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. Bl"oadley J.So,; RO}Jcrtson Joiie
ia‘a’i:U.EI‘O,1911-9, 16“‘5 915 SRR
Structure of dinitrogen tetroxide .

Cc Xrio" 1950, i“"'_&’ . 2320(3.
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The crystal structure of nitrogen
pentoxide ‘
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(_crpyueypa- . ). .. 1959

de.Chcris SoCey 1959, lLiarch, 1288~
1295 ( 2HIVI. 3

ABOTHCTLIE GHTILUDIIT » JCI;O‘I.'ODL'O Fc.U."I.J—
JCINIT, HaCanICCsI Cro ‘16&1’[33'*7’01’0
CICHIPA II CTPOGHIT

Pi., 1959, i 22,77393
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5 4B18I. Cnexrp Komﬁmmunolmoro PaccestHHst W CTPYK-
W typa N.Os. Hisatsune I. C, Devlin J. P. The Ra-
man spectrum and the structare of N20;. «Spectrochim.

o acta», 1960, 16, Ne 4, 401—406 (anra.).—C ueasio onpege-
Cif“] x“ aennst crpykTypst NaO; HCC/eROBaH CMEKTp KOMG. pac. pac-
«tBopa N.O3; B xaopucrom MeruieHe npw —30°C. ITo pe-

~ 3yapTataMm Hccae10Banusi cnekTpos KoMmG. pac. n HMK-no-
CIOUWIEHHST H TEPMOJHHAMHY. JaHHBIM YCTAaHOBJCHO, UTO MO-

Jekyaa NpOs mnMeeT IUIOCKYI0 HHTPOHHTPO3OCTPYKTYPY C

»yraom N—N—O (O —uutposorpynnsr), paBusim 100°. B
cnektpe KoMG. pac. He HaG.ai0xanach JHHHS, COOTBETCTBYIO-
1ast KPYTHJBHLIM KooeGanusM. TepMOAHHAMHYU. PacyeToM

110Ka3ano, 4YTO dacrota 3Toif Janumm Oyzer <50 cm—!l.

BuGa. 18 Hass. o8 B. ITusoBapon

|
f
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7; " Ly | 1960

ol Ol .

5 _5) 135113. Cnextp KomOmmauuoifiioro paccesmusa I’
‘crpocrme N;O;. Hisatsuno I:.C, De yvlin_J, P. Thei
i ‘ 4 Raman spectrum and the structure of N;O;. «Spectro-. . .. .
: chim. acta», 1960, 16, N 4, 401—406 (amr:.).—B cmextpe:
| : ®oM0. pace. p-por NOs (I) B CH,Clp, moayuenmoy mpm: _

4 —30°, maiigermo 6 mmmmit: 1849, 1600, 1291, 772,.614 w i
253 cx—!, B couerammm C ‘Pe3yIBTATAMHI HCCIEZOBATHSA,
‘MK-ciexTpa 9TH JanHLle TO3BOJIOT HACHTH(HINPOBATL

8 n3 9 ocuosubix yactor 1. He maiigema 4acToTa KpYyTHIL- .
. noro roxeGanms I. ITpomapejiemst pacueTs onTpommm I,
© . NCXOAS M3 PANMINBIX IPEANOOKeNmnil 0 reoMeTpnm Mo- -
; JCKYIBT; PeayabTaThl Pacdera JyYme BCETO COMMIACYIOTCH
! 5 ¢ oKemepmM. jamnbiMm, moiydenneu pamee (PHXmM, .. o
1957, N» 23, 73866). Bemrunma Oapnepa Bpamienust BO- . X
i KpyT cpasn N — N COrTacio pacyery, I0-BHIIrMoMYy, MCHL- o
mie, ueM B _cayuae NoOp - B. Anexcamam
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10B87.  Mndpaxpacnuie emexrpi HEKOTOPHIX HeeTa.|

Guanusix m3oyepos N,Oy m N,O;. Hisatsune I o

“DevlinJ.P,Wada Yasuo. Infrared spectra of ‘sonie;
~‘unstable isomers of N;O; and' N.O;. «J. Chem. Phys.»,|
1960, 33, Ne 3, 714—719 (amra.).—Hccnenosaust b obmacT)
300—3000 cx~! cmexrpst mormomenns N;Os; m N0, CKOm-| .
. ACHCHPOBAUNLIX TP T-Pe KHAKOTO N, 1 CIEKTpLI, momy-.
. ICHILIC IIOCXIO MArpCBAINHs COOTBCTCTBYIOMUIX KONAeHCA-; -
+ TOB C IOCACAYIOMIM OXJIWICICITHEM CHOBA 0 T-DH SKNJKO-;
10 N2. COEKTpHI NCCaGA0BAMNCEH B 00:1aCTH 300—3000 ea=t
KAK CCTCCTBCUHLIM HM3OTOIHEIM COCTABOM MOICKYJ, Tax it
oforamennmx usoromom NIS, B pesyasTaTe amaimsza mo-|
JYICHNLIX JANHBIX IOKA3ANO CYIECTBOBAMNNC ABYX HCCTa-|
- Omasnbx K3oMepos N0y I 07mOro H30Mepa NyO;, wro, =
. WOATBEp:KIACT BLIBOAHI, cenanmmie pamee '(PH{Xmm, 1960, -
. Ne22,87452). . . _________ B IOnrvanm

2186110 S N S
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7 Urey-Bradley potential constants in dinitrogen trioxide.'

P. Devlin and I. C. Hisatsune (Kansas State Univ.,
“Spectrochim.” Acta 17, 218-25(1961)(in ™
English).—Force consts. of NOz, N;O,, nitrite ion, nitrosyl’
halides, and nitryl halides were used to cale. vibrational:———~~--——
“frequencies of NzQ:. Since the structure of the latter mol.:

was unknown, several’ structures were considered. The “*‘*"\QQ

results indicate planar Cs symmetry with an N—N bond
.,distance of 2. 08 A. or greater, and the N—N—O angle less ——-
than 110°. George M. Murphv___




vf U BTN R A -
S 2591.  Citopuie mocrosmmuste 10pis — Bpepamn st Mo :
aeryant agotieroro auruapupa. Devlin J. P, Hisat- i
« sunc I. C. Urey-Bradley potential conslants in dinitro- .
\ aen trioxide. «Spectrochim. acta», 1961, 17, N2 2, 218—225 & .
L (anm) —IIpeanoaras ;i1 ModaeRy: 1l NoOj (I) ILLIOCKY 10 P
roudurypauiio (Toucunas rpynmna Cs) I Bapblpys 3ia-
"7 "eniist CTPYRTYPHLIX MOCTOSMUELX, ABTOPLI BLIMHCILTIL Cit-

aoppie moctosinipie I B mprdmKernin IOTCHINIAILIOTD . Q
=-==-;=moaa 10pu— Bpe;ur. HaGop mocrosmurlx, ofecneuipan- ““_'\""'
IMIX HAIUIYYINCE  COTIACHE - BLIUICICHHLIX 11 OKCIEPIIM. : ‘\\
------- BHAYCHIIT OCHOBHBLIX YacTOT 1, COOTBETCTBYCT CJEIYIOMIIIN. ="~~~
’ < BEJIIYIIIAM CTPYKTYPHBIX 'mocrosannnix: r(N—N) 2,08, . \
e 7 (N=0) 1,18, r(’\I—-O) 1,12 A, £0=N=0 134 u Z N -——( ——m s

—N-—. o>, . ~—-— —B. 10urys RN '
- — -nr\nu' ‘ %\‘




Lol 2 = e {194
A% z03 f 1 B114. TMoctosiuume notenniana IOpu—Bpanan B :
— - .a30THCTOM. auriapuae. Devlin J. P, Hisatsune I.C..
, |Urey—Bradley potential constants in_dinitrogen trioxided
~ i«Spectrochim.” acta», 1961, 17, Ne 2, 218—225 (aura.) -y
' TeoMmeTpHuecKast CTPYKTypa MOJIEKYJ bl a30THCTOrO aH-
rHApHAA HEH3BCCTHA, MOSTOMY pacuer. 4acToT KoJeGaHuil
'BBITMOJIHCH AJISI MJIOCKOIT M HEIUIOCKOIt MOAeseil ¢ CHMMeT-
T piteit C, TpH_Pa3HUNBLIX 3HAUEHHAX ATHHB cBs3H N—N n
s yega NNO. OnuchbiBaloTest pasiiiyiibie BapHaHTEl PACYETOB, N~
| 'BLIMOMHEHHBIX C HCMOJb30BAHHEM  CHJIOBBIX  MOCTOSTHHBLIX, Q\
| — = 'yapectHbix A N2Oy 1 NOCL B pesyabraTe. pacyeToB mo——-" -~
{ {METOAY HaHMEHbLIX KBaAPaTOB MO OMNBLITHBIM 3HAYEHHAM
T T T Twactor xoaeGamnit Mosekya N'505 u N'5;03 onpenenenbr—y—=—-
i i12 cuoBblx mocrosuublx -cuctembl IOpu—Bpaaan u noxa- (%\

ST TTTTTTTUTizaHa BO3MOXKHOCTB HX TlepeHoca B PAAY HHTPO- H HHTPO- -
‘ ‘socoennnennit. Jlano orHecenie (GYHAAMCHTaJbHBIX YacToT,

wme et T epneTeIbCTBYIOee B N0Jb3Y NJIOCKOIT MOJCJH MOJIEKYJbl, ~—----—

E ~ " M. KoBuep

oo _: -_T'; s R W b s s
i P ' ; . .
< ! I Y- RS, —
1 3 * =~ i —
|- i .
i H




1964
%v@vm / p.. Ww 2.¢ )

7_&_4 s

} }’7//«‘ Me’ it _W
Runwz 15— 2,0 A, '?uv;o‘/f?f" i
—(,{A‘:"? ’.} 2L QA5 JN-HM -0ty ) © /13°

/S O-NO = (2¢O , [ NM-H=0 (aipprgv ) =

ot L o R Lo SVl 1Y, (.-«4.4._.
19, %){8‘52 | Va (oartn. baprtant.) 1589
vy (c“-‘* uqu/w ) 129 tive (lWM)




FIo,vp (o hemto e woge. )6207 | Ve ( ingprots

veeke JUOR, Vg (o voet) B3 vy (Wt fan)
25 Vs (o) [34) #awww P
nﬂ»u-d\wm At Lpeiny ~R O (s t\‘{u—_
Lw ) W L0 LAt ) [tee -~

J/M"fr‘ ' : /

LN

, .
. 5 4
. 2
- . .



1962

\A;JD 2 The infrared specirum of N,0,. I. C. Hisatsune and K. H.
\'\ . Rhee (Kansas State Univ., Manhattan).~ Proc—Intern - Meeting
_NO_, Mol. Spectry., 4th, Bologna, 1959 3, 989-98(Pub. 1962). The--——
‘infrared spectrum of a mixt. of N,O; and N:O, was studied in the (\l
liquid phase, 2-25 u, and in the solid phase, 2-35 u, at low temp. . x
l "The spectrum is compared with that of pure N:Oy and absorption \
bands due to N2Q; were identified. The similarity of frequencies .
‘of the intense absorption bands indicates that 1 predominant &
\ form of the mol. is present in the gas, liquid, and solid phases. :
- ' The structure of this mol. is planar; it contains an N-N bond. N
{ The 4 intense absorption bands at 1857, 1602, 1300, and 782 %
4 - em.™! are assigned to NO stretching in the NO group, anti- |
symmetric NO stretching, symmetric stretching, and deforma-
tion of the NO; group. The enthalpy of dissocn. of N:O; is 10.3 - g‘

keal./mole. . .. SIE.Vandenbosch

CR-1963-595 ‘ e
4484 c




i 13 B107. Hudparpacuotii enerrp NoOs HHi1satsune )
} 4. C, Rhee K. H. The infrared spectrum of NyOs. «Ad- /%2
,,O's :vances Molec. Spectorsc. Vol. 3». Oxford — London —._ . __
i = 3 “ 7 New York — Paris, Pergamon Press, 1962, 989—998

1 NO, B smaroy (—55°) 1 teepiom (—130°) cocrosinisax:

; : ,!(num.)
e e i —\,\' B Il1K-cuiekTpe moruoumiennst dxBuMoaspHoii cmecit NO™

il

4_..,..<-..-—,;»-~\»ﬁm(cu-nubnmmonanm noJsochl, npnnajeskamure NoOs, 11
1
t

JTIPC;LI0ZKEHO CclIelylomee OTHCCCHIIC YACTOT OCHOBHEBIX KO- _! SI'
e ;——N—;neﬁmnm (B cn~') ams NyOs. (B TBepgoM cocrostnmi): 1857 7 \
=~ | i(pam xom. NO), 1602. (antmemyy. panx. kox. NO.), 1300 Qo

mmm e = == (CIMM. BATL Kot NO2), 782 (ned. nox. NO,), 625 (Beepmoe
! /‘\ ‘rox. NO; B mancroctit N—NOy), 406 (ned. xom.) m mpen- -
—-“""—"."*\ \ [ TTOS10/KNTCIBHO 320 (aed. xoa NO). Ocraanunic 2 ocHon- c:
ey

i impre wacroTst me obmapysientt. Ilpomenieno cpabmenite
QR;nenumm ocnopuniX yactor NO, NOz, N0y, NoOz 1 NoOs. — 7~ V7

5, & o s 7_B.A1011331a_g;___&;

Q




it B . 196
| 8I158. HK-cmektp N,0;, Hisatsu ne 1. C,
0 _}R hee. K. H. The infrared spectrum of N,Oj. «Advarces
Mg LN Molec. Spectrosc. Vol. 3». Oxford—London—New York— "
‘Paris, Pergamon Press, 1962, 989—998 (aura.) ‘
,w_es;qq _,_\___f HK-cnekrper norsowennst cmec NOs; 1 NoO, nccaeno-
i BaHbl TIPH HH3KHX T-paxX B :KHAKOil (¢ase B oGnactiu 2—25 K
‘N___n B TBepAoii ¢ase B oGnacti 2—35 . Ilpi cpabuenn no-—§|»
) JYYEHHBIX CNEKTPOB C H3BECTHBIMI CHEKTpaMu uicroro N,Oy
et b — HAEHTI(HUHPOBAHLI MHOTHE MOJIOCL! MOTJIOLCHHS, IPHHALIC- Y
; \ #amue N0z  Caenyiomas npoGuasi HHTepnperanus faa €0Q
") LICCTH OCHOBHLIM KcJieGanuaM MoJaexyant N2Oj: Basd, Koo B -
NO-rpynne 1857 cxu~!, anrucum. Ban. koa. NO B NO,-rpyn-
. . e 1602 os!, cum. Ban. xoa. B NOg-rpynne 1300 c.u-l,h,.“,-
LA p aed. koxr. NOp-rpynnur 782 cu-!, Beeproe Koua. rpynnet NO, o
- __orHocHTesbHO maockoctit N—NO. 652 cu~! u Buewnee—.- ).
ae¢. xom NO,-rpynnut 406 cu-!. Ormeuaercs, uto ags

Cieee ememe— - —-—-- HHTEPNPETAUHH OCTAJIbHBLIX TPEX OCHOBHBLIX KOJeOaHHil He- ~ —m--
00X0ANMBI JAanbleiiline HccJel0BaHHa B Gojee maneKoii ﬁ

oo oMKoGmacra - K. Bacueaokitii—
0 -19631 3R | . & . e
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© i s

Akishin P.A., Vilkov L. V., Zasonn ‘E Z.,
Rambidi N.G., Spiridonov V.P.

