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791228 HUK- CﬂeKprl H30TOMHBIX TANOreHHI0B mrrplma.
Bernitt D. L., Miller R. H, Hisatsune I
Infrared specira of 1sotop1c*nnryrrﬁfﬂes «Spectrochlm‘
‘acta», 1967, A 23, Ne 2, 237—248 (anra.) -

: I/Icc.nenonaubl I/IK -cektpel N 1 15 H30TOMHBIX COCI-.

| HemHit HHTPHAXJMOPHAA M HHTpHADTOpHAA B rasooGpasuoxx;
H' TBEpAOM COCTOSIHHsIX. BHeceHbl H3MCHeHHsI B OTHeceHHe,
.cmenannoe pance. Okasasnoch, uto nosoca npu 460 cu—"
‘paHee TpHMHcaHHas Kone6atnio dTopina, oGycnonneua
-3arpasuenusmu. Ha ocuose cunoBoro nmoast IOpu — Bpj, ;}ﬂﬂx
a TaKXe BaJIeHTHOrO CHJIOBOTO MOJIST PacCUHTAHBI Tep ‘”’3, ;
'HaMHY. H CHJIOBBIE mocTosihnble, Buoa. 23. _‘_’__f’:\
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N ‘Dl " | 70471r Infrared spectra of isotopic halogen nitrates.  Robert,
' - |H. Miller, Daniel L. Bernitt, ar_gg‘EI)S_a;ty_g,_C_-_liiS'muﬂe (Pennsyl-'
'}'\fdﬁia’Sﬁ'té‘Un"iVTUﬁiV&EiffPar T Spectrochim. Acta 23A(2),7

_‘Mt’ M___ 223-36(1967)(Eng). The ir spectra of halogen nitrates contg.!
e UN and N have been investigated in the gas and solid phases.[<—

{ua .&’1/20_('5;, All 9 fundamentals, including 2 previously unobserved ones,

have been identified in the spectrum of F nitrate. In Cl nitrate—
! tone of the 2 previously unobserved fundamentals has been as-|
rsigned, but the 2nd fundamental could not be observed. This-—
. tfrequency was therefore estd. from combination bands. Ther-{
-modynamic properties, barriers to internal rotation, and valence —
‘force consts. for the halogen nitrates have been computed. 33
-—references. o RCSQ ...
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4852ln Bond .mg’lcs in_halides and hydrides of nitrogen |
and oxygen. lidewell, C.  (Them. Dep.., Uiy, St AntTrows, |
ST Andrews/ Fife, Scot) Inorg. Nucl. Ciem. Lett. 1975, 1113
353-7 "(Eng). A no. of mol. geometries are rationalized using a :
hard-atom :model, somc“h'\t similar to fhat used with such /
conspicuous: success’ in describing the structures of simple fonic?
compds. in! the ‘solid state. 'Ihe examples are sufficient o - -
indicate that factors other than electron-pair repulsions nn\ be
important in.detg. the structures of mnple inorg. derivs, of imme
1st-row elements, and that a reappraisal, in lizht of the steric
‘model, of the present dominating position of the val tence-shell
electron- -pair repulsion method as a guide to mol. "enmeu\ may

be appropriate.
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88: 43357f Hydrogen halide, molccular nitrogen double;

doping cxperiments in monatomic matrixes: Near infrared |

spectra and_symmetry propertics of the intermolecular

potential. Maillard, D.; Schriver, A.; Perchard, J. P.;

Girardet, C; Robert, D. (Lab. Spectrochim. Mol., Univ. Pierre

.et Marie Curie, Paris, Fr.). J. Chem. Phys. 1977, 67(9),

3917-35 (Eng). The IR spectra of monomeric and dimeric

hydro, e(? Pali es trappﬁd in mixed N-rare ;}‘a}? matrlicesrwe}:e

p » zevyy; recorded for various N-rare gas ratios. The anal. of the
//'/-'4 . Cril) displacement of the monomer and dimer band frequencies .
f) Theafp strongly suggests the formation of HX-N, aggregates inside the'
2 u"fﬂ/[ 2€"  monat. crystal when varying this ratio from pure rare gas to pure !
N. A convenient anal. form is proposed in order to describe the -

interaction potential energy hetween the foreign mols. and the
matrix. Numerical procedures based on realistic but traceable
models for the representation of the doped crystal structure were
used in order to calc. the conformation of some aggregates inside |

the crystal and to prove the strong tendency for foreign mols. to
agglomerate each other.- The behavior can be explained of the

X monomer and dimer bands frequencies that decrease when
doping with N2 mols. down to a min. for a Ne-rare gas ratio :
60%-70% and then increase up to the HX-pure N frequencies, |
ny in terms of a symmetrization process in the conformation of the _'
Z St

CHK 725 ‘aggregates around the HX [or (HX)2] mol.
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" ges of negative jons. VI. Collisions of

Refaey_Kamel M. A., Franklin J. WL,
. Endoerglc ion-molecule collision proces- :

