Cil W, G
’ j/V,Z Ip— P
o HAJH3 IO TeOpHH ,BO3MyuleHHH Tpch-acpq)ex-

5 f ra HenmojeJNeHHO{l mapnl B MeTHJIaMHHe M Meranonqe. Ba-
%0// chler Vinzenz, Olbrich Gottfried. SCF-per-
turbational analysis of the trans lone pair effect in

methylamine and methanol. «Theor. chim. -acta», 1980,

57, Ne 4, 329—336 (anrs.) -

MetozoM CCIT MO JIKAO B npuGmuxkennu IITATI/2 ¢

BapblpOBaleM BCCX HE3aBHCHMBIX creneneit cBoGOAB! pac-

" cunrannt seruaamun (1) u meranon (II). Comocrasienne

% AN, C 3KCIepHM. M ONTHMH3HDOBAHLIMH HESMIHPHY. METOA0M
~— CCIT crpyxtypamu I u Il moxasusaer, uto Meron ITITATI/2

ractter, MpaBHAbNO MepefiaeT HAKAOH  METHJIBHON  FPYNOH i
ncGosbluoe pasaiuie B AanHax cBsseit C—H, naxomsupx-

¢l B TpaiiC- H TOII- H, COOTB.,'B_WHC- I TOUI-TIOJOKCHUAX

K nenofescuibiM napad atomMoB N n O. BrumncieHn auep-

ritn Ep,” neoGxomaumuic juist yamnnenns cssseit C—H  ya

@j? 0,1 “A OF paBHOBECHOrO 3Ha4YeHHS, TMPH Pa3NHYHHIX  3Ha-

V. 79T & F .




yeHHAX AHIAPHU. yraa Mexay CBf3bIO (C—H u ocpio CHM-
MeTpHH Henoc/eHHON Mapbl reTepoaToMa. Haiigeno, 4TO
TpaHC-OpHEHTAIHH cesisu C—H cOOTBETCTBYET MHHIM. 3Ha-
yenue Ep. IT0 corsacyercs C ya6JiofacMBIM sKCrepHMeH-
rajbHO pasjHyHeM HacToT neliTepupoBanibIX I u Il Aua-
nu3 xomnounent Ep M JIOKaH30BaHHBIX 10 1 u 1l moxa-
3amm, uto ocnabaenue cpazn C—H TpaHC-TONOKCHHH cBs-
3aHO C yacTHUHOH nenoxannaauneﬁ Henoneneuﬂoﬁ naps Ha
PaspHIXJSIOULYIO MO Tpauc-cBs3H C—H. 3rtor BHBOA
nmoATBepKAaeTCA AOM. pacueTaMi AUMeTHJIAMHHS, TpHMe-
THJIAMHHA H juMeTiaiosoro 3(upa. B. ®aycToB

Ay .
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(}ﬁ' W ) 11 B55.  Teoperiueckoe Hccaenopanie HEIMNHPHYECKHM
A p{/ ¢ merogom CCIT cdoroxumuueckoro nosemenns TPEXYJIEHHBIX
| unkaos. 6. Asupuamn. Bigot B,*D evaquet A, Se-
“ vin A. Theoretical Ab initio- SCF investigation. on the
i photochemical behavior of the three-membered rings. 6.
: Aziridine.  <J. Org. Chem.», 1980, 45, . Ne 1, 97—105

' (aura) RO . -
" BHINOJHCHB HESMMHPHU. pacueThl B Gasice OCT—3Td . -
Mosiekyant asipuania (CHg)oNH (1) c yyerom, B3auMmojeii-
/&/’ c Ll ,f/‘ CTBHSL OAHOKPAaTHO .M ABYKPAaTHO BO3GYXACHHHX KOHHry-

pauiil, BO3HHKAIOUMX MNpPH NPOMOTHPOBAHHH 3JICKTPOHOB
%Mé&f” ¢ 6 Bbicwnx 3auATHIX HAa 4 HH3WHe cBoGoawbie MO. Pac-

, CMOTPECHBI HECKOJIbKO 'MyTeil (OTOXHM. NpeBpalleHuii Bos-
¢ OYXJeHHBIX MosieKysl I M mocTpoenbl COOTB. mMarpaMmu
i xoppensunn HaTypanbueix MO M NMOBEPXHOCTH mOTemi-
"‘anbHoit sHepruy. Haiineno, uto B rasomoit dase nanGonee
BCPOATHBIM IIPOLIECCOM  SIBASICTCS PAaCKPHITHE WHKAA 1o
ceasn C—N c oGpasopanneM ampagnkaia ¢+ CH.CH;NH-
(11). PaspeiB kosbua no cpasn C—C Menee BeposiTeH, of-
HaKO B NMPOTOHHOM p-pHTeJe OH MOXeT KOHKYDHPOBaTh ¢
packpbiTieM 1o csa3n C—N. ®parmenrauns I na MeTuney

DD




M GopMaibAMMHH B ra3oBoil (ase. ManoseposTHa, TOrAa !
“Kak pacmaa I Ha sTHieH M HHTpPeH Bo3Moxen K NpHTOM

Jerde OCYLUeCTBIIACTCS .- ABYCTA,(HIHO Yepe3 HHTepMeaHaT |
I, yem omnocramuiino.” Mornomonek.” paapuis cBasy N—H

B I ne sBastercst neps. ¢oronpoueccom, BeaymuM K oﬁpa-j .

30BaHHIO MoJieK. Bogopoaa. OGcyxxmaercs posb . puaGep-
TOBCKHX COCTOSIHHIY B HCCJICAYCMBIX otoxuM. .npesparne-
HHSIX. *. B. §l. Becnauos |
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5 11865 7Yr opas 3aBHCHMOCTB CHJIOBOIl KOHCTAHTbI CBSi-
'éu CH B mernuaxitiic B PA3TATNGIX KBAHTOBOXHMHUCCKIX
¢ ApuGATIREAAX. [ a0ApAHNNOD B. 3, - Wauru-
“wa U A, Arawxuu O. B. K. ¢us. xumm», 1980,
154, Ne 2, 491—493
" Tpests moayaMIHPHY. KBaLTOBOMCX. METOLAMI npoaua-
JHM3HPO* Wb YIJIOBbIe 3aBHCHMOCTH PSiAA SMCKTPOMIILX Xa-
paKTer ..iHK B METIIaMune: meaas, 3/ICKTPOHHASE M Sifep- |
é‘/&éﬂﬁﬁé Has 3UCPIIH, CiI0BaAs koncranta cosisu CH u ee anekr-
: poHias I OCHOBHA COCTapjsiouuie, paBiobecas Janua
s cpsain CH, mp-masi JIHMOJNLIOTO MOMEHTAa MOJEKYJH Mo
W/M pacTsKCHHIO CBA3MN CH. Bce TpH HCNONb30BaHHBIX MeTOxa
JalOT AHAJOTHUNbIC PC3YJIbTATHL CujioBast KOHCTaHTA HMeeT
npa MuHiMyma mpi 0° (WHC-OPHCHTAUMA M-MApH H CBA3H -
CH) u npu 180° («G0JbLMAHOBCKHIT» ¢parment). Toniuxke-
e CHJIOBOM KOHCTAaHTH B «00JIBUMAHOBCKOM» Qparmente
JOCTATONHO AJIs HuTCpriperalitit «GobUMalOBCKOro» cap-
- ra xoaeGamns 'CH B HK-crexTpax. Pacuethl noxaswiBaor
4TO YACJbIIAS HIITCHCHBHOCTh «GOILUMANOBCKIX> To0C B
' UK-cneKTpax AoJKila MPHMEPHO B IOJTOPA Pa3a mpepH-
wath YA. HHTCHCHBHOCTD o6biunbix CH KoseGaumit.
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, 74550
C/é /Z//Z, - 1B45.  Apdexrsr HEXECTKOCTH (parMenTos MemGpan- -

HO-aKTHBHBIX KoMmJjiekcoHos. Kryachko Eugene S,
Kruglyak Yuri A, Dalton Bryan J. Nonrigidity
effects. of fragments of. -membrane-active complexons,
«Int. J. Quantum Chem.s, 1980, 17, Ne 6, 1229—1235
: - (aura.)
; Hsyvena rpynna CHMMETDHH  HeXCCTKOIl _ Mosexyp
JW&/&/]ZW CH;3NH,, siBasiomeiics onmn H3 (dparMenTon Mt:Msz:!?xm-

>3 TaKTHBHBIX KOMIJIEKCOHOB. Hapsny ¢ suyrpemmny spagesc
/(/ 7 éﬂﬂm@" HHEM . MCTHJILHON TPYNNBl OTHOCHTEJbIO rpynnet Nl-lzpy Ee\}
Ha TaKKe BO3MOXHOCTb o0MeHa aToMaMy BOJOpOAa Me
¢parmentamn  CHy; u NH,  Haiinenw pacutensenny.--
SHEpPreTHY. ypoOBlieil NpH Nepexoie 'OT KecTKoj Moieny -
MOJIEKY/Ibl K HEKecTKOH, paccuMTaHbl fIACPHBIE CTaTHCTHY,
" Beca paclleneHnbIx YPOBHEIT H MOJyueHb TpaBiia orGopa
AN AHMOMLHBIX Mepexdaos, OG6cyxaeno Bansmue TYHHeJH-
* POBaHHA aTOMa BOAOPORa MexAy dparMentamu Ha Xapax-
TCPHCTHKIl Macc-CnekTpa MeTwaaMina. B, U, HKununckug