Electron diffraction 1nvestigation of
the molecular structure of some gaseous
oxides. "J. Phys.Soc.Jagan", 1962, ‘17, Suppl.
B-2, 18-19 ( and

l__o 2
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L Ghe. $F

na. Kuczkowski Robert L. The microwave spectrum

of dinitrogen ftrioxide. «J. Amer. Chem. Soc.», 1965, 87,

Ne 22, 5259—5260 (anura.) ;
[Ipi HH3KHX -T-pe Il JaBJeHNil HCCIefoBall MHKPOBOJH.
CMIEKTp YeThipex H30TOmHY. 06pasuoB Mojekysbl N:2Os.

chnepu.\r. 3gayeHHst 4yacToT JHHIIT HaXoAsATcsT B yAOBJe-

TBOPHTC/LHOM COOTBETCTBHI ¢ TEOpeTHY. pacueTaMu. Onpe-
JesieHbl BpallaTeJbHbIE KONHCTAHTBI H MOMEHTbI MHHEDUHH.

[MoaToep:KAeHa MJOCKass CTPYKTypa MOJEKYJIBL. Haitgena:

nmina N—N-cssian: 1,8520,03 A,

1965
332
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w10 . 530.203
Aven M., Mead C. A. '

Electncal transport and contact propertles of low resxstnvnty,

n-type zinc sulfide crystals.
Appl. Phys. Letters, 1965, 7, N 1, 8—10.

Ipoxoxnenne TOKa H CBOHCTBA KOHTAaKTa HH3KOOMHBIX KpH-
cramioB ZnS n-tina. Bubauorp. 13 Ha3B. -

11 _ BI'BUJI

q)_\ \



n S : 1965
'2/[?3 7Zhe microwavé‘spé;:'tiiun of "dinitrogen ' trioxide. Robert | 33,2

v

) * XyKuczkowski (Natl. Bur. of Stds., Washington, D.C.)."""J.
\AA g %ol Chemns”Soc 87(22), 5259-60(1965)(Eng). The microwave
SV apectrum of _N2Q; ‘was obtained. Equal pressures of NO were’
. ' mixed at —78° to a total pressure of 0.1 mm.; N;O; was ~0.1-, .

1% of the total mixt. The mol. is planar or very nearly planar
.with C, symmetry and 2 nonequiv. N atoms sepd. by 1.85 4=:

4 0.03 A. The NO bond Iengths_ and angles are similar to those: [ ~
found in other mols. The rotational consts. (Mc.) and moments. - Ql
of inertia (at. mass units A.2) are: : P
ONNNNO, . OllNNNO’ ONNHNO, OHNHNO, . w
% ATy 12,453 12,206 12,458 12,295 o
B 4226.49 4186.29 4213.00 4172.49 )
Cc 3152.96 3120.37 3145.49 2113.77 SV,
Is 40.60 41.11 40.58 41.12 S
Iy 119.6101 120.7587 119.9931 121.1581 :
I3 160.3354 162.0100 160.7161 162.4055 . )
= Milton Landy . &

.8 -1966. 646
Y9 45 |




— ~109651t) Reexamination of the infrared spectrum of dinitrogen
-trioX1dc.— Walter A. Yeranos and Michael J. Joncich (Northem}
—— llinois™Univ.}" "DeKalb).” “Mol.” Phys. 13(3), 263-68(1967)! '
.(Eng). By assuming a planar geometry of C, symmetry andf
___.by using a Urey-Bradley potential field,” the force consts. of ™
.N;0; were redetd. within the formalism of Wilson’s G-F matrix'
__-method. The results suggest a new set of force consts., some!——~—
of which are drastically different than those previously reported.:

Furthermore, since the ir frequencies used in the present in-—-—
T vestigation were obtained both in the solid state and at low! '

temps., the mean amplitudes of thermal vibrations of bothi——__
T MN;0; and *N,0; are given at 77°K. Finally, it is suggested ;

.that more isotropic ir data are necessary toascertain unequivocally :
——the geometry of N,Oj;. V. N. Krishnamurthy |

vy @




0, BE = Y- (G-
8 1155. Hosoc mnccaeponaiie HK-cnextpa N2Qa..Y el ‘
ranosWalter A,Joncich MichaellJ. A re —exa-|
_mination of the L. R. spectrum of dinitrogen trioxide. «Mo-}|
'lec.. Phys.», 11967, 13, Ne 3, 063—268 (aHrJ.)
Tlns T/AOCKOS MOZENH MOJEKYJIbI N,O; (cinemerpus Cs)
u cunosoro noas IO0pn— Bpanmi ¢ TmoMmoubio Meronal
# F — G-MaTpull Biibcona onpefiesiciibl CiJIoBbie NOCTOSIHHBIE.
Hafigenuple 3HaucHis CHJIOBBIX TNOCTOAHHLIX OT/IHYAIOTCSA
OT paHee H3BECTHbIX MPHMEPHO ila 50%. Boimiciensl Takxke
AMITHTYAbl TENAOBbIX KOneGanHit 14N,0; 1t N20;3 rx)‘n 1’517° Ié \

®. 1968 VA& ot
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|)15B176.
nektpa NoQ; Yeranos Walter A, Joncich Mi- .
chael U_A re-examination of “the"I. "R "spectrum-of- di-

——

MoBToproe  Hccaenopalie

" [nitrogen frioxide. «<Molec. Phys.», 1967, 13, Ne 3, 263—268
g : ys: (S——

anra.)-

( C noMOWbIO AHTEPATYPHBIX MAHHBIX 1O YACTOTaM OCHOB-
HBIX KoJeGanuit 1 CTPYKTYPHBIM MapaMETpPaM BBHIMHCAEHEL
cigoppie xo3d. nons IOpn—Bpenan Monexyant N,Os. Hait-!
AcHnas CHCTeMa CHJIOBBIX K03(. YAOBJETBOPHTEJNBLHO BOC-i
npon3poanT 4yacToThl N2'50;'6, Bolulicjens Takxe cpe.zme-l .
KBaApaTHy. aMIUIHTYAbl KoJeGanuit No'03!® 1 No'0,16 mpu;

Tne 77° K. . e ______M. P. Anues!

\




RABK

-z 188

~——) 14B278. Crpyktypa TpexokHcH asota. Ander §ie
45',0 nL O Mason Joan. The structure of “dinitrogen
—=~trioxidé:«Chém;"Communs», 1968, Ne 2, 99—101 (anra.) |

C nomoiupio Metoaa SIMP N nokasano, 4To TPEXOKHCb

—— a30ta N2Os; IMeeT HHTPO30-HHTPOCTPYTKTYPY ON—NOa.

Crexktpel IMP N xuukoit N2O; cHumami Ha uacrore

9 4 M&‘l{, 'XHM. CABHTH H3MepsJH B MJH. 1. OTHOCHTEJbLHO Ha-

-chilienoro Bomtoro p-pa iouna NO—2. Cnektp SIMP N
— yuetoit xuaxoit NoOs ((npn u3Geitke NO) npu T-pe —50°
.cOCTOSIA M3 ABYX JHHHI C. XHM.  CABHTAMH +165 1

——-—70 MJH. M., TPHIHCHIBaCGMbIX COOTBETCTBEHHO aTOMaM a30-

-Ta B HHTpPO- M HHTpo3orpynnax. B cnektpe o6pasua, npu-

i

|
'
——
I
|

,roTosaentoro n3 sxpumoaspubix Koaiuects NO n NO,, no-

’




Asasgercst curian NoOq ¢ xum. casuroy +243 mau. a. Ipnj
;Bo3pacranun otHowennst NOz/NO pacTeT HHTeHCHBHOCTb]
‘crriana N2Oy4 3a cuer uuTencupHocTi . curiana N,Os; BY
jcnextpe uncroro NoO, HaGmonaercs, oana JHHHA C  XHM.|
rcapurodM 243 MuH. 4. OGcy:KAaloTcsi NPHYHHBL  GOJBILOTO !
IcABHTa JIHHHH a30Ta HUTPO3Orpynmnel B caaboe moje H mpu-|
‘YHHBl YIUHPCHHS JIHHHIL B CNEKTPax. ST, Ypman! .

<D
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) 8B324.
CroTHble KoJebOaHius,

B3aMMOJAEHCTBHS
BrittainAlan H, Cox A. Peter, Kuczkowski

B AN~ 7

JpynoJbHoro

JHMONbHDBY

199

'MHKPOBOJIHOBbI CNCKTP, CTPYKTYPA, HH3KOUA-
MOMEHT H
TPEXOKHCH

KONCTAHTBI
_a3oTa.

)~ ON

(ar

D

cy v

yal  NyOs
1+_N150, (11

I), ON$5—N!50,

oy O B nonoxeunnit 4) ON—NOO'®
‘B nonoxennn 5) 1 OBN—NO: -(VII))

39090 Mey. (1<J<6). B MB-cnektpe 1l uaﬁmonanocx;;—
CBEpXTONKOE pacuicliieniie, MOo3BOJBIlee ONPCACHTL KOll-

(ONM—NU0, (1),

«Trans. Faraday Soc.»,i

(VD)

Robert L. Microwave spectrum, structure, Tow - frequen-,
ibrations, dipole moment and quadrupole coupling ™
‘constants of dinilrogen trioxide.
— 1969, 65, N2 8, 1963—1974 (aura.).
" Msyuenr MB-cnekTp CCMH H30TOHIY. pas

}

HoBIAHOCTEIl MO-|
ON!5—N!0,
(1vy), O

(n,—

N—NO®0O (V)i

(aTom OB8—

B o6aactil 14660—|

N

@

Z——_ :




rpynne NO!  Xaa=—2,340,05, " Xpp=1,12:£0,33,] X =!:

. ,'__jf—.122+034 Mey. Onpeneneum KOMIOHeHTH! * 1&0—2.052-*-“‘
s ‘) _0007 o =0,41=0,007D, u nomlmu -BHOOMBHBIL MOMenT %
~Ip=2,1222£0,010 -D. Ycranopaero; uto (' liseer naknon 9,19
x cBAsI N—N I'Iplmenenm 3HAYeNs. BPANIATEbLHEIX Tiod * -

‘ C= 311281 aaa V A=.116312 B=4201, 86 C= 308405'

. 3 '=12445,5, B= 401554 C= 303359 Mey ~ - (MunuMasabhble

ta pai BpalmaTtenbubx nepexopons (2<J<CB) B BO3BYHK-
) nexmbx\ KoJieGaTeNbHbIX cOCTOSHHAX v7=253, vg=313 cu—!,
<3l TAKIKE B,COCTOSHHAX vp M 2vp. UacTora KPYT. KOJ. vo=|
{=124::25-cy— B. npu6AUKEHNIT~ TaPMOIII: - OCUIHIIATOpA | -
olpefesicHO -3Haueniie Gapbepa 3aTOPMOKEHHOTO BiyTpeH-}
nero Bpamenis 3413 xdauc/moas. Meronom Kpeitume-|:
|ha-Kocreitna onpefesenn! .reoMeTpii. napaMeTpbl MOJEKY-{:
dnet N2Oz: OL—N2=N3—Q4(—0%) -r(N:zNs) =1,8640,007,
1r(N3—01) =1,142::0,004, r(N304)=1,202-0,0086, r(N305)=
=1,217+0,007 A, <O|N2N3 105,05+0,12°, <0.|N3Nu— B
—-112 72-*-0 68°,° <05N3N2=11747+0 4‘7” © Tlonyuenusie =
reoMEeTpitt. - Januble conocTasiensl ¢ AaHHBIME A pOACT-
BEHHEIX MOJIEKYJ H OGCYIKAEHB! C TOUKH 3penist NpHpOAb
XHM. cBsiall 8 MoJekyne NaOs. “ho Al Anel\cannpon;

T CTANTHI cnepmouxoro D3ANMOAENCTBIA A~ a'rmua NS e o

_c*rommblx ‘I—=VII B:0cHOBHOM KONCGATEJLHOM COCTOSHIlNY -
a1 A—124537O B=422648, C=3153,03, masn-11 A== "
- =112204,06, B= 418636 C= 312044 man 1 A=1945524,1 > -
'B=421307,. C= 3[4555 aas 1V A=12°950 B_.4l7254 e

g llJm Vi A—121518 B= 405929 C= 304046 ans VI A=l

" owHGKH. B -3HaueHHsx nocrosunsx A, B, C . cocrapasior o S
%0,03, a’ marcumanbise — * 1,6 Mey), Onn 1 waGmogan-| =




D R .o %
G&’g/\ Microwave spectrum structure, low frequency vibra-: tq

tions,“dipole moment, and quadrupole coupling constants of |

dinitrogen trioxide. _Brittain, Alan H.; Cox, A. Peter: Kuu-i

a, 3 " kowski, Robert L. (Univ. Bristol,” Bristol, Engl.). Tans. ;
Faraday Soc. 1909, 65(8), 1963-74 (Eng). The structure of —
N;O; has been detd. from the microwave spectrum of 7 isotopic |
species. The detailed structure assocd. with the following planar !
- o o E. K

! M’) e \0' : . L l“

: - _configuration is: d(N;N;) = 1.864; d(NyO) = 1.142; d(N.O.)f §
= P = 1.202; d(N;05) = 1.217 A.; angle O;N;N; = 105.1°; O,N;N; »ﬂ\—

— T = 112.7° OsN;N; = 117.5°. The torsional vibrational.fre- ! (
. =~ quency has been measured as 124 == 25 cm.=! The quadrupole — =
QP&L‘JTWWcoupling consts. for the nitrosyl N are xaa = —2.34, x5 = 1.12, '

