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11 1139.  Hccaenonanie neamnispuucckii Metogos MO,
HMOMbL-THTONBHBIX B3AHMOACHCTBHIT B AMMEPAX ALETOHHT-

pura. Dagnino M. R, Manna G. la, Paoloni L.

Ab initio MO study of dipole-dipole interactions in ace-:
tonitrile dimers. «Chem. Phys. Lett.», 1976, 39, Ne 3,
552—556  (aHra.) ‘

Metonom CCIT MO JIKAO B 6‘.31rcc OCT-3I'® mpoze-!
JeHbl PacyeTsl MEXKMOJEKYJsSPHOro B3alMOMCHCTBHA B IH-

I/‘}é JQLX arepe aueronntpita  (CHZCN),  (I). l'IpenBapuTe.nbuo’

it

”MpOBCACHb pacueTsl HepARANyof Mosekyas CH,CN B!
6asiicax OCT-3I'®d, OCT-6I'®, 4-31-Td u 6-31-Td ¢ uc-:
NO/b30BAHMEM SKCMCPHM. TEOMETPHH, MOJYYCHHOI KOMOGIit-:
Haunell JTaHHBIX MUKPOBOJH. CHNEKTPOB H 3JEKTPOHHOT mi-!
¢pakwi.  Pacemorpenst 2 cTpykTypst i ¢ antumapadt.
pacnoJo:KeHHeM MoJeKys (la) m ¢ pacnosoxeHuem no-:
JCKyJ «rosioBa K XBocty» (16). B caysae la wusmene-
IHCM TCOMETPHH MOHOMEpOB npenclperatoch, B cryuae
16 ‘neGoablioe YBeJTfuCHie yria HCC (0,5°) nerusbnoit
TPYNMbI, "yyacTsylouiei n_ourlsvaan\xo:leucrmm TMPHBOIUT K

S (GTE VAT

.



NOHHIKCHHIO HCPrHH Ha 0,2 Kax/Moab.  Ontuvanbioe
MOKMOJICKYNApHOE paccTosnue B la u 16 maiieHo oan-
nakosuiM 3,50 A; paccunrannas sueprist o6pasoBanus ai-'
smepa —7,03 1 —5,06 xmk/Monb aast la w16 cooTBeTcT-
BEHHO, MTO TIPHMEPHO B 2 pa3a HHXKe 3KCHEpIM. BeJiHH-
Hl. B cayyae la ‘HaiiieHHOe MeEXMOJEKyJsipHOoe paccTos-'
HHC JIHIIb HE3HAUHTEJbHO MPEBBLIACT CYMMY MEXKMOJEKY-:
Jasipublx paanycoB no Kuraitropomckomy R(CN)=3,38 A,
Toraa Kak aas 16 onTimaabnoe paccrosine N—H
(3,28 A) 3nauntesbHO GOJbIIE COOTBETCTBYIOWICH CYMMBbI
" MEXMOMeKYMAPHbIX PpamnycoB (2,75 A), uro oOBsicHCHO
GamaHcom Mexay cpasbiBalowmMu N...H u paspwixasio-
wrmu N ...C B3aumopeiictBusMu. CiemaH  BbBOJ, UTO .
6asuc OCT-3T'®, mo-puanMOMY, He NOCTATOYEH HJs pac- .
4yeTa MeXMOJEeKyJsapHbIX B3aHMOACHCTBHN, T. K. TJIOXO !
nepejaact rnoseleHHe BOMN.  (-UHH HA COOTBETCTBYIOLIHX
paccTOsHAX M, B, YACTHOCTH,  3aBHIUACT  37EKTPOINYIO
TJIOTHOCT B OOJACTH . HEMOJEJeHHHX  map.

: A. Baratypbani



Chy o e
5 [ zZ‘ "5 N422. * HNaunnccoanonas HK-cnektpockonus uzoam-
POBAHHBIX B MaTpPHUAX CTAGHJIbHBIX OPraHHYECKHX MOJEKYJI. |
Knoézinger E, Jacox M. E. Matrix isolation spe-
ctroscopy oi stable organic molecules in the far infrared
region. «Int. Conf. Matrix Isol. Spectroscopy. Diskussi-
ons tag. Dtsch. Bunsen-Ges. . Phys. Chem. West—Berlin, '
1977. Extended abstr.» Berlin, s. a., 112—115 (aunra.) :
Moayuennt cnextpsl MK-nornomenia CH3CN 1 CD;CN -
B MaTpHUax a3oTa M aprona B o6aactu 50—200 cm—! npn
14° K. Baecto XapakTepioil s KHAKOIl (asbl LIHPOKOIT .
nosocht B cnekTpe HaGmofiensl 4 y3kue JUMIHH,  CBS3aH- :
nble ¢ KoJeOaHHSIMH AHMEPOB C aHTHNAPAJJIEJbHOIT U Ji- |
Heitinoil KondurypamusaMy, Dueprus B3aHMOJACIICTBHA B aH- '
THMapaIenbHOM JuMepe G0Jblue, MOITOMY € HHM CBA3QHBL'
‘monockt 122 n 105 cm~! a HOJIOCbLD_BJI_’?Q\‘C?IG"l OTHeceH:!
. K JuACMIOMY muMepy. ONBITEL ¢ OT2KHIOM pasua nop-
TBePKIAIOT 3T0, oTHecenne. MuBapHaHTHOCTL cnexTPoB mo
E OTIHOLIEHIIO K MaTpHIE IUCKJIIOYaeT BO3MOXKHOCTH HaJoxKe-
mis (GONOHHBIX mOJOC, - - - - - . M. Toukos
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Braraspathy R, Singh 3.,
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135: 185741q Ab initio calculations of the structural, energetic,
and vibrational properties of some hydrogen bonded and van
der waals dimers. Part 4. The acetonitrile dimer. Ford, Thomas

:_Glasser, Leslie (Centre for Theoretical and Computational Chemis-

W » try, School of Pure and Applied Chemistry, University of Natal, Durban,
4041 S. Afr.). Int. J. Quantum Chem. 2001, 84(2), 226—240 (Eng), John

W Wiley & Sons, Inc. The structures, interaction energies, Mulliken at.

% ﬂ charges, and vibrational spectra of five dimers of acetonitrile, CH,;CN,
have been detd. by means of ab initio MO theory, at the second order

level of Moller—Plesset perturbation theory, using the 6—31++G(d,p)

split—valence polarized basis set, augmented with diffuse functions. The

7 ; structural features of the dimers are discussed, as well as their resp.
‘) (e

interaction energies, which have been cor. for basis set superposition
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error by the full counterpoise technique of Boys and Bernardi. The at.
charge reorganizations resulting from dimerization have also been
discussed. The vibrational wavenumbers and IR intensities of each dimer
have been computed and, in the case of the most probable dimer, they
have been used to det. the wavenumber shifts relative to the correspond-
ing modes of the monomer. The shifts have been compared with those
in the IR and Raman spectra of acetonitrile mols. trapped in cryogenic
matrixes, previously reported in the literature. The favored dimer
structure is a centrosym. cyclic species of Cg, symmetry, stabilized by
two weak CH-N hydrogen bonds.

®