Y. /G S




Cils Vs e

" 101136, OdpeKTbl HEKECTKOCTH B MOJEKYJe MeTHJ]-
amuua, Kpsauxo E.C, Kpyrask 10.A. <K CTPYKTYP.
xumuu», 1980, 21, Ne 3, 57—61.
Onpejesiena TPYNNa MUEKECTKON MOJCKYJB MCTHAAMHHA
g elcr /KaK COBOKYMHOCTb 3JICMEHTOB IIOJHOIl TPYNNE mepectan &
BOK € WHBEPCHAMIl TOXJICCTBCHHBIX SIAEP, YUHTEHIBAIOUL{X
7 5;— ,KaK BHYTPeHHHE BpAIUCHHA MCTHABLHOI TPYNNB H RPNyl
7R NH,, Tak H -TIePerpynnupoBKYy BOAOPOAA OT METHJBLHO
bt k rpynne NH;. B oGonx cayuasx muaiizeno pac-
wensenie SUepreTHY. ypoBHell KeCTKON MOJENH MeTHIaMH-
Ha, BLIWIC/ACHH S/ACPHBIE CTATHCTHY. 'BECA DACLICTUICHHHIX
ypoplieil, @ TAKXe MOJydeHH Npabiia or6opa Ans pa3-
pelueHHBIX IHMOMbHBIX MepexomoB. . ... . Pesiome

D 198D ~ (D
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KHX MCTONOB, OCHOBAHHBIX HA NMPHOAHMKEHHsiX VI
7][111", Aas pacyera KoHdopmaumii TeTepOaTOMHBLIX MoJe-
Kya. llep6uua B, II, Hanunosa B, H. U3,
By30B. ®u3.», 1980, 23,.M 9, 100—102

B pamkax napamerpisamui IINAT/BY  (A)
MUIIAI/2 (B). nposencua ONTHMH3AUHA reoMeTpun wo-
aekyn HpO, CH,0H, NzHL.n.CHa&z. B psne cayuaes,
0coGeHHO ¢ mapaMeTpH3aumeit b, TOJTy4eHHEe  aBTOpawy
pe3yJbTaThl BecbMa JaJiekH oT SKCNCPIMEHTANBHLIX: n1q
monexkyasl CH3NH, B npuGmuxemmy B PacueTe npugo.
At gaxe x otpuBy Hp oT MeTuabhoft rpynnsl, OnTiyy.
SaUHA  TCOMCTPHH  XJIOPNPOH3BOMHEIX YIMIeBO0pos0s
CH;=CHCI, CH;CHCl, u Tpanc-opMu CICH,CH)
METOZOM A 1aeT yNOBJeTBOPHTEJbHOE coryiacue ¢ sgee.

PIHMEHTOM. : weaeeTo o Be_S1, Becnanoy
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& 17 6287. Hosble pesynbTaThl B H3yYeHHH BHYTPEHHEro

BpaluleHHst M uHBepcHH MeThnamuua, Sziraka Lajos.

JUjabb eredmények a metil-amin bels§ roticiéjinak és

awfa /7 - inverzigjdnak_vizsgilatiban. «Kémj kozls, 1980, 54,
P Ne 2—3, 371—377 (BeHr.; pe3. aum. ) :

5)”7‘4/ //"/7;/‘5{ _06cy;’K11en‘a 'reopx(m I ogroaamme Ha Heit BHIpaxKkeHHs,
.- OMHCHIBAIOUIHE BpallleHHe, BHyTPeHHee BpalleHiie W HHBep-

: CHI0O MeTHJaMHHAa. IIpHMCHMMOCTb TEODHH NpoBepena my-

TN c a_DhICOKOro paspelremist (0,04 cy—1)

_MCTIIAMHHA B 00JacTH BPAIATENIbHON CTPYKTYpPE! HHBep-

. CROMHOTO, nepexoma 0—1. -« - Pesione

-
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(Hs NHa /981
&[{g /]/ /(/o?/ ) 02"‘“5 B101.  MccaepoBaiissi BOAOPOAHOIN CBA3MI M3ydenue '

COllHlelH" MeTHJAMHHA Ha -OCHOBe SMNHPHYECKOro no-

tenyuana, Brink George, Glasser Leslie. Stu-

dies in hydrogen-bonding: association in methylamine.

3 021_3 using an ecmpirical potential. <«J. Mol. Struct.», 1981,
85, Ne 3—4, 317—324 (amuram) i

Metox SMIOHPHY.  3JCKTPOCTATHY. TNOTCHUHAJNA  HCMNOJb-

Www} ‘3oBal AJAS NCCJACAOBAHHA CTPYKTYPHl JHMEPOB, TPHMEpOB

H TETpaMCpOB  MCTHJIAMIIHA. randoJiec  cTabHABHBIMEI
{ CTPYKTYPaMil HAHACHBI JHHCHEAS AAS- AMMEPA M LHKJHY
ans Tpumepa u _Tetpamepa. 0 WM. AGpounn
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11 145. Heamhnpnqecxue HCCAENOBANHS CTPYKTYPHBIX

'xapam'epucnm,'-Kordpue 3aTPYAHHTENbHO H3y4YaThb 3KCMne-|

pumeHTaavHo. Y. 6. KoanmuecTBeHHas ouenka pansHus ne-!

' IOKANH3ALUMH CBSI3H  HA CTPOENHE M  CBEPXCOMpSIKEHie'

LMK -
Cnpbeetice -

%198) /8 W1,

amunuoii rpynnet. Ab initio studies of structural features:
not easily amenable to experiment. Part 6. Quantitative:
estimate of the effect of bond delocalization on structu-
re and hyperconjugative interaction of the amide group,

" Williams-J. O, Van Alsenoy C, Schifer

Lothar. «J. Mol Struct.», 1981, 76, Ne 2 («Teochemsy,
1981, 1, Ne 2), 171—177 (aura.)

Hesymupiyecknm Merogom CCIT MO JIKAO B Gasnce
tayccoBHx ¢-uuit OCT-4-21I'® ¢ nonHOil onTHMH3ammes
TCOMCTDIH ICCAICAOBAHO 3NEKTDOHHOE CTpOeHHe (opMmayiy.,
aa (I) u auneramuna (II) c_pacnonoxenuem aMHHOrpym-
BB TIOCKOCTH MOJICKY/IM H B NCPNEHAHKYAADHON nioc-




KOCTH myTeM moBopoTa BoKpyr cBasn C—N. OGuapyxeno,
4TO IJIOCKast ¢opMa BuroaHee Ha 18 Kkaa/Moap ass
1 Ha 17 xkan/monb aas 1l, uto cornmacyercs c 3KCNCPHM. :
oleHKaMi GapbepoB BpaulcHHsT st aMujon (16—22 KKaJ/
* /monp). Tlokasano, uTo B NePNCHAHKYASPHON KoHdopMa--
IHH, KOrjla HeBO3MOXKHO compsikense, cBs3sb N—C yamu-,
usierest a 0,08—0,09 A, cBsasp C=O0 yxopauinpaercst Ha.
0,01 A, csssb N—H ymanusercs na 0,01 &, yron H—N—-
—C ymenswaerca na 5°—10° n yron C—N—O ocracres '
' HCH3MEHHBIM. Pacuer mpaBHJbHO BOCIPON3BOAHT 0GYC/IOB- .
_JICHHOC DE3OHAHCHLIMH B3aHMOMCHCTBHSIMH YAJHICHHE CBS-
31 C=O0 CpaBHNTCJbHO ¢ KapGOHHJBHLIMI COCHIHCHISMI
1 ykopouenite cBsi3 C—N cpaBuuTeabHO ¢ aMunami. Cpe-
JlaH BLIBOJ, 4TO NPIH HCCJCAOBAHHH NPHPOANHIX GCJKOB, .
KOrZla OTKJIOHCHHS aMIJIHO{l FPYNNBl OT NMAHAPHOCTH He-
BEJIIKH, X BJHsHHE HAa TeoMeTpHio GesKa MOXKHO HeE ydil-
THIBAaTb, XOTS A MOJHMNCHTHAOB Takue 3(QeKTH MOryt
HAKaNIHBATBCA M BJHATL Ha THOKOCTL Hemeil H HX CHo-
co6HOCTb K 00Pa3oBaHIli0 BOLOPOAHBIX CBSI3CI. IToxka3sano,
yTO cBepxconpsikeHue rpymnst CHs ¢ rpynnoit NH, uupa-
PHAHTHO MO OTHOMICHHIO K BpPAWEHHIO NOCJACHHCLL.

v eE v e - eeem. . .B.JI Jlc6enes,
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18 5239.  JJAHHHOBOJHOBOM HHOPAKPACHBI  cnexTp
HYTPEHHEro BpaulehHHs B MeTuaamune. Belorgeot C,
§tern V., Goff N,Kachmarsky J,MolTer K.D.
“ar-infrared spectrum of the internal rotation in methyl-
amine. «J. Mol. Spectrosc.», 1982, 92, Ne I,  91—]00
(aura.) o

" Ha ¢ypbe-cnekTpoMeTpe B 06s1acTH yactor 80—280 cm~!
c paspemwenneM 0,12 cm~! namepen JHK-cnektp 3aTOpMo-
KCHHOrO BHYTPEHHEro Bpaulenr< rpymmsl CHj 'MeTusamy-
1a, CH3NH,. Ananus cnektpa BHNOJHeH B NPHOIHKEeHHK
MOACTN CHMM. BOJIYKA C YYETOM BHYTPEHHEro Bpauieunus.
Ha ocnoBe noJyyeHHHIX HNAaHHBIX BHIYHCJCHH 11 napamer-
poB b-tuna. BHYHCJEHHHII CNEKTP XOPOWO coraacyercs
€ SKCTCDHMEHTANBHNM. — . C._H. Mvpayy




ﬂléﬁ%m@/uﬂﬂ /984

10 1337, ° JHaunnosonuosoit HK-cnektp piyTpenmero
BpauleHuss MoJekya Meruaamuna. Far-infrared spectrum

4 x 7/ of the.internal rotation in methylamine. Belorge
ot C, Stern V,, Goff N,, Kachwarsky J, M§]-
4 ler K. D. «J. Mol. Spectrosc.», 1982, 82, Ne 1, 91—100

(anra.) . :
[Tpn  xoMHuaTHOll .T-pe HCCJCHOBAHBI  BPallATCABHble.
cnektpsl MK-morsioutenis Monekyn MeTHiaMiHa B rasg.