‘and x.. = 1.22 MHz. The dipole moment has been detd. 28 LN
—————|na] = 2.05; || = 0.5%; and |u,| =.2.12 D. inclined at an angle

of 9.1° to the N-N bond. On the basis of these data, the bond-|
ing is discussed. . - RCTD_

c‘m%:é:g{qe L

s

'-.
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{/6B5249. MWsomepusie mopudHkaunn oxucu asora N.Oy
‘B azotHoit matpuue. Varetti Eduardo L, Pimentel
George C. Isomeric forms.of dinifrogen trioxidein a nit=*
‘roger matrix. «J. Chem. Phys.», 1971, 55, Ne 8, 3813—3821 ——
aHr.) '
( MaMepennt CHeKTPL MOTJIOWEHHA B GaikHelt Y®-, Bumu- ——
moit 1 UK-o6nactax NoO. (1), MaTpHYHO-H30MHPOBAHHOIl B
N,. O6uapy:eio, uto MK-CnekTp MaTpHYHO-H30AHPOBAHHON ~—
I nosHocTbio corgacyercsi co cnextpoM acumy. N2O;. Ilpn
IPONOJIKUTENBHOM OGMYYCHHH MATPHULI CBeTOM rJyoGapa ™
npoHcXonHT cyuiecrsentoe nsyenenue Buia HK-cnextpa,




TIPHBOAALLCE K HCYCSHOBCHHIO CTAPHIX M0JOC H TNOSBJCHIIO-
HOBBIX 1689,7; :1661,0; 969,4; 704,3; 387,4 u 365,5 cm~.. Or-!
MeyenHas TpaHchOpMaUHS CneKTpa CBS3HIBAETCH CO CTPYK-!
TypHoil H3oMepu3auueit acumm. I B cumm. I: O=N—O—N=
=0. Ycranonsen unTepan aaun sosm (7000—9000 A) o6-°
JIYHAIOEro cBera, COCOGHOr0 HHHUHHPOBATh H30MepH3a- |
uuio. O6HapyxeHa 06paTHMOCTb STOro npouecca npH o6ay-
YeHHH MaTpuupl YP-ceetom 3700—4800 A. OTHOCHT. cTa-
GUIBHOCTD acHMM. | MO CPABHEHMIO € CHMM. OlUeHeHa B 5+
*10 xxan/mous. T. Kysbsnu,

A bl T T o v acorta g 4 e ssems andime s g 8 e




m —faretti, Eduardo L.; Pimentel, George C. (Chem.
Dep., Uiiiv. California, Berkeley, Calif.). T. Chem. Phys. 1971,
55(8), 3813-21 (Eng). When N,O; is formed in a N matrix, it
displays a vibrational spectrum very similar to that of the gas- —
phase, asym. mol. (asym-N;03). - On near-ir irradn. at 20°K,

(1757003‘ Isomeric forms of dinitrogen trioxide in a nitrogen /f
« g
/

absorptions at 1689.7, 1661.0, 969.4, 704.3, 387.4, and 365.5
cem-. Both N and O labeling show that this isomer (sym-
N;0;) has conventional, nitrite-like bonding and an extended,
symmetric configuration, 0:N-O-N:0. The spectral region

sym-N,O; is 7000-9000 A; a region in which asym-N;O; absorbs

]

i

l back into asym-N;O; through irradn. in the uv region, 3700~

| 4800 A. Ultraviolet absorption features at 3630, 3810, and —

; 3980 A appear in the spectra of matrix samples during ir-photo-

! lytic production of sym-N;Oy. These features disappear during
the uv conversicn of sym-N:Os back into asym-N,0;, so they are .
process. Through bond energy arguments, the symmetric ni-

i
| 10 keal less stable than the asymmetricform. ___________

however, this structure is converted into an isomeric form with ___

i responsible for the matrix-photolytic conversion of asym-N;O; into , =

(max., near 7200 A). The sym-N:O; can be converted quant. —

. assigned to sym-N,O;; they must account for this uv photolytic =

trite-like structure of sym-NzO; is judged to be no more than 5 &= —

X AN
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(L 2 L 146918w Dmxtrogen trioxide. XI. Electronic spectrum of |

itrogen trioxide. Shaw, A. W.; Vosper, A. J. (South Wnltsl

" 'Grammar Sch. Girls, Salisbury, Engl ). J. Chem. Soc., Dalton ™"
Trans. 1972, (8/9), 961-4 (Eng). The visible spectrum of NgO,

“was detd. in 15 solvents, e.g. CCly, Et;0, PhMe, and PhOMe. .
In all cases an absorptlon max. was obsd. in the red region of the

~spectrum. Values for emax. were 95-120 mole~'dm? except in ————

/ld 1 w_] JLX’ aromatic solvents when the values were higher (150-275 mole-1-:

dm?) and were correlated with the electron-releasing properties .
of the solvent. The near-uv spectrum of gaseous N,O; and its '
solns m n-hexane and H.Owere reported. l

l
I
'
!
|
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50086p - Nitrogen quadrupole hyperfine splitting in the micro- i
ﬁave spectrum of dinitrogen trioxide. Cox, A. Peter; Finnigan,
avid J. (Dep. Phys. Chem., Uniyv. Bristol, Bristol, Engl.). J.

Chem. Soc., Faraday Trans. 2 1973, 69(1), 49-55 (Eng). Anal. ;

_) of N quadrupole splittings, due to single and double N coupling,

\u ‘/L ) in the microw, gctra of N;O;, ONNO;, and ON®NO,, gave . '
Wi ¢ coupli!mmmfmd. Values for Xaa (NO:) and

-

C.o-198, g up @




Xaa (NO) were —2.0and —1.9 MHz, resp., where xqqis a diagonal '
element of the quadrupole coupling tensor in the principal inertial
axis system of the mol. The consts. were interpreted in terms of .
the coupling found in NO and 'NO; perturbed by the weak N-N .
bond. This description satisfactorily accounted for the unusual -
structure and the value of the divole moment in N1O;.

S




Cox A. Peter, Finnigan David J. Nitrogen. quad-
rupole hyperfine splitting in the microwave spectrum of
dinitrogen trioxide. «J. Chem. Soc. Faraday Trans.», 1973,
Part 2, 69, Ne 11, 49—55 (aura.)
. Msyueno cBepxTolKoe KBaApynoJbioe pacuiensenie s MB- !
. ppamareabisx cnektpax NpOs, ON®NO. u ONNBO, 5 06-
Aacti ~ 21 920—38 068 Mri (2<<V/<ZB6). OnpcIenensl Bean- -
yHHLl NOCTOSHHBIX KBaApYyNo:abloro Bp3amMomelicTBist Ha |
J.‘ h * oGoux sinpax N: %aa (NO2)=—2,0%0,1 n 9%wa (NO)=
4 =—1,9+0,1 Mru. Koncrantsl KBaipynoJbloro B3alMojeii-

d CTBISI NNTCPHPCTHPOBANLI C IICNOJL30BANNEM NpHOIIKeNs
Taynca-Ieila 1na OCHOBC PACCMOTPCHHSL KBaApyNoJbHOTO
paanmonciictsnst 3 NO u NO;,  poamyutenioro  caaGoit

. cpg N—N. [To pesione

\J4 b27J.y CBcpXTOHKOC KBaapynoJbHOC paclicniicHue no
W 0 aso THKPOBOJHOBOM CICKTPE A30THCTOTO  AHTHAPHAA. ff?j

2

i

b7
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Moy, WOy [4) 255 7973
/5‘45/&31‘ (’A/

diss. 2hst Il 8, 1974, 57
[/3) gI24°.
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Bidart Charles ., Bv ing JeorgP E.

-Vlbrational opectrum, tors ional poten-
tial, and bonding of‘ gaseous '12 3

" "J.Chem. qus " 1974, 61 N b [ 180l 1292
\ N,
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“ (opMBl HepaspelleHtbX KOUTYpOB.

" HBIX NePeXOf0B,” KOMGHUHDYIOUIHX C JPYFHMII KoneGanusmi.

. 171415. KoneGaTeabHblit cNekTp rasoo6pasHoro N20s.
/BibartCharlcs H, Ewing Geor i
mal spectrum of gaseous N;Os. «J. Chem. Phys.», 1974,
61, Ne 4, 1293—1299 (aurai.) - LT T
[Moayuenst MK-creKTpsl Morjouleist . ra3ooit  cyecH
O—NO,, B KOTOpHIX BblJeJeibl 10J0ChI, npHHaJcKallHe
kommaekcy -NoOs. Onpenéneiint OnTHMalbiible YCJIOBHS 145
Ha6MoAeHHs 3TOTO  KOMILUIEKCd, COOTBETCTBYIOWlMe T-pe
290° K. CriekTpul H3yuelbl B 10X 6 M 1S CHIBNLIX TiO-
goc H 3—12 M nas caaGuix. Orilecenlie mojoc K onpexe-
‘nennbiM KodeGauusiM NpOj; BHIMOJNEHO C HCMOJb30BaHHEM

Gaiofena CTPYKTypa, ofpasopauuias Q-BeTBAMR KPYTHJIb-
KkoMmsiekca. ITo 3Toit CTPYKTYpe YCTaHOBJenHa 4acToTta Kpy-
THAbHOrO KoJacGauus, papuaf 63 cM~!, 3Ta uactoTa Coot-
BeTCTBYeT 0apbepy Juls - BHYTPeNiero. ppalllenns Vpy=
=1 xkan/moab. Buba. 23 =y

IOas psaga moaoc ua-

M. B. Touxos_

ge E. Vibratio—
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120430s Vibrational spectrum of gaseous dinitrogen trioxide.
Bibart, Charles H.; Ewing, George E. (Dep. Chem., Indiana - -
Univ., Bloomington, Indiana). J. Chem. Phys. 1974, 61 “4),
1 1293-9 (Eng). Gascous N20y was prepd. by the equil. reaction = -
of NO with NO2. By carcful selection of the temp. and pressure !
the relative conen. of NaOs was high and its irspeetrum was ob- L 4




v v X

tained without interference from other nitrogen oxide absorptions. ' -
The spectrum reveals new features previously unreported in-
cluding sequence bands containing torsional vibrations. This ~_
7 work, together with other far ir studies, provides an assignment ., -~
of all the N:0; vibrational frequencies. An est. of the internal
_{ rotation potential function indicates a barrier height of the order -
L gf 1 kcal/mole. : P
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\ 5B275. . KoncGateablblii_Cne«Tp ra3oonpasHoro INpus.

Bibart Charles i, Ewing George E. Vibra-
1974, 61, Ne 4,.1293—1299 (anra.) T ¢

“oreHHBIX KiopeTax ¢ mmiHoft nyTi. oT 6-cy 10 30 M. N:O;

. oTHECCHIIE OCHOBHBIX KONEGaHHIT N20s. B o6nacti 470 ¢!
‘o6uapyxeHa HOBast NOC/CLOBATENLHOCTb COCTABHLIX MOJIOC,
~'}13 aHanu3a K-poil Haiifiena MacToTa' KPYTHILHOrO KoJe6a-
st N2Os ~70 cm—1. Ouenen 6apbep BHUYTpeniero Bpaie-
- unst - NoOz — 17 KKaJi/Moab, K-pplt B 2—3 pasa MeHble
_Gapbepa_aas_NzOs. o)

p—

tional spectrum of ‘gascous NzOa. «J. Chem. Phys>, .

8L M. Kuvensgensn,

Grryrrret.Ele 2592 : /yyy

1 Ucenenosan MK-cnexrp NzOs B ra3. COCTOSHHH B KPH- . ..

“I" monyyeli rasohasHoit -HusxoT-puoit p-uneit NO;'u NO B ..
* pnabwiTke mocaenuero.. ITpeanoxeto Hosoe, - Gosee  nosuoe

T ——————
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& Ate.  KLULICAOBAHHE KMIKN-CNCKTpa acHMMCTPHYHOHK
opmpt NoO;. Bradley Guy Martin, Siddall
William, Strauss Herbert L, Varetti

|
>

) N —Q‘ ‘ Arogen trioxide. «J. Phys. Chem.», 1975, 79, Ne 18,.
§_1949—1953 (anra) L , -

e e e o \ IMonyuen cnmextp HK-nornomep xkunkoit_N,Os  np
_ } > T-pax OT —IU Ao B oonactin 50—400 cm~I Ha6mo--
- e — |- eHHBIC B 3TOI 00sacTH moJsockl 76, 160 1 260 c¢M—! ore-
% cCHBLl COOTBETCTBCHHO K KPYTHJBHBIM  KosleGaHHAM, pa-

JICHTHBIM KOJCOaHHAM rpynmnbt N—N 11 MasTHHKOBHIM KO-

- MOJICKYJIbl C Pa3/IiuHBIMH NPHOIIKCHHAMI CHIOBOrO MoOJs
) 4 . - s
7_/@5’5_9%{,{,;{_ _ Aas MPeTOKEHHON MHTEPNPeTalui 1 AAs CJAyuas oTie-

C.'L(: ' ,f;/_,___.neﬁammm uutposorpynnel. Broimosmmen pacuer KoaeGamuii;

N_Eduardo L. Infrared studies of asymmetrical dini- -

N

SPA

“.cenns nosocet 260 cm—! k KoneOamio N—N. Bee Mmetonnr

@.‘(l/’( Mfi,,,;naxor XOpOINEe pE3yJbTaThl NpH pacuere uyactor. Buumc:
JieHHLle BeJHUHHBL CHJAOBLIX MOCTOSAHHLIX OJH3KH K ana-

JIOTHYHBIM BEJIHUHHAN IS CBOOOANLIX  MOJEKyT NO y .

NO,. HedexTbl MOMeHTOB  HHEPUHH, ONpEAeJCHHLIC 1o

- - - pacculTaHHBIM CIJIOBHIM MOCTOSIHHBIM, BO BCCX CJyyasx
@/q% ;(/nnoxo corjacyiotess € ONBLITHLIMH AaHubIMH.  Haitgeunoe
DT L 29 o yacTOTaM 3HaucHie SHTPOMNHM XOPOWIO cOrjacyercst c
pe3y abTaTaMi  TepPMOAHHAMHY. H3MepeHHlf, KOTOpbLle Hepxo-

e - - CTAaTOuYHO TOUINDI, yTOOLI MO3BOJHTL BLIOPATL TPABHAbHOG
otnecenne. Buba. 12. - M. B. Touxoz:

Crry i, ¢, %



B~ AW-22057 (945

5 B5281. Hccnenosanie HHPPAKPACHLIX CHEKTPOB ACCHM-,
MeTPHYHOIT TpexokucH asota. \Bradley Guy Mars.. .
tin, Siddall William, Strauss Herbert L,

. Varetti Eduardo L. Infrared studies of asymmetri-- -
cal dinitroges trioxide. «J. Phys. Chem.», 1975, 79,
Ne 18, 1949—1953 (amura.) . com

Usmepen ~punHnoBonHosbiit MK-cnektp  xuak. ONNOg
B o6nacti 400—50 cM-T TipH T-pax oT —50 a0 —I10% Tlo-" -
joca 76 cM~! oOTHeceHa K - TOPCHOHHOMY - KoJseGaHuio,
160 cM—'— Ban. koa. N—N, 260 cm—!— masitH. Koa. NO.-—
BoJjee BHICOKHE 4acTOTHl GJH3KH K COOTB-IHM 3HAayeHHAM
B mouaekyaax NO u NO,. UYacrora 624 cm~! oTHecena K-
HensiockoMy BeepHomy KoseGanmio NO. Buiuncnenn cuso-

.| BB nocromm“i%?puamam CHJIOBOTO TOJS, MpHe .- .