I~ on (CN), end NOCl. "Int. J. Mass
Spectrom., and Ion Phys. " B 1977, 23, N 1,

13-20 (asrn.) 0855 s
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5B1115. DaeKTpOHHOE CTPOCHHE COCHAHHEHHI 3JeMEH-,
tos V_rpynnst ER; (E=N--Sb;R=H;"Hat)"Conocras-
JieHHe (POTUI> HARX«—CMCKTPUB—H—PACYETOB METO/OM
CC3-X,. The electronic structures of the group V series:
'ER; (E=N--Sb; R=H, Hal). An intercomparison of
photoelectron spectra and SCC-X, calculations. Grod-
zicki Michael, Walther Horst, Elbel Su-
sanne. «Z. Naturforsch.», 1984, B39, Ne 10, 1319—1330
aHraI.) co

( C uCrnosb30BaHHEM HCTOYHMKA Bo36yxAaloulero Hamyde-

nust He-1 uamepennt ¢otosnektponnnie cnektpa (®3C)
‘TPHNLIPHIOB H TPHTAJOreHHAOB 1 [pyOiel ER:
(E=N—Sg; R=H, HaCl). ®3C suntepnpetupoBanubl Ha
octioBe KauecTB. Cjo/Dj3n-MozesH, NO3BONSIOMEN HCCAERO-
BaTb H3MenenHs cnektpa MO H pacnpelenenus 3apsia’
.MO npu nepexoje oT muockoro ¢parMenta Rz K cHcTe-
maM ERj3, CHMMETPHH K-PBIX COOTBETCTBYIOT — TOYEUHBIM
rpynnaM Dzx 1 C3p, cooTtB. HccienoBaHbl TEHAGHUHH H3-:
meteuns ®3C Brosmb M3yyaeMblX PpsfoB, 006yc/aoBJAeHHbIE

X 198855 19, nS Wi, s, H,



3aMelleHHEM LEHTPAJbHOrO aToMa MJH aToMoB R. Meto-
JIOM CaMOCOrJIacoBaliHsg MO 3apsSAy B TNPHOMIKEHHH 06-
mennoro. Xq-notenunana (CC3-Xg), a Takxe pacuHpen-;
HbM  MeTOAOM XIOKKeJIsT PAcCUHTaHO 3JIeKTPONHOe cTpoe-|
HHC H_npoBecleH aHaaH3 3acesneHHocTeit MO B coemmue-
uuax .ERy (E=N-—-Sb, R=H, Cl) u AsRy (R’=H, F,
Cl, Br, J). Iapamerpet Merona CC3-Xo onTiMmusuposa-.

-J'HICI: Ha OCHOBAHHH H3BECTHBIX ATOMHHIX X-K, a Takxe!

MOJIRK. MOTEHUHAJOB . HOHH3AUHH H AHIOJLHEIX MOMEHTOB.
[Moka3ano, uTO BasieHTHblE 3/MEKTPOHHBIE MJOTHOCTH OGOHX
HccaeqoBauHbIX paaos ERs HMCIOT XapakTepuCTHu, Tenael-
LHIO K JACJOKaJH3aUHH NpH nepexofe K 06osiee TSKEJbIM:
roMoJIoraM. YcTanoBjieHa KOppelsuHsi MeXAy Np-HOil BOJ-
HOBOIl -y OY/dr BepxHeil 3aHsATOl MO H KECTKOCTDIO!
OCHOBaHHIT (KECTKOCTb YMEeHbIIaeTCss NPH Mepexofe = OTi
NCl; k SbCL). . -~ . H. A, Tonoas!
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Y77 1985

* 103: 59643k Inversion barriers in NH:X, PH:X, NHXY, and ' -
PHXY species. Yabushita, Satoshi; Gordon, Mark S. (Dep. Chem., |
North Dakota State Univ., Fargo, ND 58102 USA). Chem. Phys.|
Lett. 1985, 117(4), 321-5 (Eng). Ab initio calcns. are presented on!
the inversion barriers in mono-substituted amines and phosphines'
(NH2X and PH:X) and their radical analogs. As expected, using:
~ MP3/6-31G* energies, PH2X barriers are rather larger than those for,
. 2 = the corresponding NH2X and electroneg. substituents increase the!
barriers. CN substitution causes a dramatic decrease in the NHj,
’ Me (7 barrier. All of the radical N species studied are predicted to have,
p" ~ 'small or zero barriers, and the radical NH:0 is predicted to be!
. planar._ PH20 also has a very small barricr.” * _
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118: 261807g Comparative study of the gas-phase bond strengths
of carbon dioxide and nitrous oxide with the halide ions.
Hiraoka, Kenzo; Aruga, Kazuo, Fujimaki, Susumu; Yamabe,
Shinichi (Fac. Eng., Yamanashi Univ., Kofu, Japan 400). J. Am.
Soc Mass Spectrom. 1993, 4(1), 68-64 (En’). Thermodn. data,
AHa 12° and AS» 14", for clustering reactions of halide iona X- (X =
F, Cl, Br, and 1) with N/ were measured with a pulsed electron
beam high-pressure mass spectrometer. In contrast to the fact that
€Oz forms a covalent bond with the fluoride ion to yield the
MNuoroformate 1on, FCO,, the interattion between F and N:O fs
mainly electrostatic. The cluster iona F (N20)a complete the first
shell at n = 6, thus fuvmin“nn octahedral structure. g’ha difference
between F-CO, and F N3O ia di in terms of Coulombie,
exchange, and charger tranafer interactions. The X-(N:0)2 clusters
(X = C1, Br and ) are found to be of Can symmetry, while F-(N:O)
in of 8 twisted form and i« shghtly anym. due to a
of covalency (charge transfer) in the core ion F-..N

L, v -