Boit ¢ase. MamepcHust nposeiensl B 0ONICTT 80=280 cy~!
y ¢ paspeweiiem 0,12°cu~! B KioBete, ¢ mmHOI onTiy, ny-
‘/a. y tn 15 M. Tlonyuenibie CNeKTPHl COACPIKAT  KOMMOHeHTy

BpalIaTebNOf CTPYKTYpa Q-BeTBH  KoseGammit  meryy.
uuix rpynn. IlpoBexen anajana cnekTpos ¢ HCMO/b30BaNKey
‘Moziean, copepxkaweii 12 nmapametpos. Buluncnenst anage.
HHs MapaMeTpoB, O0ECneunBaolie  YAOBACTBOPHTebioa
omicanne HabaonaeMex cnekrpos. OGHapy:xen TaKxKe  psy
JHHHE, OTHECCHHBIX K P- I . R-BpamaTeNbubIM  Berpgy .
Buba. 20, : 0

0. /988, 18,810 .

t




CHs N, 1937

96: 151700m ‘Far infrarcd spectrum of the internal rotation

in mothylamine. Belorgeot, C.; Stern, V.; Goff, N; Kachmarsky,

J.;o Moeller, K. D. (Dep. Phys., - Fairleigh Dickinsor: Univ.,,

Teancck, NJ 07666 USA). J. Mol. Spectrosc. 1982, 93(1),

91-100  (Eng). The far-IR spectra of the @ branches of

hindered rotation of MeNHa.were studied at 80-280 ‘cm-: with

resolns. up to 0.12 ecm-1. Through the theor. anal. 11 of the 12

b-type parameters were detd. using a nonlinear least-squares fit.

~ The agrecment between the obsd. and the final theor. spectrum
) is satisfactory considering that only @-branch lines were studied.
‘Exptl. more lines, esp. at low freqluencics, were obsd. which

) - probably belong to P~ and R-branch lines of clusters thereof.

C.A /982, J¢, A.//g
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8 1485. Jlasepubii WTAPKOBCKHIT CMCKTP METHJIAMIHA |
.B o6naacti 337 mkm. Laser-Stark spectrum of methylamine’
at 337 pm. Johnston L. H, Raju S. R, Sudha-
karan G. R, Lees R. M. «J. Mol. Spectrosc.», 1982,
91, Ne 2, 503—505 (amura.)
TTonyuensl WTAaPKOBCKHE CIEKTPH MOIIOUICHHS ra3oo6pa3-
poro Metuaamuua c JjazepoM HCN na anunu 337 MKM B
3JeKTpHY. nosx Ko 60 xB/cM npu napansienbHOil H nepnex-
JUKYJISPHOIT 100 TIONApH3aUHK H3ayyemus. IIpusemens
./“' /" 0 ‘CMeKTphl M 3HAYCHHS IITAPKOBCKHX CABHTOB /sl Nepexo-
< ] ‘nop AM=1x1, AJ/=0 ME&xKAy BpallaTeJbHO-HIIBEPCHOHHBIMY
YPOBHSIMH MOJICKY/IbI B OCHOBHOM COCTOSIHHH KPYTHJIBHBIX
Kone6auuit. Onpeaenenbl HyJEBHE YacTOTH JIHHHIT BETBH
Q pas J=6=-9. ... .. .. MBT

O
b 1982, (£, /Y6,
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14 B224. Jla3epHO-IUTAPKOBCKHIl CNeKTP  METHJIAMHHA
B6an3u 337 mxpm, Johnston L. H, Raju S. R, Sud-
hakaran G. R, Lees R. M. Laser-Stark spectrum of
methylamine at 337 pm. «J. Mol. Spectrosc.», 1982, 91,
Ne 2,.503—505 :(aura.)
.l - " MCTO0M J1a3CPHOIT IITAPKOBCKON CMEKTPOCKOMHI ¢ HC-
~noab3oBakues Jutmmr 337 amxm HCN-nasepa  u3amepen

ztzm@u{[v‘mv crek1p fornowieins mapos Merunamuna, CH3NH,. Ilaa ye-

TEIPEX OTHECCHHBIX M Q-BCTBH k=%=5"T=—S, v;=0 .
4aCTOTHl B HYJEBOM JIOJC PaBHbl, COOTB., Aas J=6, 7, 8 n
&W 9 v=890729, 890691, 890646 u 820592 MTIu. .

_C. H. Mypaxm_

<

X.1984.,79, V714
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20 B58.  Teopernueckoe HccrenoBaiiMe BANSIHIS cpepx-
COMPSLKCHHSL HA Gaphephl MHBEPCHH A30TAa B A3HPHAMHAX.
Kost D, Raban M. Theoretical investigation of the
hyperconjugation effect on nitrogen inversion barriers
in aziridines. «J. Amer. Chem. Soc.», 1982, 104, Ne 11,
2960—2967 (awur..)

- Heavmipuueckim merogon CCIT MO JIKAO B 6asmeax
OCT-3T® u 4-31T® ¢ nomioit onTHMM3aUHEL TeoMeTpHy,
MapaMCTPOB NPOBEACHH PACUETHl Pa3MHYHBIX KOH(OPMalmit
CH3NH,, FCH,NH, n H,N+CH,NH, ¢ 1eTbI0  HCCJIEeA0Ba-
HIT_BIHSIHST  CBCPXCONPSIKCHASL Ha 6aphephl HHBEPCHH -
(BH) a3ora B amunorpymme, OGcyxacHO BmHsTHHE CBepx-
" COMpSUKCHHS Ha reoMerpuio .(aannst C—N 11 C—F cBs3eit),

WMW) ~BHM 1 pesmumny nepenoca 3apsma ¢ HeNoZelenHO napht

Uty

%2,

X. /981,19, ¥

aroma.asora NHy-rpymnmst x F i NHg+, Iomyuenubie pe-
YALTATEL HHTCPNPETHPOBAHE! B DAMKAaX aHalH3a  OpGH-
TaJIbHBIX B3AHMOICHCTBHII ¢ HOMOMb3OBaHIEM KOHUEMIH
posMymenneix MO. Iloxkasano, uTO BO Beex Tpex Heeneno- |
AHHBIX COEAHHCHHAX CBCPXCOMPSIKElHE MPOABMSETCS B rpa-
HHYHEIX OPOHTANsX, OAHAKO TOALKO B NCPBHX ABYX OHo
TPIBOAHT K H3MEHCHHSM MOJEK. CBOMCTB (rcoMerpmn
BH). ; . AGpouny -
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12 J1201.  CnekTput mnornouienns ra3ooGpasHuix  amu-

HOB B o6epToHHOIi  o6aacTh: CH3;NH,,  (CHj)oNH,

[/é/) /VH (CeHs)eNH u NoH,. Kondopmauuonno-HeskBuBaaeHTHbIE

3 02/ n3oanpopanupie ocumaastoppt C—H u N—H. Overtone

absorption spectra of gaseous amines: CH3NHp, (CHs),-

[ /V/Z{ NH, Et:NH, and N;H, Conformationally non-cquivalent

5/2 C—H and N—H local mode oscillators. Fang Ho-

ward L, Swofford Robert L, Compton Da-

vid A. C. «Chem. Phys. Lett», 1984, 108, Ne 6, 539—

546 (anra.) ’ ) ’

MetoaaMit  BuyTpHpesonaTopnoii (OTOAKyCTHUECKOT i

HK-cnekTpockonun  MOJyYeHBl - CNEKTPH  NOMVIOMICHHS

(19000—10200 cM—!) ntOsIeKya MeTHAAMHHA, AMMETHA-

- aMHHa, ANSTHAAMHHA H. THApa3sHHa B Tras3oBoil ¢ase npy

1}1/ fﬁl‘lwd—‘ Aasl. ~50 MM pr. cr. Maentnouuuposans nosocs ose%-
) : u 5

Touubix KoscGannii cssseit N—H' 1 C—H. Ilposesen reo-

PETHY. aHAH3 HHTCHCHBHOCTH H MOJYWHPHHE NOJOC 0Gep-

TOHOB 5THX MOJEKYN B PaMKaX MOJAENH H30MHPOBAHHEIX

aHrapMonuy. ocuHAIATOPOB. OTMEUEHO, YTO NOJOCH oGep- -

TOHOB BaJ. KoJ. cBa3H C—H Mosexkva austunamuna onpe-

y
ch 198y, L& N Mofe



‘MeASIOTCH - BKAAKAME Pa3IHUHEX Kompopmepoa. Haﬂnem;ﬂ
’.tmcro-rm 06epTOHOB Basl. KOJ. GBaeli C——H. ZAHMETHIIAME-.
‘Ha, pacnoJoXKeHX B . TpAHCKonpOpMau, o | OTHOWe-
HHIO K JpYroii MeTminHoii rpynme, K 4TOMY BOAOPOAA’ H.
HenojesenHoll Nape SJICKTPONOB - aToMa *asora.. Myasri-
MIeTHAA. CTPYKTYPa OGepTOHHHIX NOJIOC Baj. -KOJX.  CBf3eit
N—H B cnexrtpax rugpaanna TNpHICAlA CJIOXKHOMY KOH-
fgopuauno}momy COCTABY STHX MOJIeKyJ B- ra3osoil ¢ase.