_yeM_BO_BCEX CJyuasX OBUIH HCNONb30BAHBI MacTOTHl H30- .

. 2 —

S 4 =




TOIIOSaMCILlCHHbIX-. s CpaBHCHHA TIOJYYEHHBIX CHJIOBBIX

noJiell BBeAeHa KauecTB. Mcpa HX nonoGust ¢ nepeBoAOM

Bcex pe3y/bTaToB B OOLLYI0 JCKapTOBY CHCTEMY KOOPAH:

" par. Iloxasamo, uTO BCe 5 BapHAHTOB CHJOBOro nouis
N,O; OGauxe ApPYr K APYry, YeM BCe OHH K CHJIOBOMY
nomo NO; HeoxupanuelM sBasieTcst TOT. (akT, yTo Jay4-
e BapHaHTHl CHJIOBLIX ToOJell, OCHOBaiHHble Ha PasHBIX

oTHeceHHsiX Bag. Koia. N—N, Ommike Apyr K JApyry, 4eMm

mo6ast p. mapa CHJIOBHIX noJeil.. Boluncyiensl TepMOAHHA: |
MHY. QYHKUHH. Sg0s°=73,79 3. e B NpHOMHXKEHHH rapMo- .
HHY., OCIULISITOPA ‘HA OCHOBE TOJMYUEHHBIX JAHHBIX H

74,24 — npH HCMOABL30BAHHH TOPCHOHHOTO MOTEHIUHANA. -
. E. Pa3y»moBa
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* TS
ﬂ + 14 B43. Buiukicaenne monekyaspubix opGutaneit noay-
‘/’ 4 " TOpHOil okucH a3ora, N;O;. Doonan lan J, Macla-
[az g gan Robert G. A. Molecular -orbital calculations on
. 5 dinitrogen trioxide, N2O;. «Austral, J. Chem.», 1977, 30,
: Ne 12, 26183—2619 (anru.) ' :
- .-~ Bumosnen HEIMTHPHUCCKHIT PacueT 3JCKTPOHHOrO CTPOC-
’ aiHa Mosekyasl NoOp B MunnM. Gasnce ¢-umit creiitepos-
ckoro THna. ITpu BuiuHCaCHHN “MHTErpanoB, K-DHIMH Ipe-
#ebperator B cxeme ITIII, nenomb3oBanoch MpuGmnKeine
,.{'Wo -CJICHTEPOBCKHX OPOHTAJICIT TPEMsi- TayCCOBBIMH -1unaMy
-(n3yueHo TakKe NpPHOIHACHHE ABYMS G-LuaMH, K-poe
‘g L AE/S#*»%/77, TPHBOAHT K HEBEPHLIM pe3yabTaTaM). AHANN3 MOJMyueHHbIX
PRPE "MO ykasbiBaer Ha caaboce o-cpassiBanie N—N, oTmeueno
é’;/;/ 2 Tak:Ke cJaboe MPHTSKCIHE MCKAY atomamu O. B wwue-no- R
‘JIOKCHHH, - DTH PC3Y/ALTATH COMVIACYIOTC € aHOMajbHo
p(/ "nsmunoit cosisbio N—N. (1,864 A) B NyOs, a Takxe ¢ ne-
-00TBUIMM HAKJOHOM (2,4°) HHTPOrpPYNNEl B CTOPOHY Hi7-
"-po3uJIBHOrO ()parMeHTa M yMeHbWEHHBIM (M0 CpaBHeHuiy
C Jp. HHTPO3MJIAMH) YIJIOM Npi aTOME a30Ta rpynnm NO,
Bunoaien pacuer ¢parmestos NO u NO; mMonekyan N,Q,
B TOM #&e 0asicc ¢ reoMeTpHU. napaMeTpaMi u3 N,Q,.
Ma 1 IHKCHOBCKHIT. aaH3 3acellenHOCTEH NOKa3asd, yto of.
PN pasosaiiic N,Os_conposoxpaeres HeGOALUIIM G-nepenocoy
v
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3a,.2 (0,16 ) or NO k NO, 1 ymenbiennem 3ace’ch-
HoCTell mepekpuiBanus Bcex map N—O. MoJekyaspune
opGurann N,O; pasnoxenn 1no, op6uransm. NO u NO,

3l flocTpoena xoppedsu. guarpamma yposueii NO, NO, u

N;0;. TTo meroay ®ocrepa - Bojica noJayuchbl J10KalH30-
Bamisle opOuramn (JIO) NoO;, nas JIO nposeien Masuii-

KCHOBCKHIT aHaiu3 3aceseHHOCTEH M HalijeHbl LeHTPH 3a-

pAlOBLIX pacnpemencuuil, TlpoBegeHo — comocraBJjcHHe C
; 710 oo NO* "1t -NO,%, BEUHCJICHHEIT * AHIOABHbIT MO-
stent paser 1,87 D (3kcmepum: 2,12 D). Brimomienn Takxe
' ‘pacuer MetozoM KB ¢ yyeroM AcBATH ABaKAL BO3GYH-
. JeHHHX * Koudurypauuit (Bo36y:KJacHHE € TpPeX BCPXHHX
3aNOJIHEHHBIX ‘HA TPH HIKHHC BakanTHele opGuraau). Cy-

luecTBCHHBIT BKaag B BosHosylo ¢-umio- KB Buocar ase -

BO30ykenne KOHMHIypauHt, COOTBETCTBYIOUIHC Nepexo-
Aay na N—N paspoixasiomic OpOHTaMH, YTO NPHBOAHT
K orpuu. (—0,012) 3acenenHocts nepexpuidanus N—N
(0,11 B oamoxoudurypau. npuGamKeHHH). 3aceJCHHOCTb
nepekpuibaiit O—Opye - TPH 3TOM TakiKe yMelibLIaercs,
+20_ocracrea . nosowutensiof. 0 o M. M. Todwan
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88: 55241b Molecular orbital calculations on dinitrogen
trioxide, N203. Doonan, Ian J;; Maclagan, Robert G. A. R,
(Dep. Chem., Univ. Canterbury, Christchurch, N. Z)). Aust. J.
Chem. 1977, 30(12), 2613-9 (Eng). A min. Slater basis set MO
calen. on dinitrogen trioxide, N20s, is reported. In the
evaluation of.integrals, non-NDDO integrals were caled. by the
3G/S expansion technique. -Anal. of the wavefunction obtained
shows weak bonding between the nitrosyl and nitro fragmentg
and a very weak attractive interaction between the cis-oxygens,
The MO's-for NzOs were expanded in terms of the NO and NO,
MO, A correlation dingram linking the N:O, orbitals with {hoe
NO and NOz orbitaln in prosentod, The Jocalized MOW fop Ny
are analyzed. A configuration Internction ealen, involving (he
ground atiate and 9 doubly nxcll(v'al state confignration, >
reported.  I'wo excited states have signilicant contributions, A
comparison is made hotween the resulls obtained by using g sa/s
axpansion and a ealen, uning n 2/8 expansion, f




ida

T 1982 “Pacuerst TpexokucH asota, N:Oz; MeTogoM
MoJieKyanpubix opOutaneii. Doonan JamJ; Macla-
gan Robert G. A. R. Molecular orbital calculations on
dinitrogen trioxide, NoOs. «Austral.”J. Chem.», 1977, 30,
Ne 12, 2613—2619 (aura.) :

Metozom MO B MHHHM. 0asuce = CI3TEPOBCKHX (-1uit

e M{r E _ uccaeayercs moiekyna NpO;. Muterpanst suuncagiores s

npHGIHKEHHH IMOIAIT ¢ HCnoJb30BaHHEM anNpOKCHMALHK

CI3TEPOBCKHX (-1Hil TPeMs rayCCOBBIMA. Koa¢. pasnoe-

pus MO moaydaloT KoMOHHauHeil HTepauHOHHOI npoueny-

pui Pyrana i MeTofa COMPSKCHHBLIX rpajuentos. Pacuer,

SHepriH OCHOBHOrO  COCTOHHA — MoJeKyam N,O; mpu

SKCMepHMEHTaIbHO HafileHHOil = reoMeTpHu naer

—332,4827 at. en. Hcrnosb3oBaHie B KauecTBe Ga3HCHOro

na6opa CASTEPOBCKHX ¢-uuil, ANNPOKCHMHPOBAHHHIX ABY-

/  ms rayccoBhMH ¢-UuAMH, NPHBOAHT K KAuecTBeHHO HeBep-

@[igw% . HuIM pe3yabTataM (McHsIOTCA KOH(HTYpPauust ocHosHoro
o, TGN,




noayiennoft BOJH. (-LLHH NMOKa3bIBACT, YTO® CyLIEeCTBYeT
craboe cesizmiBanne Mexay  ¢parmentamu NO u NO; u
ouenb caafoe MPHTSIKEHHE MEXAy aTOMaMH KHCJ0poaa B
LMcnosoKeHHH. PaccMaTpHBaercss  Koppessiuionnas JaHa-
rpamma, csisbiBalomas opGuramn NoOs ¢ opGuraaamu NO |
H NO,. PacueT MeTomOM KOH(QHIypal. B3aHMOJACHCTBHS C
YIeTOM JeBSITH JABaXKAbl BO3CYXKAEGHMBIX KOHburypauuil
NOHHIKaeT SHEpPrHi0  OCHOBHOTO COCTOSIHHS J0
—332,6004 ar. ex. OGcyxpaercst BaHAHHE BO30YIKACHHBIX
koudurypauuit_na BOJMH. ¢-LUHIO. 10. T. AGawkmi_

(1 4
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%ﬂ/ 88: 112855f The near ultraviolet absorption spectrum of
N gaseous nitrous acid and nitrogen(III) oxide. Stockwell,
William R.; Calvert, Jack G. (Chem. Dep., Ohio State Univ.,,

Columbus, Ohio). J. Photochem. 1978, 8(3), 193-203 (Eng). -
ﬂ_/V New measurements of the absorption cross sections for N203 and
HONO vapors were made at 300-400 nm. The N:03 data were
derived from the obsd. spectra of equil. mixts. of N20az with NO,
NO: and N:20.. HONO data were derived from its equil. mixts,
with NO, NO3, N2Oa and N:Qao Correction for the absorptions of

%¢ . Mﬂ% NOz and Nz2O in the st mixts, and NOz, N:Qq and N:Oy in the

S mixts, wore mado by -using the measured initial compas,
together with equil. and NOz, N20« and N:0a absorption cross
@

CA AT L 26




section data. The measured cross sections for HONO(g) are
significantly greater than those reported from similar expts. by
H. S. Johnston and R. Graham (1974) and are somewhat smaller
than those recently ‘published by R. A. Cox and R. G. Derwent
(1976, 1977). The new data are consistent with relative rate
measurements for the photochem. reactions HONO + he — HO
+ NO and NO2'+ hr — O + NO studied in a simulated-sunligh=|
t-irradiated reaction chamber at low reactant concns. The Ist
order rate consts. for the 1st of these reactions in the lower atm.
are estd. as 0.089, 0.088, 0.086, 0.083, 0.077, 0.068, 0.054, 0.035,
0.017 and 0.0044 min-! for sea level and no ground reflectivity
with solar zenith angles of 0, 10, 20, 30, 40, 50, 60, 70, 78, and

S, resp,
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S//’ 7 .wr 91:65390a A normal coordinate analysis for sym-nitrogen

3 oxide (Nz0s). Varetti, E. L. (Fac. Cienc. Exactas, Univ: Nac,
La Plata, 1900 La Plata, Argent.). J. Mol. Struct. 1979, 53(2),
275-80 (Eng). A mol. configuration of Cz2» symmetry is proposed
for sym-N203 (O:N-O-N:O) isolated in a- N2 matrix. The
measured IR frequencies for the normal and 15N-substituted .
mol. are used in a normal coordinate calcn. from which the form .
of the normal modes of vibration as well as the corresponding ;.

2 \ ! _force consts. are derived. __ . . ____,
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195223.  Pacuer wopmassmmix KoseGanui enmm-N,O 1
Varetti E. L. A normal coordinate analysis for symjy'
N20s. «J. Mol. Struct.s, 1979, 53, No 2, 275—280 (aura.)
Tlposenen pacuer nopmambubix KoseGanuit A3 TJIOCKHX -
KOOpAHHAT cHMM-N;O, (0=N—O—N=0) (1), HCIOMb- -
3ys KCNepHM. QARG To HK-cnektpam 1 u ero *N-ana-
jlora b MaTpHUE a30Ta DPH  HH3KHX T-pax B 06JacTH
2000—250 cM~!. Yroa Mexay HanpasaeHHAMH O==N-cpg---
3001, OnpeseERHILI NS COOTHOWIECHNS HHTEHCHBHOCTCH mo-
Jdoc Baa. Koa. O=N-cBs3ei COrJIacyeTcst ¢ IJIOCKOIT KOH-
(urypauneit Mosexynn, umeioumesi cummerpuio Ca,. Pacyer-
[I7I0CKHX HOpMaJbHLIX KosieGanHit Moaekyast I Taxue nox-
TBEPXKAAET  NPaBHJABHOCTL  BHGpPaHHOI 'KOHGHrypawuy,.
Onpeaenenst hopMbl HOPMANbHBIX KoJeGammi;. H CHJIOBHe-
nocrosuueie I TToayuennme cuiopme NOCTOSIHHLIE COmo—

S v
@
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04 1620558 Mala s .
st thetoon Ldolecular constants of syrmmoteie (dinie.
y ' o el . 0n¢ Jrmnicirie amitie,;cn
,e/ﬂ:)) _ L;zo.-.xd,. I\atqra;aq.A.; Rajendran, S. (Dep. Phys., Autonomous
P. G. Cc;nt., Tiruchirappalli, 620020 India). Acta Cienc. Indica
[S(‘I‘.] Ihys. l'.)rSO, 6(2), 31-5 (Eng). The potential cnchv.'
consts. of"_ sym. N2Oj were evaluated on the basig of the ;;enc:ru"'"
velence force field. Mean square emplitudes of vibration.
;:ono’i'_alxzcd mecan ;quu’rc amplitudes of vibration Corioiix
coupling consts., shrinkage consts 1 i di G
o i . ; » shrinkag hsts., and rotation distort
(/&a‘/‘_/ﬁ'[-&f . consts. were.also computed. The thermodn, propcrtics’of tt‘}(;xx
P 1111101. were cmggblor the ideal gascous state at 1 atm. pressure for
/ temps., 100-1000°K., by using a ric or ha
. . rigid r a ic
/l ’7 oscillator annroxn. o g o otor harmonic |
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5J3349. Hamepenue mnoOCTOSHHBIX KBajApPYNOJBHOH CBS-
)31{ sigep asora B Kommiaekce ON—NO;c Hcnoan3oBanuem
CMEKTPOMETPZ € MMIYJAbLCHLIM  MOJIEKYJSIPDHBIM  NYYKOM
duaaiirepa — Baana. Nitrogen quadrupole coupling mea-
surements on ON—NO, using the Flygare—Balle pulsed-
beam spectrometer. Kukolich Stephen G. «J. Amer.
Chem. Soc.», 1982, 104, Ne 25, 6927—6929 (anura.)

