccaenoBaH MHKPOBOJH.’
cnektp Metuarknoxgoputa (CH;OCl) 1 HekoTOpHIX ero-

nszotonuy. oGpasuoB. Onpere/elibl CTPYKTYpHEIC NapaMer-

= pui: d(CH)ap=1,099 A, <HCH.,=109,4°, d(OCl)=1,674 4, /
‘ d(OC)-—l 389 A n <COCI=112,8" KBanpynoabHast KoH-
(crauta cBsa3n CH3OCI® pasna 84,34 Mey w n=0,408.:
*Koncranta cBsi3i 1 aluble N0 CTPYKTYPHBIM napametpam

CD;OCl ykasbiBaloT Ha TO, YTO TeH3OP KBAaAPYMOJLHOTO g
'B3aNMOJCHCTBIA 06MafacT WHANHAPHY. ciiMMerpieil. Bapp-
ep BHYTPCHHCTO Bpauenis, 'PACCUNTAHHBI N3 JaHHBIX TC

PaCIenyieHHi0 B Uropewmon=1 COCTOSIHIH RIS CH;,OCP"
pchu 3060150 xkaa/smoab.
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/¥ ) 7 Y- Microwave spectrum of methyl hypochlorite. John S--Rigden
/'-6" ‘ - (Harvard Univ.) and Samuel S. Butcher. J. Chem. Phys. 40
4 (8),2109-14(1964). The microwave spectra of the nortnal species

and some isotopically substituted species of MeOCI were investi-
" gated, 9000-38,000 Mc. Analysis of the results indicates the

/ e 4 1/ — following structural parameters d(CH),v = 1.099 A., <HCH,, =
[2// /;// 109.4°, d(OCl) = 1.674 A., d(OC) = 1.389 A., and <COC] =
. 112.8°. The quadrupole coupling consts. for MeO®Cl eQq =

: s —84.34 Mc./and n = 0.408. The coupling consts. for CD;0Cl

Wé 4(,&/ é/ ' .and the structural data indicate that the quadrupole tensor is

e probably cylindrically symmetric. The barrier to internal ro-

e tation calcd. from splittings in the vwrion = 1 state for MeO*Cl
V 53060 = 150 cal./mole, ... _Rcyg
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w Ce O“} '%i.'e‘m-scih’%é%{i Michel (Univ. Laval, Quebec, Que.).  Can. J.|
~ = — (6), 90 L

mhﬁued . studiés on rotational isomerism. III. /yfé

- and 2-bromoethanol. _Buckley, Paul; Giguere, Paul,

. 1969, » 901-10 (Eng). The relative irtensities of the
—— C-X stretching bands of the gauche and trans isomers in the
vapor were measured as a function of temp. up to 165° for|

2-chloroethanol, and up to 130° for 2-bromoethanol. From theseg
the enthalpi differences between the two isomers were 1.20 and |
1.45 == 0.1 kcal. mole™?, resp., for the two halogenated ethanols. ;

e

.Similar measurements on the O-H stretching bands gave values |
higher than the above by 0.45 kcal. mole™! for both compds:

{ '; This apparent discrepancy is interpreted as due to a second |
2‘ gauche isomer, the OH group of which is not engaged in intramol. !

" H bonding, and which is less stable than the trans isomer. |
study of the isotopic mol. CICH,~-CH,OD has led to unamb?;umﬁ.

assignment of the OH bending and torsional fre uencies. The!
spectra of the solid show that 2-chloroethanol cz?n exist in:twg ;

- different cryst. phases: a stable one consisting of gauch
OH only, and a metastable one contg. both isomers. . g RéCnIt'gls.'_
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5J1422. Hekoropbie 9KCIMepHMEHTHI MCTOLOM paaHoua- |
CTOTHO-MHJIIHIMETPOBOrO  BOITHOrO pe3oHaHca  (YACTHYHO |

N AJst ypopHeii CBEPXTOHKOIi CTPYKTypn1). Suzuki M.,é‘
Guarnieri A, Dreizler H. Some ‘radiofrequency-
millimeterwave-double resonance experiments, partly with !

HFS-levels. «Z. Naturforsch.», 1976, 31a, Ne 10, 1181—

7 . 1188 (amr..) .