A2l BRIBOJ, UTO - BeJHYHHBL CHJIOBEIX . OCTOSIHHKIX CBS-
Xaeu C—H m N—H u3syyennux MOJeKyJ 3aBHcAT OT “cre-
TeHH B3aHMOAeIICTBIA 'HPOTOHOB ' 3THX canaen C Henoge-
VIEHHBIMI! 3JeKTDOHAMH artomos N. . H. B. A
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6 J179. CsoficTBa CHMMETPHH M BBIYHC/JIEHHE 3IHEPIrHH
BpaWaTeNbHO-TOPCHOHHO-HHBEDCHOHHBIX  YPOBHEH  MeTHJ-
amuna, Symmetry properties and the calculation of the
rotation-internal rotation-inversion energy levels in me-
thylamine. Sztraka L. «Acta phys. hung.», 1984, 55,
Ne 1—4, 135—160 (aHra.) . ’

PaccMOTpeHO BHIUHCJEHHe JHeprHH BpallaTesbHLIX YPOB-
Heli MOJIeKyJl THNA METHJIaMHHA, HMEIOUHX 2 KoJeGaHHs’C
GoabuIOit aMMAHTYZONH (BHYTPeHHOe BpallleHHe H HHBep-,
cusi). [MocTpoeHbl KJacCHYeCKH H KBaHTOBOMEXaHHY. ra-
MHJBTOHHAHB AJsl BPallaTeJbHO-TOPCHOHHO-HHBEPCHOHHOrO
JBHXKEHHS, B KOTOPOM MHHHMH3alHsi KOPHOJHCOBA B3aH-
_MOJeHCTBHSA INpoBeleHa METOAOM BHYTPeHHHX oceil. Ilaua
~KJaccHpHKauHs BpalaTeJbHO-HHBEPCHOHHO-TOPCHOHHEIX
ypOBHEl MO THMAM CHMMETPHH MEPeCTaHOBOYHO-HHBEPCHOH-
Hoit rpynns Jlonre—Xurriunca. MeTofoM KOHTaKTHBIX mpe-
o6pa3oBaHHii MOJyueHO BHpa)eHHe AN  3bdeKkTHBHOrO
PeAyUHPOBAHHOTO BPAlIATEJbHOrO TaMHJIbTOHHAHA B ¢op-




Me Yorcona, copepiamero 15 He3aBHCHMBIX .uJcHOB THOA

-'Knapmquoro;uen‘rpode}xuoro HCKaXeHHs. Brlyucaenn Mart-.
pHUIHbIE  SMEMEHTHl 3TOrO  raMuabTOMHaHa. M, P. Anmes

an
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5JI1211.  Manbneitwee paspewenne HK-nomoc BEepHO-
To KoneGaHHs AMHHOTPYNnbl B MeThaamuue. Further reso-
lution of the infrared amino wagging band of methyla-
mine. Diallo A. O., van Thanh Nguyen, Rossi I. «Spect-
rochim. acta», 1985, A41, Ne 12, 1485—1489 ‘(anra.)
+ Toayuen HK-cmektp (4000—400 cm—!) Mosiekyn CHa-
NH, (I). B rasoBoii ¢ase npu aasa, 20 MM pT. TTTW
TIEKTpabhoM paspemwennn 0,25 cm='. Hceaenosana CTPYK-.
typa MK-nonocsl Beepuoro xoseGanmus (K) aAMHHOTP YN
I ¢ vactoroit ~780 cm~'. Iposenen TEOPCTHY. aHaJH3 na-
paMetpon nanmoit nonocsl B cnektpe I. Ilonyuen Bupy ra-
MHJbTOHHANA Mas KpyTHasioro K 1. Haligenst wacrory

Q KOMIOHCHT TOHKO/l CTPYKTYpH Q-mosockt peepmoro K. 1.
[ L) |

I N, Oon- 43005 /985

.HOK333HO, UTO YAOBJICTBOPHTEJILHOE COrviacHe JAAaHHBIX pac_‘
uera it naGmonaemux napamerpos MK-nosoc K I mosker
GHTb AOCTIHTHYTO NPH YCIOBHH SQ(HCKTHBHOrO B3anMoxeficy.
BiHSI HHBCPCHOHHOTO M KPyTHAbHOrO K I.. H.B. A

b, 1956, 18, %S




0y A/ | /985
A W 23005

104: 78027z Further resolution of the infrared amino wagging
band of mcthylamine. Diallo, A, O.; Van Thanh, Nguyen; Rossi,
I. (Lab. Infrarouge, Assoc., CNRS, 91405 Orsnf'. Fr.). Swpectrochim..
Acta, Part A 1985, 41A(12), 1485-9 (Eng). The so-called A'-type
amino wagging band of MeNH:; was reexamd. I using 0.25 cm-!
resoln. IR spectroscopy. The central portion of t{e band, reported
‘ hitherto as a plateau, is resolved into multiplets. The obsd. fine
structure of the Q-branch absorption lines are in agreement with
P calens. based on theory for the coupling between the inversion and
[ L) internal rotation of MeNH,. S -

e R

®
e A 1986, /04, N/C
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‘19 B1056.  BasenTublit Kputepuii aas GHpanHKanoB M
uBHTTEpP-HOHOB. - A valence criterion for diradicals and
zwitterions, Jug K. «Tetrahedron Lett», 1985, 26,
Ne 11, 1437—1440 (aura.)

HM3yuena. Bo3MOKHOCTb NPHMEHEHH WHAEKCA peaNH30BaH-
Hoit BanentnoctH atoma (Va) aas naentHdHKaiun Gupa-
AHKAJbHLIX H LBHTTEP-HOHHBIX COeAHHcHHIl. Takue coe-
JAHHEHHS ‘MOJ/DKHBl 06/anaTh CYGBAJEHTHHIMH M THIIepBa-
JICHTHBIMH aTOMaMH, JJSl K-PHIX BBIYHCI.  HHIEKCHl Va
CYyUIECTBCHHO OTJIHYAIOTCS OT CTAHA. UEJOYHCIEHHBIX 3Ha-
yeunit Ve=4, Vn=3, Vo=2. Ha NpHMepax 3THJeHa
(coctosime TifcumM. Don; coctosinusi So, Ti/chmy, Dyg,
Cs), tpumernnenmerana :(Ti/Dsn), uuxnaoGyranuena (T u
So/Dsn), Gensona (T1/Dyn) ‘noxasamo, uto cymma BBIYHCIT,

\HHAEKCOB VA B YIMIeBOAOPOAHBIX 6upanuKanax NpHOAH3N-




TeNbHO HA 2 GA. MeHbIIE CYMMEl CTaHA. BaJeHTHOCTEIl.
Jlnst UBHTTEp-HOHHBIX COCTOSIHHIl 3THaeHa (S; M S,/Cs) |
oHa Hemuoro Menpure (1,4 1 1,6). Ormeueno, yto nped-:
‘naraeMblit KPHTepHit GHPaAHKAJBHOrO XapaKkTepa MOJIEKYJ:
JIOMYCKAaeT Hapyllelle CHHIIET-TPHIVIETHOrO BHIPOMKACHHS.
OHO OTCYTCTBYET, Hamp., JUIs XHHOHAHOIO TPHIVIETHOTO
coctosinnst Genzona Ty(Dzn),-HO mommxennsie 10 3,27 HH-,
nexcel Ve ABYX aToMOB YIJepoja  YKasblBaloT Ha ero’
GHpamuKanbHull XapakTep. Ha mnpimepax nsomepos Ho-.
NCH; n HsNCHz, H,NNH, n HsNNH, HoNOH H.NO,.

H,COH T H.CO; H, i H;BCO ~nokasano,  4T0
TBHTTEP-HONB XapAKTCPHAYIOTCH —HT —TONbKO  GOMBUIHMH

'3HauCHUAMH AHMOJBHBIX MOMCHTOB, HO H CYLLECTBEHHHM
'OTKNOHCHHEM HHAEKCOB VA OT CTaHA. 3HaueHHii, B TO Bpe-:
MSl. KaK IS «HOPMaJbHBIX» H30MCPOB HauGoibuiee  HX
pasnuune cocrtasasier 0,09 (Ve ans HgBCé‘IO).

. . Cemenos
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9JI186. CunoBOE moJe MOJEKYJbl THHAPOKCHAAMHHA,
paccunTannoe Heamnupuueckum merogom MO. Force field
in.the hydroxylamine molecule from ab initio MO calcula-
tion. Tanaka Naoki, Hamada Yoshiaki, Tsu-
boi Masamichi. «Chem.” Phys», 1985, 94, Ne 1-—2,
65—75 (aura.). , ,
- Ha ocuoBanmM pacyeTa  MOJICKYJIH  THAPOKCHJIAMHHA
Heamnupuy. Merogom X® CCIT MO g Gasuce 4-31G* mno-
Jyyensl 69 aHrapMONHHYECKHX - CHJIGBBHIX NOCTOSNHBIX, 10~
CTATOUHO IIOJIHO XapaKTepPH3YIOUIHX CHJIOBOE IOJIe MOJe-
Ky, BBIUHCJCHHHIC 3HAUEHHSI YacTOT (YHIaMeHTaNbHHX
KoJie6aHHIl C yyeTOM aHrapMOHHUHOCTH B cpeaneM Ha 69
TIPeBLILIAIOT 3KCNEPHM. 3HAYCHHS, YTO OOGDBACHAETCS OWUG-
1 /kaMu B KBaJApaTHYHBIX CHJOBHX nocTostHHHX. Ha ochose
MOZenH OPOGHTAJILHBIX B3aHMOACHCTBHH DPaAHKAJOB mNpoBe-'
“V peno_cpaBHeHHe reOMETHY. NapaMeTPOBHX 1 CHNIOBHX KOH-

QM M Cm'/ Ve  CTauT MOJIEKY/T METHJIaMHHA, THAPA3HHA H THADOKCHIANG) :
. ———— m—_,\

Ha. - e

%W(MZ/-)W/A:—f e -
oh., 1985, 24, NG
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19°B61062. PafnKkai-kaTHoH  MeTHieHaMMuaka _(CHp-
NHat). The methyleneammonium radical cation (CHo-
NH;*+).. Yates B.'F, Nobes R. H, Radom L.
«Chem, Phys. Lett.», 1985, 116, No 6, 474—477 (anrm.).

Hesmnupnuecknm MetonoM CCIT MO JIKAO c - ncnoas-
3oBanHeM 5 6asmucHbix HaGopoB or 6—31*T'd no 6—311
I'd, nomosneHHHX AHGOY3HBIMH S- H p-Q-UHAMH |
mossipu3aun. d- H [-G-UHAMH H YYeTOM 3NEKTPOHHON Kop-
pensunn Bo 2-(MI12), 3-(MII3) n 4-(MII4)  nopsiakax
TeopHH Bo3MywleHnit Meanepa — Ilneccera  BEmMOMHERH

?L ?Z&ﬂ [[‘é pacueTH  OTHOCHT. CTaGHIBHOCTH PAfHKAJI-KaTHOHOB Me-
/ tunamuia CHaNHo*t (1) u mertunenmammuaka (CH.NH,+
[)' / m / [L (I1). "OnTHMH3AUAA TCOMETPHH BLIOJNHEHA B 6a3nuce 6—
#Z / 31*T®d ¢ yuerom MII2. Bee pacueTh mpeacKkasuiaior, uto
* crpyktypa Il craGunbuee, uem I. Iloxasano, uro pacun-
penne 06a3nca yBeJHYHBAeT OTHOCHT. €TabuiabHocTh Il or

16 mo 21 xIxk/moab. Yuer MII3 nounxaer aty BEJIHUHHY

711 Ha ~7 xdx/voab, a yuer MII4 ewe na ~3 xJx/Mop,

C vueToM. TONPaBKH HAa . 3HEDIHIO__HVJIEBHX KOoJeGanuj

X. /985 19, n 1§

(A




‘etpyktypa Il crabuasnee I na 8 xIx/Moab. Bunosnena
.Teop. ouenka Ttennotw oGpasosanus II. . A, E. Cyoxsp

Ty
JHIX,.