C noMmolpblo MHKPOBOJH. (YPbe-CICKTPOMETPAa ¢ HM-
NyJbLCHOIl CBCPX3BYKOBOIl MOJCKYJSPHOIt CTPyeit H3Mepen
MHKPOBOJIH. CNekTp AHamariy, xommiekca NO—NO, co-
ATOSLICrO H3 mapaMart. Monle?}'lsm_n_NW&mb.
3yeMOM CMCKTPOMCTPE H3MCPAIOTCS CHTHAMB  TYIIeHHS
csoGoanoit muAykuun rasa). Maentudnumposana cpepx-
TOHKast CTPyKTypa 6 BpaumlaTesblbiX NCpexonos ¢ J<4
OCHOBHOTO KoJie6aTeNbHoro cocrosinns. Onpeaenenst 3ua-
UCHHSA TNOCTOSHHLIX KBAZPYMOJILHON CBA3M  0GOHX  sifep
asora. [TosyyeHHble 3HAUEHHS STHX NOCTOSHHHIX €Qgq,—
=—1,7766, eQqy=0,0585 MI'u mazs NO n Qo=
=—0,5260, eQqsp=—4,1941 MI'n mast NO; 3uauntespno
- OTJIMYAIOTCS OT HX 3HAUCHHI IS CBOGOMHEIX Monekyn NO
1.NO:.. . e oM. P. Anuesn
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9 b281. H3mepeHHs KBajapynoJbHOro B3aHMOAEHCTBHS
azota B ON—NO, ¢ nomouibio cCnekKTpoMeTpa HMMyJabCHO-
ro nyuka ®aaiirepa—DBoase. Nilrogen quadrupole coup-
ling measurements on ON—NO, using the = Flygare—
Balle pulsed-beam spectrometer. Kukolich Ste-
phen G. «J. Amer. Chem. Soc.», 1982, 104, Ne 25,
6927—6929 (aHra.)

C mnomouwblo MB <ypbe-cnekTpoMerpa HccIen0Bana
CTC mepexono loi—0os, 2i12—l1, Z202—lo1, 21—1,
312—313, 413—414 xommaekca ON—NO: B  uMmnyabchom
nyuxke (LEHTPHl MepPeXo0B COOTB. mpH 7379,541; 13685,411;
14660,6; 15832,551; 6435,669; 10695,832 Mru). IMoayuenst
caeyloUmHe 3HAYEHHs]  BPALIATeNbHBLIX MOCTOSIHHBIX H MO-
CTOSIHHBIX ~ KBaJPYNOJIBHOTO B3aHMOAEHCTBHA (B Mru):

A=112412+22, B=4226,530+£0,012, C=3152,966=0,012;

NO-npynna — eQqaa=—1,7766£0,0037, eQqgy,,=0,0585+
+0,0021;  NO, Tpynna — eQqaa =—0,52600,0035,
eQqupy=—4,1941+0,0018. Ommeuaercss, uTO HaiigeHHble
napaMeTpsl KBaApYMoJbHOTO B3aHMOAEHCTBHS 3HAUHTENbHO
OTJIIMMAIOTCSl OT (COOTB-IHX 3HAYGHHIl AT CBOGOAHBIX MoO-
aekyn NO st NOz. __ _ B. M. Kos6a
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10 J472. Cnektpnt HK-noraomenuns OKHCJIOB a30Ta B
XHAKOM KceHone, Haomepusauus N,O;. Infrared absorp-
tion spectra of nitrogen oxides in liquid xenon. Isomeri-
zation of N,O;. Holland R. F, Maier Wil-
liam B, II. «J. Chem. Phys.», 1983, 78, Ne 6, Pt 1,
2928—2941 (anra.) . -

Hayuennt MK-cnektprr (3900—240 cm—!) oKHcJ0B - a30-
T3, DACTBOPEHNHIX B XKHAKOM KCEHOHEC TPH T-pe 160—
220 K. Ilposeaen KosieGaTenbHblii aHaaH3 CIIEKTPOB OKHC-
JIOB a30Ta B JKHAKOM Xe H CONOCTaBJeHHEe HX CO CleKT-
paMH 3THX OKHCJIOB B rasosoii (ase. I/Inelmubuuupoaauu
noJjocsl KoneGanuit Monekyn NO, NO,, (NO),, NO; u
N2Os. Onpenenens! HHTErp. BeJHYHHBl CCYEHHIT norJone-
nust MoJiekys B KHAKOM Xe. Ilpenmosmozxeno, uro cum, y
acuM. Kongopmauuu momekyn NyO; B xuikom Xe Haxo-
AATCA B JAHHAMHY. PAaBHOBECHH, IPHYEM pasHOCTH 3Hepruxu
STHX H30MepoB ue npesbimraer 1,8+0,2 kKaia/mons, [Io-

gg/ggé’, _./__.8/ A//O.



kaszano, uro Mmousekysasl (NO), o6pasyiorT umuc- ¥ TpaHc-
Kougopmepsl B kHakoMm Xe. CaenaH BLIBOA, YTO CJIOKHAS
crpykrypa HK-mosoc monekyn NeOy B KHIKOM Xe o6y-
cJI0BJIeHA HAJIO:KeHHeM MmoJioc (yHAAMEHTAaJbHLIX H CO-
CTaBHBIX KoJe0anuii, B3aHMOZAEICTBYIOUHX IO MeXaHH3MY
pesonanca ®epmu. BuGn. 38. H. B. A~
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* 23 B1035.  TeopeTHuecknii aHAAM3 OTHOCHTCAbHON cTa-
GHALHOCTH H3OMEpPHBIX (opm Tpexokucu a3ora. Estudio
teorico sobre la estabilidad relativa de las formas iso-
mericas_del trioxido de nitrogeno. Jubert A. H, Va-
retti E. L. «3 er Congr. argent. fisicoquim. 3 ra
Reun. argent. fisicoquim. org., La Plata, 19—93 sept.,
1983». La Plata, 1983, 193 (ucm.) o
Heamnupnuecknm Mertogom MO JIKAO CCII BLINO/THe-
HBL pacueTbl pasiYHLIX KoH(pOpMepoB NyOs.  Menosso-
BaHH Oazuchble HaGopst OCT-3I'®, 4-3I1Td i 6-31T .
Haiigeno, uro nuc-popma na 4,31 kkan/sous Gosee cra-
OnabHa, ueM Tpanc-gopma. Bapbep nepexona OLEHEH g
7,12 kkan/vmonb. Pasnocts Mexay Hecum, (CH.\IMETp}m
Cs) n cumm. (cumMerpus  C,y) KondbopMaunusmu g MH-
HHM. Gasuce cocrapaser 41,6 kxkan/moab (pacuer MIIan
NPHBOAHT K Beanunie 33,6 kkan/moan). Meropom nan
CO CNEKTPOCKOMNY.  NapaMeTpHsauueli  BHNOMHen: pac-




ueTHl IHEPTHIT 3JICKTPOHHBLIX TepexonoB  coctosumit JA”,
1By, 1A,, COOTB-IHX nsT*- -nepexonam. [Jus Hecnumcrplmnou
N20Q; naiinen s.neK'rpOHnbm nepexox c sueprueit 642,4 nM,.
a JJs CHMMeTPHYHOI N203——c SHEPrHAMH 397 H 396 uM.
i . E. Cmonsp
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20 B175.  Hayuenne MHTEDPKOHBEpPCHH M XapaKTePHCTHKA.
CHMMETPHYHOTO H CHMMETPHYHOrO  TPHOKCHAAZ a3oTa B
MaTpuuax okcupa asora meropmamu KP- u HK-cnekrpocko--
nuu. Interconversion studies and  characterization of
asymmetric and symmetric dinitrogen trioxide in nitric-
oxide matrices by Raman and infrared spectroscopy:
Nour E. M, Chen L.-H,, Laane J. «J. Phys.
Chem.», 1983, 87, Ne 7, 1113—1120 (anr.1.)

I) Hayuyennt HK-cnextpn B° ol6nacm 400—2000 cm-!
; . - cnektpot KP (100—2000 cM—!) acumM. Tpuokcina asora
é/ W MM? ONNO, (I), cunrtesnponannoro nz NO 1 Oy, B3ATHX &

briowreimr5=15:1.8 NO, Ar, N, u CO, MaTpiuax mpy,
12K. Hs-3a nammunst nabmrka NO B cnekrpax MaTpui;
Habmozancst psg nosmoc anmepa NyO,. CrnekTpockoniye-
ckil OGHapysKeHo, uTO Npi (OToJH3C MaTpHIUb | H3Jyye~
nnem Kr+-nazepa ¢ A 5682, 647,1; 6764 i 752,6 um p
TeyenHe 10—120 MHH TNpoHCXOAMT NO.JHAsN KOHBepCHs |

B cuMM. TpHokcHx _ONONO (II), a ¢oroaus MaTpHum ]

)( /gg‘g /9 H3JIyuYeHHEM Ar+-m H 488,0 UM BH3mBaer
X j LX</ obpatuyio xousepcmio Il B 1. Chenamsl oTiecenys BCex
Y 9 dynramentanbnuix KoneGammnit | u 7 xoneGamuii || B

A, s




‘UK- u KP-cnektpax I, 11 145 H30TOMHYECKHX PasHOBHI-
“wocteit “N,O; n 15NpO;. DKcmepHM. OTHECEHHST MOATBEPIK-
nenwl pacueraMi yacToT H (OPM HOpMAJbHBIX KoJieGanHii
monekya I, Il mas mopeseit CHMMETpiti Co;.  YTOUHEHH
.othecenis Bad. Kkoa. ve (N—N) 266 cm~! 1 neniockoro
_nedopymau. xoseGanust vs (NOy) 627 cm~! B cnektpax L
3Hauvennss yacToTsl 1 CiOBoii mocTosHuoil 0,57 Mmanu/A
:KoneGanuss vs xapaxtepusyior csasb N—N Kak BechMa
cnabyio, XoTsi i Gojiee CHJbIYIO, YeM Mpeanosaranoch pa-
Hee N MOATBEpKAAET  NPCANOJOKeHHE, uTO CTPYKTYPa
cBsizeil B I moxer GbITb OMiICAHa Ha OCHOBE CJETKA BO3-
MYLICHHBIX HEAHBHAYaJbHBIX MOJCKYJI NO, n NO. 3uaue-
Hlle CIJIOBOji NOCTOSIHHOI MOCTHKOBOI CBS3H N—O B II
coctasiio 3,61 mann/A. OTmeucna Baxuias po.b HBGHTKE\
sosckyn NO aas peasinzamy  (OTOMIAYILIPOSAHION
nntepxonsepenn  1=1IL A. H. Kypckuit:

Ha
H ¥



10 1473.  Hayuenue MHTEDKOHMBEDCHH M XapaKTepHCTH-
Ka acHMMCTPHYHBIX H CHMMETDHYHBIX MOJEKY] TPCXOKHCH
AHA30Ta B MaTpHUAX OKHCH a30Ta MeTOAaMH ceKTpPOCKo-
M KOMGHHAIHOHHOTO PACCESIHHSI CBETa M HK-noraome-
uus. Interconversion studies and characterization of
asymmetric and symmetric dinitrogen trioxide in nitric
oxide matrices -by Raman and infrared spectroscopy.
Nour E. M, . Chen L.-H, Laane J. «J. Phys.
Chem.», 1983, 87, Ne 7, 1113—1120 (anura.)

Ionyuenst  MK-cnektpur  (4000—450 ‘cm—!) MOJIeKY.1
TpexokncH Anasota (I), H30/HPOBAaHHBIX B MaTpHuax oxu-
ci asora npu T-pe 12 K, a Taxke CHEKTpH Komo, pac.
MaTpPHYHO-H30/IHPOBAHNLIX "Moneky’1 I npn Bo3by:xacnun

/}/ ;/{9 ap 76590 /983
3

] JIa3ePHBIMH  JIHHHAMH B aianasone 488,0—752,6 i, Ipo-
/. BeJleH aHanH3 HOPM. KoieGauuii M ONpefeseHsl snayenms

MZW/ lt) CHJIOBBIX TNOCTOSIHHLIX CBsi3eif CHM. H acHM. KOH@OpMepoB
I B matpuue. OGuapyxeno, uto B nyuke JTHHHOBOJTH,

[J{,(c/ /l[)[’/) . (568,2—752,6 um) H3nyuenns haGmonaercs KOH(OpMa-

LHOHHBI NEPeXoa M3 acHM. B CHM. n3omep I B MaTpHue,

TOrAa = KaK MpH _ KOPOTKOBOJIH.  OGmyueHHH  (4880—

0. /9538, 18, W16




514,5 HM) MPOHCXOAHT OGpATHLII MepexoA M3 CHM. B acHM.
¢opmy I. BenHUHHB CHJIOBBIX MOCTOAHHHX cpaseit N—N
A N—O B acHM. H CHM. KOH(OPMaUHSX MaTpPHUHO-H3O/H-
poBanHBIX Monekysa I paBHbl 0,57 u 3,61 muun/A coorset-

creenno. Buba. 17. H. B. A
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98: 1344908 Interconversion studies and characterization of
asymmetric and symmetric dinitrogen trioxide in nitric oxide
matrixes by Raman and infrared spectroscopy. - Nour, E. M.;
Chen, L. H; Laane, J. (Dep. Chem., Texas A and M Univ., College
Station, TX 77843 USA). J. Phys. Chem. 1983, 87(7), 1113-20
(Eng). " The 1st laser Raman spectra of both asym. dinitrogen
trioxide (as-N:03, O:NNO). and sym. dinitrogen trioxide (s-N:0,,
ONONO) were collected by stabilizing these species in NO matrixes
at 12 K. -Laser irradn. at wavelengths from 5682 to 7626 A converts
as-N203 to s-N:03 but wavelengths of 5146 or 4880 A convert the
sym. isomer back to the asym. one. The Raman data along with the
IR spectra of several isotopic specles (with 18N and/or 1*0) for both
mols. made it possible to resolve previous ambiguities in the
vibrational assigniments of these isomers and to carry out meaningful
force const. calens. for them. The N-N stretching Irc(}uency at 266
cm-! for as-NyOas and ita stretching force const. of fnn = 0.57
mdyn/A both are characteristic of a very weak bond, although these
values are higher than previously proposed. The N-O single bond
stretching force const. for s-N3O3 was 3.61 mdyn/A.