&é Z o~ TlocTpoen MHKPOBOJN. CICKTPOMETP a1 H3MEpCHHs Bpa-
INATeALUBIX  CTICKTPOB  MOJIEKYN (OCOGEHHO CBEPXTOHKOI
/—'( CTPYKTYPBI CMCKTPOB) MeTomoM asoiinoro PU-MB-pesonai- -
4 © ca. C HCcnoJb3oBamieM ICTOYHHKOB #HAKAUKH C YaCTOTON |
M/V///ﬁ— on10Th 10 3,9 ITi M CHMHAMBHBIX HCTOYHHKOB A/ 06.a-
crit BIoTh 10 160 T'riy Bbimosmicnbl HAMOCTPATHBIbIC H3- -

MCpCHHST  CBCPXTONKOIL__CTDYKTYDRL _BPAUIATCIIRIEIX _ JIHHHIT |

yMosexyn CH3OCI, -CD;OCI i CHgC'HP%“M. P. Aunes
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- (II), B obaactit uactor or.10 20 50 [T npn MarHHTHBIX

" 9B214. MHKPOBOJIIOBKIi 3eeMaHOBCKHii CMEKTp, 3ieK= | /v,
' woan- /776

TPHYECKHIT JHNONBbHBIT MOMEHT M TEH30p SILEpPHOro Kpaj-
pynosabHOro B3aHMONEIHCTBHS METHJATHNOXJOPHTA W di-Me— |
Tarunoxaoputa. Suzuki M, Guarnieri A. Micro- .
wave Zeeman spectrum, electric dipole moment and nuc-
lear quadrupole tensor of methyl hypochlorite and !
ds-methyl hypochlorite. «Z. Naturforsch.», 1976, 3la,
Ne 10, 1242—1258 (anra.) ' ;

HMayepenst 3ceanonckiie  MB-cnekTpel ABYX H30TOMHY. |
o6pasuon  metiarunoxsopnra: _CHs0%Cl (I) u Cds;O%Cl

noasx Bmaoth g0 25 kre. Has I u II, coots., onpenescHsr
BpautaTesblibie nocrosinneie (8 Mru) A=42064,286--0,011 1
32538,914+0,016; B=6296,861+0,006 u 5465,222+0,008;. !
C=5670,6104-0,005 u 4974,976+0,008, 1 nocrosinnuse 3Cl !
SIACPHOrO  KBaAPYMOJIbHOro  B3anMoneicTBHI- (B Mru)';
Kaa=—84,456+0,026 n —80,045%0,011; %p»=25,361=|
*0,022 1 21,072+0,011; %c.=59,095 u 58,973; Yab="
=68,2+1,3 n 70x3. ITo s¢pdexry Ilrapka aast 4 nepexo--:
J0B Onpejesienbl 3HayeHiss KOMMOHCHT ANMOJBIOr0 MOMeH--
ta 1 n II, cootB. pe=1,373+0,004 u 1,409%0,004, pp=:
=1,146+0,007 i 1,106=0,008 D u mnoanulii MOMEHT M=
=1,788=+0,008 i 1,791+0,008 D. ITo ayGaeTioMy pacuien-
Jeunio MB-nepexofoB B “HYJCBOM MAariiTHOM IOJC 13-33

HE V6262



BIyTPCHHCIO BPAUICHIST MCTIJIBION  TPYMML - onpcneneua?
Boicota Oapbepa asst I: V3=3090%+50 kaa/monn. ITonyue- -

1Bl JaHHBIC O MOJIeK. g-(GaKkTopax H auH3OTPOMIH Manun‘-,’
‘HOIl BOCMPHHMYHBOCTII, HAa OCHOBE K-PBIX BHIUNCJCHLI Aia- |
‘TOHAJbULIC 3JICMCHTH TCH30PA - 3JEKTPIIY. KBaAPYMOJbHOTO !
MOMCITA, BTOPLIC SACPIbIC MOMCHTEI 1f BTOPLIC MOMENTHL