A W) /988

"9 135, MexnnenamMonuenblit  katHoH-paankan (CH,-
NH;+). The methyleneammonium “tadical cation” ~~(CH,-
‘NH3*). Yates Brian F, Nobes Ross H, Ra-
dom Leco. «Chem. Phys. Lett.», 1985, 116, Ne 6, 474—
477 (aHra.) : - )
Hesmnupuueckum meronom CCIT MO JIKAO B Ga3sucax
rayccoBuX ¢-umit or 6-31I'®-no 6-211T'd ¢ yuerom noas-
pH3auHOHHBX ¢-UHil p-THna aas atoMmoB H i d- u f-tunos
anst atoMoB C M N H KOppensuHH 3JeKTPOHOB  BIJOTH
LO UCTBEPTOrO TMOPSAKA TCOPHH ' BO3MYLIeHH Meanepa—
IlaeccerTa ¢ MoOJIHOI ONTHMH3aUHeN rcom(cl;pnu iiccnenosa-
HO 3JIEKTPOHHOE CTPOEHHEC MeTaJjJaMHHa H MCTHJCHAM-,
/O‘Zé/[j,/// ’/Zﬂ/téé// MoHHeBoro KatHou-pamukana, CHNHj+ (II). [Monrsep:i-)
‘ 7 1eH NoJyYCHHBI ptaHee BHBOSII. (cm." Bouma W. J. et. al:
9] i /? «Org. Mass. Spectrom.», 1983, 18, 12) o ToM, uro IT
L/ﬂ////é)/ A f 3Hep%'erulxcc1m Brrofee, ‘yeM I, Ha* 8 xIlx/monb (B ca-
"\ MOM TOYHOM- pacuere) B CBA3H C ueM NOXBEPrHYTH COMe.
04“”0 skcnepuM. aanubie (cM. Holmes J. L. et al,, «Can.

00955 18w’ AT (o)




J. Chem.», 1983, 61, 2305), CBHACTCALCTBYIOUIHE O TOM,’
yro | sHeprernyccku Bhiroauce, yem II, ma 115 K K/MOAD.
Tensora ofpasosanust 11 Haiimena pasHoit- 835 kIlx/mMoJb
‘(c yd4eToM NOMPaBKH HAa SHCPLHIO HYJCBHIX KoseGaHHit).
IIpuBeaeHs! pPaBHOBCCHHIC reOMETPHY. NMapaMerphl. Bu6a. 22.
oo B e e e e Z° .. _. B, JIL JleGenes,
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Ha M onpeaejieHHe CpPeAHell CTPYKTYPH AJS OCHOBHOIO XO-
aebatenbHoro cocrosinusi, Vibrational correction for me-
thylamine and determination of the zero-point average
structure. Tijima Takao. «Bull. Chem. Soc. Jap.»,
1986, 59, Ne 3, 853—858 (amur..)

Merox yyera KoseGar. MompaBoOK AJst MOJEKYN ¢ GOnb-
UWHMH aMIJHTYAaMH KojeGaHHA NPHMEHEH K OnpeeseHHIO
CpeaHell CTPYKTYPH MeTHJIAaMHHA B OCHOBHOM KoJsieGar,
cocrosHHH. Oco60e BHHMaHHe NPH pelleHHH 3aXayu obpa-
IleHO Ha KOOPAHHATY, ONHCHBAIWLYI0 BHYTP. BpallueHke,
Jlns pacyera  CpelH. CTPYKTYPH HCNONb30BAHLI COBMECT-
HHE 9JIeKTPOHOrpadHu. JaHHEHE H MHKDOBOJHOBHE HaHHBIE
no 3>ddeKTHBHEM MOMeHTaM HHepHHH. Iloayuenn cren,

/ V[[ ” v ) 3HayeHH  INapaMeTPoOB  7z-CTPYKTYPH  JAJs CH;NH,:
r(C—N)=1471 3), r(C=H)=1,101(3), r(N—H)=
-=1,019 (6) A, <HCH=1084 (5), <HNH=106,0 (6),
<CNH=111,5 (7)°. Hafizenn Takxe mnapaMerpn  jis
ZefiTePHPOBAHHBIX MOJEKYJ, 3HAYeHHS K-PHX XOpPOIIO Co-
rJacyloTcsi € BHYHCI. AJS AP. MOJEKYJI.

‘X/yg 6/ .-{:-?’N/ . - ~ B. M. )Kuanuckni
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/ 107: 144019p Far infrared spectrum of methylamine. Malghani,
AVI.-S.; Lees, R. M.; -Johns, J. W. C. (Dep. Phys.,, Univ. New
Brunswick, Fredericton, NB Can. E3B SA3). . Int. J. Infrared
Millimeter Waves 1987, . 8(8), 803-25 (Eng). .The far-IR (FIR)
spectrum: of MeNH: was studied in the 25-125 cm-t region at a
resoln. of 0.005 cm-! with a BOMEM Fourier transform spectrometer,
‘All of tho 'R branches with K rotational quantum no. from 5 to 13
were identified for A-a and E-a torsion-inversion symmetries in the
ground torsional state, as well as some branches of A-s and E-s

/“ WV)/ gymmetries and some in excited torsional states. The obsd, branches

were fitted to series expansion to det. the branch origins,

e.A/98% [oF nlC
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6 J1187.  [lanekuir MHPPAKPACHBI CMEKTP M KOHCTaH-
THl OCHOBHOro COCTOSIHHSI MeTHJaMHHA, Far-infrared spec-
trum and ground state constants of methyl amine.
Ohashi Nobukimi, Takagi Kojiro, Hougen Jon T,
Olson W. Bruce, Lafferty Walter J. «<J. Mol. Spectrosc.»,
1987, 126, Ne 2, 443—459 (amrn), . = ¢ .
" Ha BHCcokopasperaromenm “bypbe-cnekTpoMeTpe noayye-
HH BpallaTeJbHHE . H KPYTHJbHHE: CNEKTPH METHJBHOf
TPYNOH MOJEKYIH METHJAMHHA. 3HAYeHHS NapaMetpos.
BpAIIATE/NbHOr0 raMHJIbLTOHHAHA JUII OCHOBHOTO  COCTOS-
HHA MOJICKY/IN HCNOJIb30BAHH NPH OTHECEHHH JIHHHI B o-
J10Ce KPYTHJIbHHX KOJEeOaHH MEeTHIbHOR rpynm. [Moay-
HCHH YIOBJICTBODHTE/IbHLE 3HAYCHHA 4acTOT JHHHI Bpa-

va */7 . ATe/bHO-KPYTH/IbHO-HRBEPCHOHHEX NIePeXoN0B AAs 3ma-
UCHHIl BpallaTeJbHHX KBaHTOBHX  WgHCen 0<<K<<19 g
K<J<<30. - L . B. A, Moposon’

O
b 1988, 18 N6
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! 108: 25751t Far-infrared spectrum and ground state constant
of methylamine, Ohashi, Nobukimi; Takagi, Kojiro; Hougen, Jer.
T.; Olson, W, Bruce;  Lafferty, Walter J.  (Fac. Sci., Kanazga;
Univ., Kanazawa, Japan 920). J." Mol. Spectrosc. 1987, - 12602,
443-59  (Eng). The far-IR spectrum of MeNH: was studied s
40-850 cm-! by Fourier transform spectroscopy with an apodized
resoln. of <0.005 cm-l.  Both the pure rotational spectrum and the
spectrum of the fundamental torsional band were assigned. The

e
Wleﬂ“ ground state consts., obtained from a global fitting of a data ser

“including ground state microwave transitions from the literature ..

reported, as well as far-IR pure rotational ground state transiticr.

(§ WW 7 and ground state combination differences from the torsional bap:
Slightly over 1000 energy differences for the ground state with 0 < &

{ f /) . < 19 and K < J = 30 were {it to 30 mol. parameters from a grops

y theor. formalism developed earlier, and a std. deviation of :EO.BOI\E':

cm-t was obtained. - An ambiguity (noted earlier in the microwa,,

literature) in the detn. of the structural paramecter p, which ari::-

when 2 large amplitude motions are present in the mol., can b

understood and resolved using the present formalism, ) :

¢ 11988, job,nY
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P8 U78.  TynHeabHasi Npo6AEMa KPYyeHHA-NOBOPOTOB K
npo6iemMa Kpy4eHHS-OBOPOTOB — BPALLEHHsI B METHIAMH-
ne. The torsional-wagging tunneling problem and the
torsional-wagging-rotational problem in methylamine.
Ohashi Nobukimi, Hougen Jon T. «J. Mol. Spect-
rosc.». 1987, 121, Ne 2, 474—501 (aura.) .
Teopetnueckuit Gopmann3M, KOTOPHIl panee NpHMEHsJICS
LISl HaXOXKJeHHs 3naueHuil ypobueli 3Hepruu BHyTpeliero
BpalllenHsi B MOJIEKyJe MeTHJIAMHHA, yCOBepLICHCTBOBAH
. 06p., UTO OH MOXET HCMOJBL30BATBCS NPH PACCMOTPEHIH
JIOBOPOTHHIX (30HTHYHBIX) ABHXKeHHil rpynnsi NH, i Kpy-
THAbHOro ABHKenust rpynnsl CHy B6an3n npenesos, onpe:
{7} ' AeNSCMBIX BEICOTON COOTBETCTBYIOWIHX SHEPreTHY.. Gapbepon
Otnenbio  paccMaTpHBAIOTCST  KoseGaTesbHast TyHHeAbHas
H BpaulaTeabHas 3ajaull KPYTHJbHBIX MOBOpoToB. [lpy
3TOM HCMOJL3YIOTCS CBOICTBA NEPECTaHOBOUHO-HHBEPCHON-
noit rpynnst Gz w0 pacumpennoit rpynnst Gio™. Ipuseneno’
BbIp@XKeHie 1s_(eHOMeHOIOTHYECKOro BPallaTenbHOro ra-