C.A. 1985 98 n 16"
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11 51025.  TeopeThueckoe .M3ydeHue ~ OTHOCHTeNLHOJ
drabuasHoctn naomepos NoOs.- A theoretical study of the
f{é]ative stability of the"Tsomeric forms of IN,Os, Jubert

lieid H., Varetti Eduardo L, Villar /Hu-
g0 0., Castro Eduardo A. «Theor. chim. actas,
1984, 64, Ne 4, 313—316 (anra.)

B Gasucax OCT-3 I'd, 4—31 I'® 1 6—31 T'd nposege- .
HBl HCIMIHDHY. DAaCueTHl 3JCKTPOHHON CTPYKTYPH, reoer-
‘PHY. NApAMETPOB H OTHOGHT. CTaGHJBLHOCTH H30MEPOB o.

W w 7 Jekynst NoOs: acumMm: ONNOz (1) crmm. ONONO (1.

'/,ycrauonneuo, NTO 'pacCUNTaHKass Aas | reoMeTpus smauy.

TEJbHO JIydlle COIMIacyeTCsl C SKCNCPHMEHTOM, ueM naHmme
/V/l ) nosysmnupuy. merogos INITAIN/2,  MUIIOTI/3, yrigr,

I ATIT/C-KB. Pacyer nokasan, 4To nanGosee CTaGH/L-
W@//ZC/MMM( "Hoit xoH(opMauwueii n3omepa I (na 4,31 KKaJI/MOJIb) 5B~

JsieTCs_UHC-KOnGOpMaNHs, Npi_3ToM TOTEHUHANBHLIL Gapy.-

X198, 19, W]/



ep AJs Nepexofa H3 IIHC:. B TpaHc- KOH(bOPMAIHIO COCTAB- |
aisieT 7,12 KKasi/Monb, Haitneno, iro usomep Il  Gosee
‘craGuien, uéM usomep. I, XoTsi, KaKk OGHAPYKEHO SKCIEpH-'
MEHTaJbHO, TOJbLKO TOCJAEAHHII CYUIeCTByeT B Ta3oBOIf’
‘tase. Sror ¢dakT OoGBACHEH TeM, YTO NPH - ra3odasHoil:_
Q-UHE MEXAY NO u NO. oGpasoBaxme I Gosee nmpenpmou-
THTGJIbHO KHHCTHYCCKHM. -~ __ 0O. A. Bacyenxo
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- 6 1126. ° Teopernyeckoe HccjeaoBanHe OTHOCHTCIbHOM
ycroitunpocti n3omepubix ¢opm NoOz. A theoretical study
of the relative stability of the=iSomeric forms of N,0;.
Jubert Alicia H, Varetti Eduardo L, Vil-
lar Hugo O, Castro Eduardo A. <«Theor. chim,
acta», 1984, 64, Ne 4, 313—316 (aura.) -

d1eKTpoHHoe u.p%lll_le_monexynm N;O3 paccuurano ne-
sMnipny. Metogom C CTTITTIOSIB3OBAtMEM  CrPYTHpo-
BaHHbIX rayccoBblX GasucoB OCT-31P, 4-31 Td u 6-31
I'®. Onpeaenenbl’ KOOPAHHATE MHHHMYMOM TOTEHIL. moBep-
XHOCTH, COOTBETCTBYIOIIHX  aCHMMETDHUHOMY  H30Mepy
(ONNO,) 1 umc-H TPaHCKOH)OPMALHAM CHMMETPHUIOrD
nzomepa ONONO. YcranosJeHo, 4To LHCKOHGODPMEp Hmeer
sHepruio Ha 4,31 KKan/MOJb HHXKE, YeM TpPaHCKOH(pOpMep;.
BLICOTa MNOTeHL. ‘Gapbepa 3aTOPMOXXEHHOrO = BpalleHHs B
ONONO cocraBuaa 7,12 xkan/monb. AHajnornyusle pacye-
itet NO; BHIMOJIHEHB TPH TOMOULI NOJYSMNHPHY. TIpoIe-
Ayp B pamKax npuOmuiKenns myscsoro Anddep. mepekpmi-
panus. [TokasaHo, yTo Taxkoil MOAXOA NMPHBOXHT K HEy.OB-
JIETBOPHTE/LHBLIM OLEHKaM TCOMETPHY. MapaMeTpoB oGoux
‘M30MEpoB. . - A. B. 3aiiuesckuitl
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. 100: 74324p A theoretical study of t ati ili

isomeric forms of nityogcn oxide (N:03). t“:](tngt:&::m:\tl)i'c?: tl-llle
Varetti, Eduardo L.; Villar, Hugo O.; Castro, Eduardo A. (Fac
Cienc. Exactas, Univ. Nac. La Plata, 47y 115, 1900 La Pl ?c'
Argent.). Theor. Chim. Acta 1984, '64(4), 313-16 (Ea 5
The_ _electromc.struct'ure. geometrical pnramet'ers and rel qg).
stability of the isomeric forms of N203 were analyze'd b l'ne e
ab-initio calcns. Total energies of the different isomemy meem}s o
The energy difference between the most stable conformers fngen.
N20; is 4.31 }(cn;{mol, as provided by a 6-31 G basis set. Theoh s'yx}?'
of the rotational barrier detd. by the ab-initio technique is ezlgmt

/00, N /O
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13112, WuTtencusioctH MK-nornowenua N,O;. Infra-
red absorption intensities for NoO;. Kagann Ro-
bert H, Maki Arthur G. «J. Quant. Spectrosc. and
Radiat. Transfer», 1984, 31, Ne 2, 178—I176 (anra.) :
_C moMompio (ypbe-CIeKTPOMETPa  TMOJAYHCHB - CNEKTPH
HK-nornomenns 00pa3oBaHHOil B ABYX O6PaTHMBIX peak-
uusax NpO; B mnasosoit ¢dase. Pearnpylomue xomnoHenry
npH oGuiem paBr. 55 MM PT. cT, ¢ JolGaBieHHeM a3oTa n0
1 arv usyuenbl ¢ paspewenneM 0,06 ov—!. Tlapunansume
JaBJEHHS PasJHYHBIX OKHCJIOB a30Ta ONpedeJeHbl M0 JTe-

/ i paTypHHIM JAHHBIM O KOHCTaHTaX PaBHOBECHS  peaKumi,
/. v{? /] ) Buinosneno paspenenne mosoc. Mamepensl muterp. umrey.
1/ / CHBHOCTH ToJioc moryolerust vi M vz N2Os, coctasasionye

1500 1 1200 cm—2-atM~! coomBeTcTBeHHo. M. B. T.

. 198Y, 18, v F
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"2 199.  Pacier cu.régg_grrg_jnm;cumpanoﬁ MoJTe-
yant _N,O;. Force field sfudy of the symmelric dinitro-
gen trioxide moleculee Mohan S, Subramanian K.
«Proc. Indian Nat. Sci. Acad.», 1984, A50, Ne 2, 156—160:
(aura.) !
\ BunosnHeH aHajaH3 HOpM. Koopaunat MmoJekyast ONONO
c cummerpueit Cop. M3 nHTEpaTYpHEIX NaHHEIX MO uacToTaMm
OCHOBHHIX KoJeOaHuii, n3mepennbnx no HMK-cnektpy N0,
PHOJIHIKEHHBIM METOJIOM KHHETHY. KOHCTAaHT BHIYHCIEHH
?apmommecxue cunoBble nocrosinible NoOj;  Brluncaenn.
TaKe CPeAHCKBAApATHYHBE aMIVIMTYAB KoJaeGaHuii, mo-
véé' /} %Lol *  cTOsHHBlE KOPHOJIHCOBAZ B3aHMOJAENHCTBHS H KBAPTHUHOrO
/ UeHTPOGEKHOrO HCKajKeHHs 3TON MOJIeKyaH. =M. P. Anues

0/6/936/ ./-(—g/l\/j/
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4 B1268. © Hccaeposanne ciaosoro  mous CHMMETpPHY-'
HOIl MOJeKy bl TpHOKchaa asota. Force field study of the
symmetric  dinitrogen trioxide molecule, - Mohan S.,
Subramanian K. «Proc. Indian Nat. Sci. Acad.»,
1984, A 50, Ne 2, 156—160- (aur..) .

MerozoM KuHeTHY, nocronuwuaw
aqone Mosekyabt NoOs cumyerpiny Co. Pacuer NPOBCACH
T GIIOKOB onMMeTpui Ay un B; B paMKax momesn 0606-
WCHNOrO BaJeTHO-CIIOBOro nosis.  CJ0Bas MocTosiag
frn.(N=0) BaBoe BLule BeaHYHNLI fr (N—O), cuaoBme
NOCTOAHNBIC frr BHOCAT - CYNICCTBEHHBII BKAay B TIOTCHIH-

MW ., .amiyio d-unio NOs. C nmoayueHusIMH CHIOBEIMI noOCTO-
M' /  AMILIMI_PACCUHTANB CPCAN. AMINTYAM KOMCGamui: npn

i1

/) '298,16 K, KopHOMHMCOBH moOCTOSTHHEIC KoJse6aTe/sHo-Bpa-
/ : VLZ'/’ ) war. B3anmoneiictus (A;XBi) u  nocrosngie UeHTPO-
L, GeXKIOro MCKaXcenus, _ _,A,,_«._-..___I‘..M.,Kypa_mmmm

y/986, 1409 @
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101: 160269b Force ficld study of the symmetric dinitrogen
trioxide molecule. Mohan, S.;  Subramanian, K. (Madras Inst,
Technol., Anna Univ., Madras, 600 044 India). Proc. Indian Natl.
Sci. Acad., Part A 1984, 50(2), 156-60 (Eng). A force field study of
the sym. N:0s mol. was carried

; | out. All the general quadratic force
consts. were caled. using the kinetics consts. methe

) d which in turp
. were utilized to evaluate the vibrational mean amplitudes, Coriolis
el - 10eA)-

_coupling consts., and centrifugal distortion consts. for this mol.

A0 Berempe
J2asys wek.

@
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v 1951345,  KoHcTanThl KBajpyno/abHOro B3aHMOAECT-
?HSI aszota-14 B N,O; onpeaeneHHble METOAOM H30TONO3a-
smewenns. Nitrogen-14 quadrupole coupling constants in
N.O; by isotopic labelling. Cox A. Peter, Randell Je-
remy, Legon A. C. «Chem. Phys. Leit.», 1986, 126, Ne 6,
481—486 (amura.)

Uamepennt MB-cnektpst O'*N...NO; u ON...NO, ¢

HCITOJb30BaHHEM HMMYJbCHO METOAHKH ~ BBEleHHs rasa

. (cmecs NO/NO; ¢ Ar) uepe3 comio B MB-3tanon ®a6-
l N Ué( /7) pu—Ilepo. Onpejeserbl YacTOTH TEPEXOLOB " 101—000,
(’) . 111—000, 212—111, 211—110.0'"N...NO; u ON...
...15NQ,, a Takke loi—0p0 H 117—000 OBN ... 5NO,.

PaccuuTanbl MOCTOsIHHBIE KBaApYMOJbHOrO B3aHMOJIEHCTBHSL

/~.

V\/'/ygél _{—f/”’/g




a1s OBN...NO, —xda-——17999(13) %vo=0,0808(17),
X.—c-—lllgl(]7) MI'm u ON.. No2'—/aa——05203‘
(20), 7p0==—4,1981(19), u ,g,_.c—-47l83(19) Ha ocuoBa-
HHIL anaansa pacutendiennit 8 cnextpe ON...'"NO; Bb-
YHCJICHBl KOHCTaHTBl MarH. B3anmogercrBus aas “N u N
8 ON..."®NOg, pasuwe 0,0080(11) i —0,015(3) MInu
coots. C yueroM umeiomuxcs Aannbx aas ON...NO,
PaccYHTaH MOJHBUT TEH30p KBaAPYMNOJBbHOrO B3anMoeiicT-
sust a1t NOg-rpynmel. C. B. Ocin
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105: 51139w Nitrogen-14 quadrupole coupling constants in
-dinitrogen trioxide (N2:03) by isotopic labelling. Cox, A. Peter;
‘Randell, Jeremy; Legon, A. C. (Dep. Phys. Chem., Univ. Bristol,
Bristol, UK BS8 1TS). Chem. Phys. Lett. 1986, 126(6), 481-6
(Eng). Several microwave transitions of O1SN-NO; and ON-15NO,
were measured under high resoln. using a pulsed-nozzle Fourier
transform spectrometer. The 4N quadrupole coupling consts. in the
inertial axis system were detd. for both N atoms. The quadrupole
coupling consts. for ON=15NO: are eQqea = —0.5203(20) and eQquy =
Aocm - /j@/ = ~4.1981(19) MHz, and for OUN-NO? are ¢Qqaa = —1.7999(13) vnd
¢Qgss = 0.0808(17) MHz. The 4N quadrupole coupling detd. by S.
G. Kukolich (1982) for the main species ON-NO2 shoulg be reversed
WM/{ : with respect to the NO and NO2 groups. Combining the present data
with the main species consts. allows the complete quadrupole
W. coupling tensor to be estd. for the NO: group; the tensor in N0, lieg
/fﬂ@(éf <2° of the N-N bond direction and <0.4° of the bisector of the ONO
angle. Spin-rotation effects are significant for N in the NO group;
Caa is 8 £ 2 kHz for #N in ON-15NO: and -15 = 3 kHz for 15N
obtained directly from sFlittings in the spectrum of O1SN-15NQ,,

e.A /956, [eS; v 6
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-} 9J1177. OnpeneneHHe KOHCTAHT KBaApPynoJbHOro B3au-
onefictBust azota-14 8 N,O; MeToi0oM Me4yeHbIX M30TONOB.
Nitrogen-14 quadrupole coupling constants in N,Oj; by iso-
topic labelling. Cox A. Peter, Dandell Jeremy, Le-
gon A. C. «Chem. Phys. Lett.», 1986, 126, Ne 6, 481 —486
aHrJ. .
: Idsyt)xenu BpallatesbHble  cnekKTpol  (obsaacts  7000—
16 000 MI'u) ON...NO; (I) u ON..."SNO, (II), nony-
yeHHBIX B CBOGOAHO paciwunpsiomeiics crpye cMecH “NOy,—
‘,Zé/]) 1YNQO,—Ar. TlponsBeneHo OTHeCEHHE JIHHHI K DasJHYHRIM
TunaM nepexofoB. OueHeHbl KOHCTaHTH KBaAPynoJbHOro
psanMopeiictBus aasi “N B I u II, a TakXKe KOHCTaHTH
cnuH-Bpauarteabioro B3anMofeficTus aas “N u N p 11