ANH3OTPOMINI 3/ICKTPOLIOrO 3apsiaa. C H. Mypaxm

AT
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ﬁ/{; 0[( 91: 201433w Microwave Zceman spectrura, clectric dipole:
moment and nuclear quadrupole tensor of mcthyl-hypochlorite
and ds-methyl hypochlorite. Suzuki, M.; Guarnieri, A. (Inst.:
Phys. Chem., Univ, Kiel, Kicl, Fed. Rep. Ger)). Z. Naturforsch.,
A 1976, 31A(10), 1242-58 (Eng&. The microwave-Zeeman
spectra of MeO3Cl and CD30%Cl were investigated with;
magnetic fieldsupto 25 kG. In addn. to the Zeeman parameters, |
the elec. dipole moment and the 35Cl nuclear quadrupole tensor ;
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1 1714, Hel-0TOSNEKTPOHHEE CNEKTPH  ANKHATHHO=

xaoputoB, ROCl (R=Me, Et n #-Bu). The He(I) photo-

electron spectra the alkyl hypochlorites, ROClI (R=Me,

Et and {-Bu). Colbourne D., Frost D. C,

McDowell C. A, Westwood N. P. C. «J. Electron
Spectrosc. and Relat. Phenom.», 1981, 23, \Ne 2—3, 109—
117 (amra.)

[Toayuenst Hel-(hoToa1eKTPOHHBIE CMEKTPH  HecTalbiJb-
ninix coequnennit - MeOCl (I), EtOCl (II) u {-BuOCl
(I11). Beprukaabubie moTenunansl nomnsauun I—ITl pap-
no (B 3B): 1—10,48; 11,74; 13,08; 13,52; -16,05; 17,10;
11—10,22; 11,52; 12,34; 12,99; 13,88; 14,33; 1528;
16,45; 17,02; 111—991; 11,07, 11,83; 12,22; 12,97;
14,46; 15,73; 16,57; 18,62. P0TO3/MEKTPOHHBIC CNEKTPHl HH-
TEPNPCTHPOBAHBI NPH TOMOLIH HEIMMHPHY. PacyeToB 3SHep-
ruit MO I—IIl (B Gasuce CTO-3T® u 4—31 I'd), cpas-
HCHHS ¢ (DOTO3JICKTPOHHBLIMH CNEKTPaMH POACTBEHHLIX CIHp-
TOB, HCMOJb30BaHHe mnpasmsia cymMM. Ilepsuie 2 morenunana
nonuzauun  I—IIl cooTBercTBYIOT  yAaJeHHIO 3JEKTpo-
nos 13 MO Tuma nt M 0, JOKAJH30BaHHLIX HA TPYNMHPOB-
Ke C——OTCL Buba. 20. 10. B. Unxos
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HS JI124. Oripepenenne  nocTosHmbIX HEeHTPOGEXKHOro
HCKQMCHHS MOJEKYJ METHATHNOXAOpHTAa M Di-MeTHATHMO-
XJ0pHTA TO BPAWATENLHOMY CNIEKTDY B MHKPOBOJHOBOM
H MHJJHMETPOBOM AHManasoHax. Centrifugal distortion con-
stants of methylhypochlorite and {Ds)-methylhypochlorite
from the microwave and millimeterwave rotational spect-
ra. Rohwer F, Suzuki M., Guarnieri A. «Z. Natur-
forsch.», 1986, A 41, Ne 9, 1166—1172 (anra.)

B ananasone wacror Bmiots po 200 I'Tu HeenenoBansl
MB-cnekrpsl mosekya CH,0 CD;0CI. Meronom aBoii-
Horo MB-PY-pesonaiica HACHTHOHUHPOBAHKN 223 JuHuHK
STHX ~ MOJIEKYJ B OCHOBHOM KOJICGAaTe/IbHOM COCTOSHMM.
AHaZN3 CNIEKTPOB BHIONHEH C HCMOAB3OBAHMEM AByx ¢opm
BpallaTeNLHOrO raMHJbTOHHAHA H TOKA3aHO, UTO IaMHJ/b-
TOHHAH YOTCOHa B S-peAyKUHH OnHCHBaer CNEKTPH Jyvylle
B CMbICJe C1aGoft KOPpeNsilHe Mexay napamerpamu. Onpe-
AC/NEHb 3HAYEHHS BPALATENBHLIX NMOCTOAHHBIX H IIOCTORH~
HBIX KBapTHYHOTO # CEKCTHYHOTO LEHTPOGEIKHOrO MCKajke-
Husl. . M. P. Aimes
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chlorite and [D;)-methylhypochlorite from the microwave and

millimeterwave rotational spectra, Rohwer, F.; Suzuki, M.;

Guarnieri, A. (Insf. Phys. Chem,, Christian-Albrechts- Univ. Kiel,

2300 Kiel, Fed. Rep. Ger.). Z. Naturforsch., A: Phys., Phys, Chem.,

Kosmophys. 1986, 41A(9), 1166-72 (Eng). The microwave and

rézﬂx—wav; spectr? oflMleOCl and CDy0OCI ;ﬁegglinvestlixincd ut <200

z and centrifugal distortion consts, of =6th order were caled.