) (98F 18, w8




MHJBLTOHHAHA MOJIEKYJIBl, COAEpPIKalLlero JHeliHble H KBaj-
paTHuHble WJIeHH OTHOCHTEJLHO KOMIOHEHT NOJHOro YIJO-
Boro moMenTa. JaHel npaBuia oTGopa AJisi BpallaTesbHBIX:
H KpPYTHJbHO-IOBOPOTHHIX (KoJeGaTeJbHbIX) MNepexoiaos, C
JICTIONIb30BAHHEM KOTOPHIX ~ NOCTPOeHa ~ FaMHJBLTOHOBCKAS
KDY THJIbHO-TIOBOPOTHO-BpallaTeabuas Matpuua. [leransuoe
[mpHMeHeHHe MeTOAa K OOGBACHEHHIO CNEKTpa MeTH/AMHHA!
'npennonarae'rcn ony6JHKOBaTh B cneuylomeu paGogye. -
- o o . A. Mopozos
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107 2054931 Substitucnt stabillzation energics in a=-substituted

‘earbocations CH2Z+, CHLCHZ+ und (CH3)2CZ+ whero 7 js NI,
Plz,Asllz, - OH, SH and Scll, . Rodri uez, C, F.;- Hopkinson, A, C.
(Dep, Cliem,, York Univ., North York, ON Can. M3 1P3).” THEOCHEM
‘1987, "47(1-2), 55-68 (Eng). Ab initio MO calens. at the MINJ 1
and 3-21 G levels of theory werc used to optimize structures for
‘a~substituted carbocations CH.o7+, CHyCHZ*, . und (CHa), CZ*, und\
for the hydrocarbons CHyZ, CILCIHLYZ and CH2).CHZ where 7 [y
NHe, PHi, AsHz, O, ~SIT and Sot- wnergy ditterences between
‘conformers a9 caled, by “theory  uro compared with exptl. results,
Substituent wiabilization energids, caled. by using iscdesmic reactions,
are largest in (primnr fons and. smallest in tertiary . ions, . For
elements from Group -V the stabiliving cffect of an-a-substituent jg
NHz > PHz > Aslz and for Group VIOH > Scll > SH. There is a
good correlation between expll, td caled: values fu: the effect of Ne
substitution on the hydride aftinitics of substituted Me cations,

>
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313 B61310. Onpenenenne = NOTEHUHAJNbHOR  (DYHKUHH
HBEPCHH H TCOMETPHH METHJAAMHHA NO AAHHLIM MHKDOBOJ-
HOBBIX M HMHpakpacubix cnekTpoB. Determination of the
inversion potential function-and the geometry of methyl-
amine from microwave and infrared data, Sztraka L!
«Acta chim. hung.», 1987, 124, Ne 6, 865—876 (aurs.) '
PaccunTanbl KOHCTAHTH NMOTECHUHAJNBNON (-unH JHBepcHy'

H BHYTp. BpalllCHHS, a TAaKXe ICOMETPHS MOJICKYJH MCTHJ-
amuna (I) B OCHOBHOM COCTOSIHHI M B COCTOSIHHH C BO3-
GyxnenneM nnsepchy. s onpepencunss GapbepoB Bpalie-
HHS M MHBEPCHOHHBIX pacUICMVIEHHiT HCMONb30BaHKW 108
JIHHA B MHKDOBOJHOBHIX cmekTpaX H 150 mmmmit ¢ paspe-
wennem 0,045 cm~! B MK-cnekTpax ras. I. Bapbep uusep-
Jl’” cu 1 okasanca 3uayntesabno Buume (2081 cm—l), yewm
6o paccuntano pamnee (1823 cm~!) u BmHme Gapoepa
MHBEPCHH MOMEKyJH aMmuaka -(2027,1 cmM—!'). Bapbepu
BuyTp. Bpawenust Vi 1 Ve _reoMeTpus MOJCKYJH H3Me-

A 198,19, N 13




HAIOTCST TIPH BO3GYXK ACHII nuBepeni, Tak V,;==682,9 eM- 1y
a Ve= —2,653 cM~! B  ocuoBiioM COCTOSIHHH, V3=,
=T11,3 eM~!, Ve=—27 cm-! B BO30YACHHOM COCTOS-
‘K. Bpawar. moctosinbie npi 3toM noutH me MeHSIoTCS.,
Tlpn nonGope reomerpui 1 N0 " 9KCNMECPHMEHTAIbHBIM BpalIar.,’
TNOCTOSINHEIM ~ NPHHAT B pacyeT  yCPeAHEHHHN  3ddekT’
JIHBEPCHH, K-pHIl panblle He yunthBam W, A. T'ap6ysosa:
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/ 110: 124242 Far infrared laser assignments for methylamine,
Lees, R. M.; Lewis-Bevan, W. (Dep. Phys., Univ. New Brunswick,
Fredericton, NB Can. E3B 5A3). [Proc. SPIE-Int. Soc. Opt. Eng.
1988, 1039(Int. Conf. Infrared Millimeter Waves, 13th, 1988), 353-9
(Eng). High-resoln. FTIR spectroscopy of the C-N stretching band
of MeNH:2 permitted location of several coincidences with COz laser
lines and identification of far-IR (I'IR) laser transitions optically
pumped by these lines. With the use of previous FIR spectroscopic
results, it was possible to form closed frequency combination loops tu
support the assignment of 1 of the IR—pump/FlR laser transition
systems and improve the accuracy of 1 of the FIR laser frequencies,

c.h-1999, 110, 4 1Y
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108: 121238r The »3 fundamental band of protonated h
cyanide (HCNIH+) and the 2v3 «= vy and v2 + v3 + 12 hot by:r:gf?}
formyl cation (II‘CO*). Liu, Di Jia; Lee, Sze T'sen; Oka, Takes},
(Dep, Chem., Univ, Chicago, Chicago, 1L 60637 USA). ' J. M.
Spectrose. 1988, 128(1), 236-49 (Eng). The v (CN stretch,
fundamental band of HCNH* and 2v3 += vy, »2 + v *= 13 hot bands o
HCO* were obsd. at ~5 ym using a tunable IR diode laser and 4
a.c. J;low discharge. These transitions were combined with previous!;
obad. transitions, and the following mol. consts. were detd.: HCNH'.’
B, = 87275.4(7) MHz and ay = 192.4(3) MHz; HCO*, x23 = 0.134(.
em-t nn% X33 =l_-10.05{4(2) clr}r‘rl. hBe'S werg caled. of HCNH+ isot()p?c
species by scaling a; from the theor. prediction and th i y
length of HCNH* was estd. o r ¢ equil. bong

e /-1988, 108, ~ 1Y
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* 110:-158126" Far-infrared spectrum 6f methyl amine. . Ohashi,
Nobukimi; - Takagl; . Kofiro;' ‘Hougen,:Jon T, . Olson, ‘W, Bruce;
Lafferty, Walter :J.". (Fac. Sci,, Kanazawa Univ,, Kanazawa, Japan
920). ' J.-Mol. Spectrosc..- 1988, .132(1), 242-60 (Eng). The far-IR
spectrumof MeNHz was studied’at 40-350¢m-1 with a resoln,.of
0.005 ‘em1 or.better:..The pure rotational spectrum in the 1st excited
torgional -state, .and the: fundamental torsional band ‘wero assigned.
The . obtdined . data. were: combined 'with.‘microwave ‘data from:the
literature; and a global fit wes carried. out, based on a group:theor,
formalism developed: g)reviously.‘ -The >650 transitions with0 S K's
14 and K .= J,5 2b: were- fit. to 41 mol. parameters,; with a std.
deviation . of #0.00094 cm-1, . iThis 'std. deviation was achieved by
including J= and K-dependent.(centrifugal distortion) corrections to
the structural parameter 2. Problems remaining in the fit presumabl
arise .from the xﬁglect of :5 tunneling and. nontunneling terms wi
gelaction rules. AK.*=; &1, Some aspects: of the torsicnal potential
function and inversion potential function in this mol. are discussed.. ,

C.A 1989 [o N
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* 5J1152.  [NHMHHOBOMHOBBIf HK-cnektp mernaamuna.
OTHecenne M amanM3 nepBoro TOPCHOHHOTO  COCTOSIHHS.

- Far-Infrared spectrum of methyl amine. Assignment and

analysis of the first torsional state / Ohashi Nobukimi,
Takagi Kojiro, Hougen Jon T., Olson W.. Bruce, Laffer-
ty Walter J. // J. Mol. Spectrosc.— 1988.— 132, Ne 1.—
C. 242—260.— Anra. :

Ionyyennt cnekTpsl AHHHOBOMH. HK-nornowenns napop
MeTHIaMuHa_B obsactH 40—350 cnm—! ¢ paspeluenneM me
Xyxe 0-1073 em~!. IlpoBeneno ornecenne BpallaTeabHoi;
CTPYKTYpPH CNCKTPOB NMCPBOro BO3GYXKACHHOrO TOPCHOHHOTQ
COCTOSIHHA M (hyHAAMEHTAJbHLIX 4acTOT TOPCHOHHHX Tepe-
XonoB. C HCNOJb3OBAHHEM JIHTED. AAHHMX IO MHKDOBOJIH,

- MIOrJIOLCHHIO H TCOPETHKO-TPYNNOBOro q)opmanuama co3na-

Ha Mmojeab, comepxkawias 41t MapaMeTp H  no3soasiomas.