. ® :
cﬁ /978&/_/_4; NG
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,"—,)l'Jl22l. @D ypbe-CneKTPOCKONHSI BLICOKOT0 pPa3pelleHus
nv; (n=1—4) noxoc N;O;. A high resolution FTIR spe-.
ctroscopic study of the nv, (n=1—4) bands of NyO,
| Chewter Leslie A., Smith Ian W. M., Yarwood Grego-.
ry /} Mol. Phys.— 1988.— 63, -Ne 5.— C. 843—864.—
Aura. e G

C nomouplo (ypbe-CIeKTPOMeTpa MNOJYUCHB  CNeKTPH
UK-nornomennss NoO; ¢ paspemennem 0,005 cm~! B 06-
JAacTH BaJICHTHOr0 KOJCGAaHHS v; H ero oGepTOHOB BIIOTH
1o tpersero npu T-pe 230 K. B ycnopusx HenoJHoro pas-
pelleHHst BpallaTeJbHON CTPYKTYPH, OMHPAsichb Ha ee Je-
TajH, CBSi3b MEXKAY MOMEHTAMH HHCPUHH H  CPaBHHBag
HaGJIIO/ICHHbIC CIEKTPHl C PACCYHTAHHBLIMH, aBTOPHL OMNpe-
JIeJHJIH KoJieOaTe/bHbLIC YaCTOTH H BpallaTeJbHLIC NOCTO-
SIHHBIC MOJIEKY/bl B OCHOBHOM H BO30YXK/JCHHEIX COCTOS-
pusxX. T1o 1HpHHAM JIHHHIT OLCHCHO BPeMsi JKH3HH MOJe-
KyJbl B BBICOKOBO3GY:KACHHBIX COCTOSIHHAX, JIeXKAUIHX BH-
we npenena. AHCCOLUHAUHH. DTa BEJHYHHA IOKA3LIBAET, YTO
MepeHoc 3HEpPrHH € MOAB vy Ha JIpyrHe He3HauHTeqeH,
bubar. 37. : ; . MILBIT,




Hccaenosaiue MeTonom HK-dypobe-cnekrpo-

_Z CKOMHH BBLICOKOro pa3pelienust nojaoc nv, (n=1—4) N,O,.
A high resolution FTIR spectroscopic study of the nv;

A

) A/ ¥ —

(n=1—4) bands of N0, Chewter L, :
Smith 1."W. M, Yarwood G. «Mol. Phys», 1988, 63
Ne 5, 843—864 (aur..) -
Ha HK-¢ypbe-cnekTpoMeTpe BHICOKOro paspelleHHs Hs-
MepeHHl CIeKTPH MoJocC vy B 004. yactor 1800—1850 cp—!
¢ paspewenneM 0,005 cm~!, 2v; B 06n. 3600—3660 cp~1
c paspeurennem 0,006 cM~!, 3v; B 061 5370—5430 cxp—!
c paspemwennem 0,015 cM~! 1 4v; B 06.a..7105—7165 cp~!
c paspewenneM 0,5 cm~! NyOs mpu T-pe 231 K. Has oc-
M.ﬂ. HOBHOI TIOJIOCH H NePBHIX ABYX 0GePTOHOB onpeleseny
Y Bpaulat. nocrosiiusie. [To nayajam noJsoc onpemesnena no.
CTOAHHASL AHFAPMOHHUHOCTH X 12=—15,5 cM~!, Ilo uame.
HEHHSIM BpallaT. NMOCTOSHHHIX C POCTOM HOMepa 0GepToma
COCTaBieHa TpPOCTas MOAeAb JAS TNPEACTABJEHHS CTpyk-
TYPHbIX H3MEHEHHI  MOJEKYAH C BO3GYXKIeHHEM nv,.
Bepxune coctosinnst BceX OGEPTOHHEIX TOJIOC Pacnooe.
HEl Bhille npefena auccouxaunn NO;—~NO4NO,. :

g8 WA RIS, O
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109: 13372¢ A high-resclution I'TIR s::-cctrosconic/studv of
the ni (n == 1-4) bands of nitrogen vxide (N20i). Chewter, Leofie
A Smith, Tan W. M Yarweod, Uregory  (Dep. Chem., Uniy
Birmingham, Birmingham, UK B15 27°(). AMol. Phys. 1988, 63(5,
§43-64 (Eng). The fundamental end 1st 3 overtone bands assocé
with the r1 (NQ stretching) vibratioz of the planar, asym. top mo).
N203 were studied at ~230 K urder bigh spectral ycisia. usinge o
Fourier transforin IR spectrometer. Ever for the 1 band, where '{Z*r
spectrum is obtained at 0.005 cm-! resoln,, the complexity of (b,
rotational structure defies complete anal.  However, fram (1) b
sharp P and R branch features nisved. with coincidences betveer
transitions with high J and low I7, (2) simulations of the shape ofﬂ'{
main type A Q branch, and (3) relationship between the ‘3
moments of isertia of a planar mol., it was possible to deduce the
wavenumbers of the band origins {m0 = 1829.535(2), 20 =
2623.05(5), 310 = 5394.124(10) and 4x? = 71285 = 1 cm-1) and, for
v, 2r1 and 3a, the rotational consts., 4%, B' and C'. Hot bands make
a considerable contribution to the spiztrum in the region of each
main Band. A no. of type A Q branches were assigned acd, from the
frequency shifts from the origin of the wain bands, the erharmonicity
consts. X1, x17 and x19 were estd. 'The upper states of the overtons
bands all lic above ite dissocn. limit for N2Oa — NO + NOa. Tk
lincwidths obsd. for some transiticas in the 2m and 3: bands
indicate lifetimes of (120-300) ps ar:d >150 ps, resp., demonstrating
that intramol. encrgy fiow from the iz mode is relatively slow and
that, in this rezpeci, N20s3 exhibits "nu:-RRKM behavior*.

£
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NO, u ONNSO. Electronic and vibrational properties
of ONNO; and ONNSO / Maluendes S. A., Jubert A. H.,
Castro E. A. // J. Mol. Struct. Theochem.— 1990.— 204,
— C. 145—151.— Anra.

Hesmnupuueckum Merogom CCIT ¢ ucnosnb3oBaunem Ga-
3HCHHIX -HaGopop MINI-3 (A), MINI-3* (B), 3—21 T,
3—21To*, 3—21T®**,'6—31 I'® u 6—31 I'd* npopese-
HB PacyeThl 3SMEKTPOHHOTO H TeOMETPHY, CTPOCHHS M Ya-
cror KoJeGanuit cucrem ONNO; (I) 1 ONNSO (II). Oc-
CYXAEHO BJHSHHE Kau-Ba GAa3NCHOrO ua6\o'p’a~m pesyJbTta-
TH pacyeToB,  Pe3yabTaTH 'DacyeToB  CONMOCTABJNEGHH C
9KCMepPHM. JaHHHMH H pe3yJbTaTaMH NPOBEJEHHHX AaBTO-
paMH pacyeTaMH MeTOAOM KOHGDITYpal. B3aHMOJAeiicTBHA ¢
OrpaHHYCHHLIM YYETOM OAHO- H' ABYKPATHLIX BO36YXICHHI
B Gasncax A u B, IlokasaHo, 4TO A/l NPaBHABLHOrO OMU-
cauusa anunnl ¢Bsidh NN B I u Il Heo6xoaumo yunTmBath
3JICKTPOHHYIO KOppeasuHio (MJHHA 3TON CBA3H Ha ypoBHe
CCIT npuGausutensno na 0,2 A sammxena). Chenan Bu-
BOJ, 4YTO O0e MOJIEKYJH MOTYT pacCMaTPHBATBCA KaK jBa.
B3anmojelicTBylomnx ¢parmesta ON u NO,/SNO.

) = L e o —_.._H._H. Cenuensi
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112: 125490x Electronic and vibrational properties of nitrogen

oxide (ONNO:) and nitrogen oxide sulfide (ONNSO). Maluendes
S. A.; Jubert, A. H,; Castro, E. A. (Div. Quim. Teor., INIFTA, 1900

La Plata, Argent). THEOCHEM 1990, 63, 145-51 (Eng)
The geometry, electronic, and vibrational properties of ONNO; and
ONNSO were analyzed by means of ab initio calens. The geometrical
parameters of both mols., caled. with different bas's sets, can be
. c(,uﬂmred fairly well with exptl. results, with the ¢ eption of the
4%% N-N bond length which could be described only by .sing a liniited
/ (direct configuration-interaction calcn. The caled. vibrational modeg
. “of ONNOz were compured with those previously measured and a
p ﬂ/W different ussignment wa: proposed for several bands. In the case of
/ ONNSO the calen. wa. used predictively since its vibrational

spectrum has not been completely assigned. N :
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6 J199. d.ncK'rpomlue W KoacGatenbHble CBOHCTBa
ONNO; u ONNSO. Electronic and vibrational properties
of ONNO; and ONNSO / Maluendes S. A., Jubert A. H.,
Castro E. A. // J. Mol. Struct. Theochem.— 1990—
204.— C. 145—151.— Aura. __

HeaMnupHuecKnM MCTO}IOM CCIl MO .HKAO B HECKOAB-
KHX Ga3Hcax CIPYNMHPOBAHHBIX TayCcCOBHIX G-UHI OT MH-
HHMaJbHHX A0 6-31T®** ¢ uacTHYHBIM ydYeToM KOHGHry-
pau. B3aHMOJCHCTBHSI HCC/JCNOBAaHO 3JIEKTPOHHOE CTpOeHHe
ONNO; u ONNSO. Ilpusenenn paBHOBecHast reoMmerphs,

KoTe6aTeabHEe YaCTOTH. T'eoMeTpHs Xopouwo coraacyercs
¢ 3KCMEpHM. NAHHHIMH, ONHAKO AJauHH cBs3eit N—N no-
JYHAIOTCH CHJBLHO 3AHHXKCHHHMH H TOJBKO NPH YyueTe KO-,
¢urypan. B3aUMOACHACTBHS COrJIACYIOTCSI C IKCMEPHM. 3Ha-
yeHusiMH, [IpoBeieHO yTOUHEHHOE OTHECEHHE NOJOC B KO-
aeGateabHblXx cnektpax.  Ilokasano, 4to 0Ge cHcTeMH
MOXHO paccMaTpHBaTh KakK NMPOAYKTH Baarmo;xeucmux NO
¢ NO; u NSO coorserctBenno. °  B. JI. JleGeaes
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7 4156, KpanToBoTONOJOrHYECKOE ONMMCAHHE 3apsapo-
BOil NaOTHOCTH B Mosnekydax ON—NO, u = ON—NSO.
Quantum topological description of the charge density
oi the ON—NO, and ON—NSO molecules / Stradel-
la.O. G., Maluendes S. A., Castro E. A., Jubert A. H.
/[ J. Mol. Struct. Theochem.— 1990.— 210.— C. 169—
174.— Aura. ' o
Heammupuueckum merogom CCIT MO JIKAO B Gasmce
6-31T'®* naa aromoB S u 6-311TD* s OCTAJbHBIX:
aTOMOB C ONTHMH3alHeil. FeOMeTPHH gNﬁai}i(c)e 6(-3)ll'd> He-
CJIElOBAHO  3/IEKTPOHHOE CTPOCHHE —NO; (I), ON—
NSO (II) u ¢parmentos NO, NO7 5 NSO u MOTonne
o’ montekysn NoHs, NoHe u Noo Tas xpurtnu, TONeK
cBfideil M TOYEK 'KOHU-HH 3apsfa CBs3eit PacCUHTAHBI To-
10JIOTHY, NapaMeTphl — 3/1EKTPOHHBIE MJIOTHOCTH, 3Havye-
HHSL JlaN/acHaHa “TNJIOTHOCTH (Mepa H3MEHeHHs 3JeKTpoH-
HOro 3apsfa), MJIOTHOCTH = XapTpH-(pOKOBCKOI SHEpruu,
SJUIHNITHYHOCTH CBf3eil, OTHOLIGHHS CXKATHIt 3apanoBoit
TUIOTHOCTH B NEPNEHAHKYJSPHOM H Napaj. HanpaBieHHsx
M paCcCTOsHH MEXAY KDPHTHY. TOYKAMH H siApamu. Oe-
Henbl HOHHOCTH cBsizeit B I u Il w moapoGHo npoamany.
3upoBaHa MX mpmpopa. B, .mg_]c_:_cg;;eg
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""11 B1107.  TeopeTnyeckoe muccaenoBanue koneGaTenbHOR
npepuccounaunn NoOs. Theoretical investigation of  the
vibrational predissociation of N;O; / Bintz Karen L.,
Thompson Donald L. //" Chem. .Phys, Lett.— 1991 —
187, Ne 1—2.— C. 116—172.— Anra. - -

MertofoM KJacCHY. TPAEKTOPH{i PacCYHTAHH CKOPOCTH
koneGar, npemucconnaunn (KII) monekyamt N,O; — npu
pa3nHyHOM BHIOOpPE HAYAJBHHX YCJOBHA M SHEPFMW KOJe-
6ar. BO3GyxacHHs 22—27,4 kkaia/moab. Hcnoabsobana
MoJenabHas NOoTeHUHAaJbHas HOBerHOCTb. OﬁHap)’}Kena
3aMeTHas YyBCTBHTENbHOCTh ckopocth KII k Bo3Gyxpe-
HHAM KoJeOanuit pasnuix THnoB. HanGosee sddexTHpHH
B036y:KAeHHst ~ KoneOauuit . vy (nedopMmamnss NO;) u v,
(cumm. xoneGanne NO;). Bosbyxmenust v; (NO) u v,
(acumM. xoneGanne NO;) npuBOAsiT K GOjce MenseHHOf
KII. BuBox o HecratHcTHY. xapaktepe KII B menom co-
r7acyeTcst ¢ SKCHEPHM. HalJofeHHsMH. Pasnuune B Teop,
H SKCMCPHM. BPEMEHAX XKH3HH (10 NOPSAKA BEJHYHHH)
NPE/NOJIOKHTENBHO OTHECEHO K NepepachpenesieHHIo SHep-
IHH. HyJIeBHX KoJeGaHHfi B KJAacCHY. pacyerax. '

A. A. _Byuauenko -
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116: 159319 Valence bond studies of the nitrogen-nitrogen |
Meods of dinitrogen dioxide, nitrosyl nitrite, dlnltrogcn tetroxide,
esd N-methylenemethanjonidamide. - Harcourt, Richard D, (Sch.
(her, Univ. Melbourne, Parkville, 3052 Australia). Croat. Chem,
- Ao 1991, 64(3), 399-414 (Eng). The results of some STQ-5G
slence bond calens. are presented for a cis ONNO component of
uch of ONNO: and 02NNO, and the CNNC component of trans
(H:NNCH:.  These studles. rqvu!e support for the hypothesis that
¢ -NO nitrogen AO, which is involved in the formation of the
rsctional) N-N o bond of ONNOy, is primarily 2p in character, and