/7// f/Ll[ﬂZ// using both J. K. G. Watson's (1968) redn, and B, P, van Eijck (1974)
Typke (1976) operators. W.'s determinable parameters were

/L' r [)/A[LZ I‘z . obtained starting from both set: of consts,
KR mpsteaH -

c./-/986, [0S, ¥ A0
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4 J1207. Bpamareabuuiii crnektp M CTPYKTypa Kommn-
sekca H,CO—HCI, Rotational spectrum and structure of
H,CO—HCI"Fraser G. T, Gillies C. W, Zozom J.,
Lovas F. J, Suenram R. D. «J. Mol. Spectrosc.», 1987,
126, Ne 1, 200—209 (aura.)
Ha MB-dypre-cnekTpoMeTpe ¢ HMIyJIbCHON CBepX3BYKO-
BOi MOJIEKY/ADHOIT CTpyeii  HCCleNOBaHH MB-cnemspu
kKoMmmiekcos Moaexyn HyCO u D,CO c* mosekynamu H3°Cl
1 H¥Cl B nuanasone 6—18 T'Tu. Waentuduuupopans au-
HuH 6 BpawartenbHuX nepexooB ¢ J<C3 M MX KBaapy-
noasuasi CTC B ocnosHOM KoJeGaTeNbHOM cocTosiHuH. On-
VZ ; peresieHbl 3HAYeHHS BPALLATENIbHBIX IMOCTOSAHHBIX, MOCTOSH--
d [ ’/] ) HBIX KBaPTHYHOrO WEHTPOOEXKHOro HCKaxKeHHSl H MNOCTOsIH-
HBIX KBaJpynosbHOii cBA3H sigep xsopa. Ilo ueHtpoGex-
HOH TNOCTOSIHHOj; Ay OlleHeHa YacToTa Me)xmonexy.nnxuoro
Ronebanus (vs~85 cm~!). © . M. P. Annes

65 /959, 13, v
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951222. = Bpamarejibnblit cnektp H cTpyktypa H,CO—:
Cl. Rotational spectrum and structure of HoCO—HCL. !
Fraser G. T, Gillies C. W.,, Zozom J., Lovas F. J,.
Suenram R. D. «J. Mol. Spectrosc.», 1987, 126, Ne 1,
200—209 (aurJ.) . ;
Ha wmukpososnosom (MB) ¢ypbe-cnekTpoMeTpe ¢ HM-;
nyJbCHEIM comioM B 006J. yactor 9—I16 rI'u ¢ paspeureHn- |
eM gyume 25 k[ H3MepeHHl BpallaT. CHeKTpHl c1aGocBs-

3anHBIX KoMmekcoB HoCO—H%Cl (1), H,CO—HYCl (II),’
D,CO—H?3 (I11) 2CO—H37 CHOBHOM
RONCOAT COCTOSHHH. AHAJN3 -CNIeKTPOB BHINOJIHEH ¢

HCIOJb30BaNHeM FaMHJbTOHHAHA YOTCOHa ¢ YyyeTOM KBap-
THyHoro uenrpoGexuoro Hekaxenns, 3Cl- n 3Cl-anepubix
KBaApYynoJbHHX B3auMofeiicTBHil. Bpamart. nocrosunne I,:
II, Il u IV, coors.,, pasunt B MIu B=2687,856(23),.
2622,903 (26), 2550,212(33) n 2487,098(32); C=2527,412"
(23), 2469,831(22), 2377,848(34) un 2322,808(83). Ilpu-’
psiie JAONylicHHii ompejesneHa NJOCKAas CTPYKTYpa KOMI-:
JIeKCOB, cTabuau3npoBanuux H-cBsispio. OueHensl cHioBas |
MOCTOSIHHASL CBSI3H H vacToTa BaJ, KoJ. 85(4) cm—l,