) 108 IHEM He Gotee
10—* cm~!. KpaTko 0GeyxAaloTés HEKOTOpHE ocoGeHHOCTH

MOTCHUHAJBHOR (-UHH TOPCHOHHKIX »K(_)zrx_e_samm. K 3. M.
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/ 109: 116415n Theoretical investigations of the nature of in=
tramolecular interactions. II. Application of the enorgy
decomposition scheme to methanamine, methanol, hydrazine,
hyéroxylamine, and hydrogen peroxide. Smits, Guido F.; Krol,
Maarten C.:  Altona, Cornelis (Gorleaus Lab., Leiden Univ.,
NL-2300 RA Leiden, Neth.). Mol. Phys. 1988, 63(5), 921-38 (Eng).
A previously developed energy decompn. scheme in terms of
auasi-rlassical, interference and charge transfer interactions between
non-orthogonal, strictly local MOs (NOLMOQs) is applied to the
study of the barriers to internal rotation in some simplo mols., i.o.
CliaNH2, CHaOH, NH2NHz, NH20H and HOOH. The barriers ir
these molscssenttTlly_arise from a comLination of a no. of
predominant quasi-classical and interforence effects. It is shown
that the functional behavior of vicinal interference interactions can
be classified into three different types. Wach type displays a
characteristic functional behavior, which can be predicted simply on
the basis of the difference in abs. values between the overlap at the
synperiplanar and antiperiplanar conformations,

. A.1988 109w 1Y




0 12 1144, TeopeTHueckoe  HCCAENOBAHHE  MPHPOABI
BHYTpPHMOJIeKYyanspHbix B3aumopeiicTeuit. Y. II. Tlpumene-
HHe cxeMbl pa3GHeHHst 3HeprHH K Mojexkynam CH3;NH,,
CH30H, NH:NH,;, NH,OH u HOOH. Theoretical inves-
tigations of the nature of intramolecular interactions.
11. Application of the energy decomposition scheme to
CHsNH,;, CH30H, NH:NH, and HOOH. Smits Gui-
do F., Krol Maarten C., Altona Cornelis. «Mol. Phys.»,
1988, 63, Ne 5, 921—938 (aHra.):
DICKTPOHHBIC BOJH. (-UHH M 3IHEPTHH PA3MHUHBLIX pOTa-
mepoB Mosekyn CHsNH,, CHsOH, NH.NH,, NH,OH x
. HOOH paccunranit .Me'ronmf’c—rﬁ'?nor{mﬁmm‘ﬁne-
,,é( . ” . oproromaipieix MO B Gasnce CrpymnHpOBaHHHX raycco-
BoIX ¢-umit 4—31 I'd. ITomyyeno pasGHenne 3JeKTPOHHOM
SHeprHH Ha KBA3MKJACCHYECKYI0 1 HATepdepeHLHOHHYI0
KOMIIOHEHTH M BKJaA 3¢dekToB nepenoca 3apspa :(«Theor.,
Chim. Acta», 1985, 67, 461). IToka3ano, uTo cyllecTBoBa-
nue _6apbepoB_Bpauienus o0ycsosieHo crneundHKoOl mnose-

b (988, W%
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ICHHSL KBA3HKJIACCHYECKOft M HHTepdepeHUHOHHON KOMINO-
HEHTH 3t B GOJIBUIMHCTBE CJyuyaeB — BKJIafaMu B3amMopeil-
CTBHSL HenoAeJeHHBIX ~map. OTMeucHOo. uTO OrpaHHYCHHS
npi ontumusamny MO, oGecneunBaiomie  KOPPEKTHOCTD,
DA36HCHHS SHCPLHH, HE BHOCAT CYLICCTBCHHBIX HCKAMKCHHIT
B XapakTep 3aBHCHMOCTH OT TOpCHOHHEIX yrios 4: I. «Mol.
Phys», 1986, 59, 209, Bu6n. 24. A, B. 3aiiuesckuit
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6 154. TeomerpHs M moTeHUHaJbHAs GYHKUMS HHBep-
CHH — BHYTDEHHEro BpauleHus methaamuHa. The geometry
and inversion—internal rotation potential function of me-
thylamine / Kreglewski Marek // J. Mol. Spectrosc.—
1989.— 133, Ne 1.— C. 10—21.— Anra.

Ias monekynst CH3NH; paccuntann reometpus u no-
TeHI. (-UHA HHBEPCHH — BHYTPEHHETO BpAlleHHS H3 Bpa-
IaTeJbHOrO CNeKTPa B OCHOBHOM KO0Je6aTeJIbHOM COCTOS-
HHH H H3 BeTBeit PQ M RQ B nepBHX BO3GYXIEHHHX CO-
CTOSIHHSIX HHBEPCHH H BHYTDEHHEro BpallleHHs. Bpamartens-
HO- KoJeGartesbHHE SHEPreTHY. YPOBHH PACCYHTHBAMHCH
HEMOCPEJCTBEHHO H3 CTPYKTYPH H H3 NOTEHU. -UHH ¢ He-
10/1b30BAHHEM TAMHJbTOHHAHA NOJYXECTKOA HHBEPCHH —
BHYTDEHHErO BpAlleHHS — Bpalllekns. [lonyuennne pesyap.

. TaTH MOTyT GHTb NPHMEHEHH K OTHECEHHIO BPallATeabHOf

crpyktypu HMK-cnekTpa BHYTpeHHEro BpAlUeHHS H HHBep.-
CHOHHHIX N0JIOC, g "t H. B. B
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110: 84452z The geometry and inversion-internal rotation’
potential function of methylamine. Kreglewski, Marek (Inst.
Phys. Chem., Univ. Kiel, D-2300 Kiel, Fed. Rep. Ger.). J. Mol.
Spectrosc. - 1989, 133(1), 10-21 (Eng). The geometry and the
inversion-internal rotation potential function of MeNH2 were detd.
from the rotational spectrum in the ground vibrational state and
from the PQ and BQ branches in the 1st excited states of inversion:
and of internal rotation. The rotation-vibration energy levels were
caled, directly from the structure and from the potential function
using a semirigid- inversion-internal rotation-rotation Hamiltonian.
This approach will make it possible to assign the rotational structure

of the IR internal rotation and inversion bands.

.A./989, 110, ¥ 10
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9 51340. Jlanexkuit wuH(ppaKpacHblii CNEKTP METHJIAMH-
Ha: OrTHeceHHe BTOPOro TOPCHOHHOrO coctosius. Far-in-
frared spectrum of methyl amine: Assignment of the
second torsional state / Oda M., Ohashi N. // J. Mol
Spectrose.— 1989.— 138, Ne 1.— C. 246—250.— Anura.

BuinosneHa HAeHTHQHKauHs panee mnoaydennoro HK-
¢ypbe-ciektpa B 004. uactor 40—350 cM~! c paspeiue-
mueM 0,005 cm~—! merunamuna, CH3NH. (/ Ohashi N. et al.
J/ J. Mol. Spectrosc.— 1988.— 132.— C. 242) yue-
TOM BTOpOro BO30GYXKIEHHOTO  TOPCHOHHOTO  COCTOSIHMSI.
WpentnduunupoBano 35 4YHCTO BpallaTeJbHbIX MEpPexojioB
BO BTOPOM  TOPCHOHHOM cocTosinHH H 87  mnepexonos
v=2«1 Topcuouuoii monoce. Ananns HK-cnextpa ocy-
IIecTBJEH C HCIOJb30BaHHEM TEOPEeTHKO-rpynmnosoro dop-

\X'/ggpi Nﬁ |




.MaJli3Ma, PasBHTOrO paHee, C BKJIOYeHHeM 22 MoJIeK. ma-
pametpoB. OnpejesieHbl Pa3HOCTH SHEPTHil AJs TOPCHOH-
HBIX  COCTOSIHHi W(A,v=2)—W(Ag v=0) =452,776
(2) cm~!, W(E, v=2)—W(A4, v=0)=489,532(1) cm~!,
.K-pble [0BOJIbHO XOpOLIO COrJacyioTcsi ¢  pe3yJabTaTaMH
.MoJlebHOrO pacuera 452,405 u 490,367 cm~!, coorsert-
CTBEHHO. . C. H. Mypauu
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1989

"6 B1511.  MuKPOBOJIHOBBI CNEKTP MeTHAAMHHA: OTHe-

CEHHE H aHAaNM3 NEpBOro TOPCHOHHOrO CcOCTOsAHHA. Micro-
wave spectrum of methyl amine: assignment and analysis
of the first torsional state / Ohashi N., Tsunekawa Sh
Takagi K., Hougen J. T. // J. Mol. Spectrosc.— 1989 —.
137, Ne 1.— C. 33—46.— Awnra. :

Ha wrapkosckoM MukpoBoanosom (MB) CNEKTpoMeTpe
B o6GaactH yactor 2,7—60 I'Tu u MB-cnexTpomerpe ¢ mo-
AyJsilHelt HeTouHHKA B o6nactH 60—90 I'Tu ¢ TounocTsio
0;1 MTI'u 3aHOBO H3MEpCH CNEKTp MeTHJaMHHa, CH3NH,,
B NEPBOM TOPCHOHHOM COCTOSHHH. AHanu3 MB-gannpx
BMecTe C panee noayyeHHbIMH MB- u UK-paHHbMuH pp-
NOJIHEH C HCNOJIb30BaHHeM 3¢deKTHBHOro TYHHEJIbHO-Bpa-
l1aT, raMHJbTOHHAHA JJIsl HHBEPCHOHHOTO TYHHEJBHOrO BH-
xennss NHp u BHyTpennero Bpamenns CHj c Y4YeToM Mart-
pHUHBIX 3aemenToB AK=1 B3aumozeiicTuii p nepsoM
TOPCHOHHOM cocTosiHHH. [lns pacuera vacror 714 JIHHHT
HCMOJIb30BAHO 38 MOJIEKY/SAPHBIX NapaMeTpos. YTounex-
HLIE 3HAYCHHS BPALLAT. NIOCTOSHHBIX B OCHOBHOM COCTOAHMi
paBibl B MI'u A—B=81099,8620(2300), B=22103,36036
(4900), B—C=763,5707(2500). C. H. Mypauy