) . . C. H. Myp3un
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132:27033 A CASSCF-MRCI study on the low-lying
excited states of CH30Cl. Li, Yumin; Francisco,
Joseph S. Department of Chemistry and Department
of Earth and Atmospheric Sciences, Purdue University
West Lafayette, IN 47907-1393, USA Js
Chem. Phys., 111(18), 8384-8388 (English) 1999 A
theor. study on the excited states of Me hypochlorite
(CH30Cl) has been carried out using high level ab
initio MO methods. The vertical excitation energies
for the lowest two 1A' states, three 1A" states, thre
3A' states, and three 3A" states are calcd. using the
multireference CI (MRCI) method with cc-pVTZ and cc-
pVTZ+sp basis sets. In addn., the potential energy

C R Rood, 732,



curves for the lowest eight states are examd. along
both Cl0 and CO coordinates at the complete active
space SCF (CASSCF) level of theory with cc-pVTZ basis
set. Except for the ground state, all seven excited
states are strongly repulsive along the ClO0
coordinate, which is good agreement with recent
exptl. work. Two absorption bands with max. a 235 nm
and 308 nm in the exptl. UV spectra of CH30Cl can be
_assigned to t transitions X1A'



F: CH30Cl
Pi 3
131:9855 An ab initio study of the structures and

energetics of CH30Cl and CH3ClO. Francisco, Joseph

S. (Department of Chemistry and Department of Earth
and Atmospheric Sciences, Purdue University, West

Lafayette, IN 47907-1393, USA). Int. J. Quantum
Chem., 73(1), 29-35 (English) 1999 John Wiley &
Sons, 1Inc. CODEN: IJQCB2. ISSN: 0020-7608.



DOCUMENT TYPE: Journal CA Section: 65 (General Physical
Chemistry) Section cross-reference(s): 67, 73 The equil.
structures, vibrational spectra, and heats of formation'
for CH30Cl and CH3ClO have been estd. using high levels
of ab initio MO ‘theory. The lowest energy isomer .is
found to be CH30Cl, and its heat of formation is estd.
to be -13.5 - 2 kcal mol-1l, in good agreement with bond
additivity ests. Results for the CH3ClO isomer are
presented for the first time, and it is found to be 40.5
kcal mol-1 higher in energy relative to CH30Cl.




C. A2 Red

F: cH30Cl - o /jﬁ? -

P: 3
131:9855 An ab initio study of the structures and
energetics of CH30Cl and CH3ClO. Francisco, Joseph

!

S. (Department of Chemistry and Department of Earth |

and Atmospheric Sciences, Purdue University, West
Lafayette, IN 47907-1393, USA). Int. J. Quantum
Chem., 73(1), 29-35 (English) 1999 John Wiley &

Sons, 1Inc. CODEN: IJQCEZ. ISSN: 0020-7608.
DOCUMENT TYPE: Journal CA Section: 65 (General
Physical Chemistry) Section cross-reference(s): 67,
73 The equil. structures, vibrational spectra, and
heats of formation for CH30Cl and CH3ClO have been
estd. using high levels of ab initio MO theory.
The lowest energy isomer is found to be CH30Cl, and

0



its heat of formation is estd. to be -13.5 + 2 kcal
mol-1, in good agreement with bond additivity ests.
Results for the CH3ClO isomer are presented for the
first time, and it is found to be 40.5 kcal mol-1
higher in energy relative to CH30Cl.



F:_CH30Cl CH3Clo

P: 3 7jj‘j

131:9855 An ab initio study of the structures
and energetics of CH30Cl and CH3Cl0. Francisco,

Joseph S. (Department of Chemistry and Department
of Earth and Atmospheric Sciences, Purdue
University, West Lafayette, IN 47907-1393, usa).
.Int. J. Quantum_Chen., 73(1)2 29-35 (English) 1999
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of ab initio MO theory. The lowest energy isomer is
found to be CH30Cl, and its heat of formation is estd.
to be -13.5 .+-. 2 kcal mol-1l, in good agreement with
bond additivity ests. Results for the CH3ClO isomer are
presented for the first time, and it is found to be 40.5
kcal mol-1 higher in energy relative to CH30Cl.