% /} /éé / 111: 122936r Microwave spectrum of methyl amine.;' assignment

and analysis of the first torsional state. Ohashi, Nobukimi;
Tsunekawa, Shozo; Takagi, Kojiro; Hougen, Jon T. (Fac. Sci.,
Kanazawa Univ., Kanazawa, Japan 920). J. Mol. Spectrosc. 1989,
137(1), 33-46 (Eng). The microwave absorption spectrum of MeNH,
were reinvestigated at 7-90 GHz, with the aim of analyzing the 1st
torsional state. By combining the newly obtained microwave data
with the far-IR and microwave data already available, it was possible
to make an anal. of the tunneling-rotational levels of the 1st
torsional state in which 3 types of AK = %1 eloments were
introduced into the Homiltonian matrix described in the group-theor.
W// formalism developed previously. The present global fit uses 38 mol.
parameters (3 fewer than previously) to describe 714 transitions
pvolving tunneling-rotational levels of the 1st excited torsional state
(67 more than previously). It resulted in a satisfactorily small std.
deviation of 0,00095 ¢m-1 (almost the same as previously) for J <30

" (0 J values higher than included previously). On the basis of this fit,
avoided crossing between K = 0 and 1 levels belonging to A and B
species in the mol. symmetry group Gz are discussed. Stark effect
data, remeasured during the present study, was examd. in connection

. with the AK = £1 iute?ction. )

eA1989, 111, 5
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t- 24 b1251. KBaHToBOXHMHYeckas ouenHka (aKTopos, omn-
PefensioUHX CHIOBbie B3AHMOJAEACTBHS B MOHO3aMeL(EHHBIX
merana / Tynuuwn H. ., Ilysanos 10. B., IlluGaes A.IO.
J] Teop. u IKCMEPHM. XHMHS.— 1989.— 25, No 4,— C. 406—
412 — Pyc. i :

Ha ocCHOBaHHH [JaHHHX HEIMNHPHY., pacyeTa  MeTOJOM
‘CCIl B Gasuce 3—21 I'® u nmoaysMnHpHY. pacyeTa MeTo-
aom MUIIOTI/3 paccMoTpenbl (akTOph, OTBETCTBEHHHE 32
H3MEHeHHS CHJOBHX mocTosiHHbX cBs3efi CH (KCP8 B MO-
Jekynax tina CHsX (X=NH,, OH, F, CI, CN, NC). Axa-

‘/([” . JH3 «op6HTAaNbHHX CHua», onpefeasiomux Beanunny Keu,
nokasaJ, 4To HauGoJsiee BaXKHHI BKJaJ B 3Ty BEJHUHHY AAS
MoJeKyan cHMMeTpHH Cj, BHOCAT 3JeKTpoHH ¢ MO n-THna.
MertuabHasi Tpynna B TaKHX MOJICKYJaaX nposBaseT 3dekt'e
CBEDPXCOTIPS’KEHHS yepe3 CBOM TPYMMOBHE KBAa3H-T-OD& 420
\; . Kauects. xaﬁnma 3/JeKTPOHHHX BJHAHHA Ha K&

X./989 vAY Y, 45 %7// é%é//



JlyueHHasi C TIOMOIIBIO Pa3NOXKeHHs: Ha KOMIOHEHTH noJHOR
‘cHAM BajeHTHoit . jedopmaunn no duwepy u Koabmapy,
B LeJOM COrJacyeTcsi ¢ pe3ysbTaTaMi OpOHTa/bHOrO pac-
cMoTpenns. Haifigeno, uto Hapsaay ¢ 3ddexroMm cBepxco-
npsKenHsi BJAHsHHe HA BeanunHy Kcu B pAdy np-HHX Me-
TaHa, BKJIOYAIOUIHX MOJCKYJH ¢ cuMmeTpuedi Cs, OKasb-
BaKT HEBaJEHTHHC B3aHMOACHCTBHS. ) Pesiome
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114: 32142m Microwave spectrum of methylamine-di: analvsis
of the ground state. Ohashi. Nobukimi: Oda, Motoki; Taxam,
Kojiro (Fac. Sci., Kanazawa Univ., Kanazawa, Japan 920). J. ‘¢l
Spectrose. 1991, 145(1), 180-91 (Eng). The microwave absorsrion
spectrum of methylamine-d: was investigated in the range from 29 to
110 GHz. One hundred twenty-two transitions in the grcund
vibrational state are least-squares-analyzed with 21 mol. Earameters
according to a group-theor. formalism modified from t e method
developed previously for CH:NHz. Pure torsional and wagzing
energy differences are derived from the parameters obtained, arnd a
classical tunneling path during the inversion motion of the unsvm.
=NHD amino group is deduced by combining an assumed parametrization

”« ﬁ 2 for the tunneling path with traditional methods for treating the
interngl_l_‘ot»ﬂtio»n problem. g
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117: 260715t The rotational spectrum of methylamine in a
sdmillimeter-wave range. Kreglewski, Marek; Wlodarczak,
turges  (Fac. Chem., Adam Mickiewicz Univ., PL-60-780 Poznan,
T J: Mol Spectrose. 1992, 156(2), 383-9 (Eng). The title
ye<tra was measured from 120 to 250 and from 350 to 470 GHz in
'« ground and first excited torsional states. The line frequencies
‘¢ cor. for hyperfine quadrupole splitting using a specialized
i“xram which accounts for quadrupole-inversion-internal rotation
¢+:pling, and used with other available data to improve the eccuracy
< ruameters in the Howgen-Ohash's group-theor. effevtive Haniltonian,
‘¢ AK = 1 parameters in the excited torsional states were
<nuficantly changed.

e

.
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" 122: 301664z Calculation of force field and vibrational sRectra
of methylamine using semiempirical quantum mechanical-
method AMI1. Muldagaliev, Kh. Kh.; Khavryuchenko, V. D.; Zaets,
V. A. (Inst. Khim. auk, Almaty, Kazakhstan). Izv. Nats. Akad.
Nauk Resp. Kaz., Ser. Khim. 1994, (4), 19-22 (Russ). The force
field was calcd. for methylamine using the semiempirical quantum
mech. method AM1. For methylamine and its deuterated derivs. the
vibrational frequencies were caled. and the vibrational bands

Qc\/ Ui W) assigned,
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¢ 125:96601v Classification of ground states for methylamine
molecule. Burenin, A. V. (Inst. Prikl. Fiz., Nizhniy Novgorod, Russia

1603600). Opt. Spektrosk. 1996, 80(1), 65-9 (Russ). An expanded geo-

!metrical group of symmetry for nonrigid CH;NH, mol. is constructed.

\The expanded symmetry group contained a poinit group as a subgroup

"and incorporated symmetry of intramol. dynamics both for internal rota-

“tion of Me group and for the more complex torsional—inversional motion

WM / [Z DLZ/ »of NH, and CH, groups. The most complete classification of ground
¢ ' / states for methylamine mol. was obtained using the expanded symmetry

. group in the framework of the concept of chain of symmetry groups for

mol. models inserted one into another. Effect of alteration of mol. models

on elec. dipole selection rules was discussed as an example of the

- expanded group application. ___

C A 1956, 15, NE ®
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F: CH3NH2

P: 3

21B1122. HesMnupuueckye pacyeTH CTPYKTYPH  CHeKTPOB

HeXeCTKUX MOJIEKYJI. NpuMeHeHue K MeTuJIaMUHy n
| mMMeTMIIAMMHY . Ab initio calculations of structures of

spectra of non-rigid molecules. Applications to

metylamine and dimethylamine / Smeyers Y. G., Senent M.
L., Villa M. // WATOC'96: 4{th} Word Congr. Theor.
Orient. Chem., Jerusalem, July 7-12, 1996: Program and
Abstr. - [Tel Aviv], 1996. - C. 61l. - AHDI.

OonucaH MeTon pacuera HMK-CNeKTpoOB HeXeCTKUX MOJIEKYJT C
koJieGaHMAMM OONBbWOM AaMIUIMTYOR M MpUMEHEeH K MOJIeKyJsaM

. MeTUJI- ¥ OMMEeTMJIaMMHOB. Pe3ysbTaTH pacueTa HaXoOATCA B |
XopouweM corjacum C 3KCnepuM. AaHHBIMA n NO3BOJIAKT |

YTOYHUTbL OTHECeHMEe HEKOTOPHX I10JIOC CMNEeKTPOB.
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128: 81551s Coupling between the first inversion and the third
torsional levels in the IR spectrum of methylamine. Sztraka, L.;
Alanko, S.; Koivusaari, M. (Budapesti Muszaki Egyetem, Fisikai Ke-
mia Transzek, Hung.). Magy. Kem. Foly. 1997, 103(9), 420-426 (Hung),

~ Magyar Kemikusok Egyesulete. A no. of transitions (8813) have been
assigned in the n = 1 — 0 wagging band range 680-900 cm~! of the
high resoln. (0.0026 cm~-!) spectrum of MeNH,. The assigned transi-
tions have been arranged into 44 complete branch sets (A type PQ, 9Q,
WW RQ and B type PP, 9P, RP, PR, QR, RR) and 190 non-complete sets.
Irregularities can be obsd. among the upper wagging levels relative to
the periodic properties required by the Ohashi~Hougen formalism worked
out for the description of the ground state and the first torsional state
levels. 54 Torsional overtone transitions (v =3 —0)tok=0w=0,s
__= 1) levels have also been found and assigned.

LA1995, 12017
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F: CH3NH2 ,ZM’O

P: 3
132:214274 The (2 + 2) REMPI study of methylamine
in the 430-485-nm regio Wei, Jie; 2hang, Bing;

Fang, Li; Zhang, Liandi; Cai, Jiye Laser
Spectroscopy Laboratory, Anhui 1Institute of Optics
and Fine Mechanics, Academia Sinica Hefei 230031,
Peop. Rep. China Spectrochim. Acta, Part A,
56A(1), 47-51 (English) 2000 The mass resolved (2 +
2) resonance enhanced multiphoton ionization (REMPI)
spectra of MeNH2 via the (nN,3s) Rydberg state were
obtained at 4 485 nm using a time-of-flight (TOF)
mass spectrometer. They have the sam vibrational
structure mainly due to NH2-wagging mode excitation. -
The par ion relative intensity increases at longer

wavelengths. The multiphoton ionization mechanism is -

@ C |
C-A 669, 13L
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