2 h 1 he N-O
s ted at right angles to the internuclear axis, rather 'th
[ AUG) - oL gt w1 -

internuclear axis. Whereas delocalization of oxygen
wee-pair electrons into the AOs of the N-N o bond is responsible for
te N-N bond lengthening for N2Os relative to that otpo N:Hy, the

~untstion and 2p character of the -NO nitrogen AQ, as well ag

vze delocalization of the oxygen lone—ﬁair electrons, leads to the

uegthening of the N-N bond of ONNO:. It has been shown

@ jwsiously (J. Mol. Struct. (Theochem) 206 (1990) 253) thes

' O, VN, « 7.
C.A. 1994, 16, n 6 2 G ey
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mpulsions between nitrogen lone-pair electrons, together with the .
wigen AO hybridization and orientation, are assocd. with the
natence of a very long N-N bond in cis N20:2. These factors are
wied. to operate in_a different manner ‘for the trans CNNC .
wmponent of CH:NNCHy, for which the measured N=N bond length
o tsentially that of an N-N single bond. Consideration is given to .
- construction and properties of increased-valence structures for
ONON, ONONOgz, two NOz isomers, 0SSO and S¢, as well as for
"NND,ONNOzand O:NNOz. ___ _ . . o o
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tetroxide: is there a D24 conformer? Liu, Ruifeng; Zhou, Xuefeng !
(Dep. Chem. Biochem., Univ. Arkansas, Fayetteville, AR 72701 USA)..
J. Phys. Chem. 1993, 97(17), 4413-15. (Eng). Ab-initio calcns., at
the MP2 level with the 6-31G* and 6-311G* basis sets, satisfactorily
reproduced the exptl. structural and vibrational spectral features of
the Dzn conformer of dinitrogen tetroxide. Calcns. at the same leve),
however, indicated that ‘the Dz conformation of this mol. ia &
transition state for the torsional motion around the N-N bond,
Therefore, -the previouslg obsd. matrix-IR spectral features should
not be attributed to the Dzd structure of dinitrogen tetroxide. .

118: 198699f Ab initio study on the structure of dinitrogen§

C.A . 1898, 1% n2O



¢ 120:176702r Molecular b
band of N20s at 1304 cm-!. Andrews, Anne M.;
- Fraser, Gerald T.; Lafferty,
Stand. Technol., Gaithersburg,
1994, 163(2), 428-35 (Eng).
N203 has been obsd. at 1304 cm-

/99y

cam diode-laser spectrum of the u
Domenech, Jose L.;
Walter J. (Mol. Phys. Div., Natl. Inst. .
MD 20899 USA). J. Mol. Spectrosc.
The IR spectrum of the v band of
1 using a slit-jet tunable-diode-laser

spectrometer. A total of 439 IR transitions are fit to a precision of

0.0003 cm-1. Improved ground state rotational

. ground state combination differences up to J"
t / g3 of weak perturbations are seen in the spectrum char

interaction matrix elements of 0.002-0.01 cm™t.

consts. are calcd. from
20, Ka" = 10. A no.

acterized by
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123: 2093298 Why N10; is cis while (CHO); is trans: MO and
VB studies. Mo, Yirong; Zhang, Qianer (Deft. Chem., Xiamen
Univ., Xiamen, Peop. Rep. China 361005). Int. J. Quantum Chem.
1995, 56(1), 19-26 (Eng). The nonempirical valence-bond method
as well as the MO method are applied to investigate the structures of
N202 and (CHO)z2. Results show that in either mol. the c-component
tends toward a trans conformation; whereas, the x~component tends
toward a cis conformation. Moreover, even if there are some
long-range bonding overlaps in the cis structure, the bonding energy
cannot counteract the increased Coulombic repulsive energy compared
with the trans structure. In other words, for a cis conformation,
there is a competition between the Coulombic destabilization and the
x electronic stabilization. The latter is more preferable to a cis
conformation of N202, while the Coulombic repulsive interaction
should be responsible for the trans conformation of (CHO)2. The .
nonempirical VB calcns, show that the = delocalization- energy in
N20 is negligible, while the value in (CHO) is about 4.5 kcal/mol.
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; 123: 353260e An ab initio study of the structure, vibrational
frequencies and force field for the symmetric form of N;O,.
Vladimiroff, T. (Building 3124, Armament Engineering Directorate,
US Army ARDEC, Picatinny Arsenal, NJ 07806-5000 USA).
THEOCHEM 1995, 342, 103-8 (Eng). The structure of sym. N2Os
: _was studied using ab initio methods. Bond lengths and bond angles
. vsvag de&dMix)szin the 6;31(?;1' ;ndhthelﬁ-alll?‘hbuis sets dand both'
¥ » % an theory. At the highest level of theory considered, the
Leded - SUOCA) -y N-Obondis 1492 &, the N = O Pond was 1.168 A, the N-O-N sngle
/ ‘was 103.5° and the O = N-O bond angle is 109.9°. The mol. is
/) . 2 ; — planar at all levels of theory considered. Vibrational frequencies
LL LW were computed for the sym. structure of Nz0s3 at the 6-31G*/MP2 .
/ level of theory. The caled. vibrational frequencies are in better
Q agreement with the alternate assignments than the preferred
/ assignments reported previously. A new force field was derived for
31 i /. “ this mol. by starting with the theor. values and making small’
L/LL ﬁo " adjustments in such a way as to reproduce the exptl. obsd.
. _ vibrational frequencies. An attempt was made to det. the relative
: stability of the sym. and asym. forms of this mol. Results are also’
compared with recent d. functional calcns. on these mols.

A /995 /iﬁ/ Ngg,- ,/
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i_‘)ﬂi 51142. HeaMmnupuueckoe MccnepoBaHHWe CTPYKTYpbl, KO-
Nne6arenuHLIX YacTOT H CHNOBOTO " NOMs CHMMETPHYHOH ¢op-
Mu H,0;. An ab initio study of the sructure, vibrational
frequencies and force field for the symmetric form of N,O,
/ Vladimiroff T. // J. Mol. Struct. Theochem .— 1995 —
342 .— C. 103—108 .— Anrn. o -
Hesmnupuueckumu meroaamu CCM u MIM2 c wucnonsbsosa-
Huem bHasmucos 6—31 I®* u 6—311 [®*  uccneposaHa

CTPYKTYpPa CMMMETPUUHONH OPMbl  MONEKynbl " . O;. Pac-
; cuutaHHbie konebartenbHbie uYactotst (MM2/6—31 F®®) cono-
'./KZ /7 cTaBneHbl C pe3ynbTatamu Ap. WCCNeAoBaHWM. I'l_onywennbe

HOBOE CHNoBOE MnNone HaxoauTcs B Xxopowem cornacum C
3KCI’IEPMMEHTaﬂbeIMM U ApP. TEOpeTUYEeCKUMHU NAHHLIMU.
P A = RS .S S - L H. C.

X, 1996, & /8
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( 126: 38753f Visible spectrum of dinitrogen trioxide in aqueous’
solution. Doherty, Anne M. M.; Haine, Neil; Jones, Eleanor; Sted-
man, Geoffrey (Science Department, Worcester College of Higher Educa-
tion, Worcester, UK WR2 6AJ). J. Chem. Soc., Perkin Trans. 2 1996,
(10), 2055—2058 (Eng), Royal Society of Chemistry. The visible absorp..
tion spectrum of N,O; has been measured by stopped—flow mixing of
_solns. of NaNO; and HNO;. It has a max. at 630 nm, € = 29.3 dm3~
mol-1— ¢m~1, The spectrum is similar to that reported for solns. of
) N,O; in anhyd. org. solvents at low temps. Comparison with the blue
species obsd. for solns. of NaNO; in moderately concd. HCIO, and HNO,
shows that although the spectra are very similar there must be an addn].
species present in these very acidic media, possibly N;O,H-.

C. Q. 1997, 12, w3
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2051172: Iosoca v; N2Osz. The vy band in NgO.;
Georges R., Liévin J., Herman M., Perrin A. // Chem.
hys. Lett.— 1996.— 256, Ne 6.— C. 675-678.— Awura.

HesMIupHYECKHM PpacueToM B npubmuxennt  MII2/6-
31T'®* mnonTBepKIeHa MHTEPNPETAllid M3MEPEHHON yHna-

MEHTAIBHOIN NOJIOCH V) B CHEKTPE NMOIJIOLUEHH T N203 (c ne-
J ob30BaHIeM HHTepdepoMeTpa C dypre-npeobpa3oBaHiteM K
/ TeXHUKH OXJIasKIeHHOH CTpYH), KaK CBA32HHOI C xpo.\xoq)ﬁpoé{

NOB:s oo g s i

X./99F vl
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oA, 1996, 135 w11
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- provide equil. geometry parameters. : . .

(996

125: 180095r The v, band in N;O;. Georges, R.; Lievin, J.; Her-
man, M.; Perrin, A. (Lab. Chimie Physique Moleculaire CP":J 1'6(!)}135
Univ. Libre Bruxelles, B=1050 Brussels, Belg.). Chem. Phys. Lett, 1996,
256(6), 675-678 (Eng). The v, fundamental band in N,0; was recorded
in absorption at high spectral resoln. with a Fourier Transform interfe 5
ometer, 'under jet cooled exptl. conditions. The rotational structure wr-
responding to 44 K rotational temp., could be analyzed, leading to a r; .
of precise upper state parameters. The absence of b-type lines in :hee

F upectedtooocurfminthedirecﬁonoﬂheQ, nm

_with respect to the principal axes of inertia, is fully justified by ab lmt::

calens. performed at the MP2/6-31G" level, confirming th isi
of the polarizing NO; chromophore in tilting the corrépoggi:c:i:s role
dipole moment towards the direction of the a axis. The calens ‘:clig .
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124: 158857y Ab initio Study of the structure, vibrational fre-
quencies and force field of the symmetric form of N;0,. Vladimiroff,
T. (Army Armament Res. Development Cent., Armament Eng. Diector-
ate, Dover, NJ USA). Report 1995, (ARAED-TR-95008; Order No. AD-
A-297096/0GAR), 16 pp. (Eng). Avail. NTIS. From Gov. Rep. Announce.
Index (U. S.) 1996, 96(2), Abstr. No. 02-00,383. The structure of sym. '
N,0, was investigated using ab initio methods. Bond lengths and angles
were detd. using the 6—31 G* and 6-311 G" basis sets using both SCF
and MP2 theory. At the highest considered level of theory, the N-O °
bond was detd. as 1.492 A the N:O bond was 1.168 A the N-O-N angle
was 103.5° and the O:N-0 bond angle was 109.9°. The mol. was detd.
.to be planar at all levels of theory considered. Vibrational frequencies .
Avere computed for the sym. structure of N,O; at the 6-31 G*IMP2 leve]
of theory. The calcd. vibrational frequencies are in better agreement
with the alternate assignments than the preferred assignments of Nour
et al. A new force field was derived for this mol. by starting with the
theor. E values and making small adjustments in such a way as to -
reproduce the exptl. obsd. vibrational frequencies. An attempt was made
to det. the relative stability of the sym. and asym. forms of this mol. '
Results are compared with d. functional calens. on these mols.

C, f. 1996, Kl W/l
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128: 94708y Spcctroscopy and structure of the open—-shell com-

plex 0,-N,0. Qian, Hai-Bo; Seccombe, Dominic; Howard, Brian J. *:

(Physical and Theoretical Chemistry Laboratory, Oxford University,
South Parks Road, Oxford, UK OX1 3QZ). J. Chem. Phys. 1997, 107(19),
7658-7666 (Eng), American Institute of Physics. The high—resoln.
spectrum of 0,—N,0, the 1st for a complex contg. >1 unpaired electron,
was studied in the region of the v3 N,O monomer vibrational band using
a mol. beam diode laser absorption spectrometer. The spectrum was
completely analyzed using a newly developed effective Hamiltonian. The
rotational consts. are accurately detd. for both ground and excited
vibrational states. The equil. structure of the complex is planar, with a
sepn. between the centers of the mass of 2 monomers of 3.423 A. The
structural angles were exptl. detd. as: either o, = 58° and fx.0 = 77°,

or 8o, = 122° and On20 = 100°. The large amplitude motion of the
monomers leads to the complex having an effective out—of-plane root
mean square angle of ¢ = ¢,¢2=23°. An interpretation of the structure
of the complex is given in terms of an intermol. potential using a model

e w

(A 1798, 1628, Z
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/ 127: 24053m Ab initio study on the structure and vibrational :
spectra of dinitrogen trioxide and its isomers. Wany, Xuefeng;
Zheng, Qike; Fan, Kangnian (Laser Chemistry Institute, Fudan Uni- |
versity, Shanghai, Peop. Rep. China). J. Mol. Struct. 1997, 403(3), 245- :
251 (Eng), Elsevier. Equil. geometries, dipole moments, harmonic !
vibrational frequencies, and IR intensities have been calced. for a set of ;
dinitrogen trioxide conformers by ab initio calcns. at the MP2 level with |

! 3 Zé : the 6-31G" and 6—311G" basis sets. The calcn. results satisfactorily
[l / L/% 0 reproduce the exptl. structural and vibrational spectral features of asym- |
; ’ N,O; and sym—N,0;. Calcns. at the same levels indicate that the trans—
//«[Z %f/ﬂ cis N,0, is also a stable conformer of N.,O,, and previously obsd. matrix
IR spectral features that were not properly assigned should be at-’

c( ). tributed to the trans—cis structure of dinitrogen trioxide. However, our
v ﬂ results show that the other two estd. conformers, Cs—N,0; and cis—cis
' N,Oy, are considered to be transition states. ___

‘ @
C.A 1957, B v 2
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/ A . . 128:326784a Ab Initio Study. of Nitrogen—Oxygen Clusters:

/ V 6 . N303,N,Og, and NgO,.. Evangelisti, Stefano (Dipartimento di Chimica :

* Fisica e Inorganica, Universita di Bologna, 40136 Bologna, Italy). JJ.

/ Phys. Chem. A 1998, 102(25), 4925-4929 (Eng), ~American Chemical

t 27 / Z Society. - An ab initio study on'three: hypothetical nitrogen=oxygen
‘clusters is presented.. The investigated systems are N2O;,"N,O;,’ and .

N;3O,2 with highly sym. geometries, Dsy, Ty,"and Oy, symmetry, resp. :

Calens. were performed at SCF and MP2 level (MP2, for the two small-

: est clusters only). Several basis sets were used, from 3s2p.to 4s3p2d1f, :

A ﬁ 0 depending on the cluster size. These structures were found to have local -

ay LA - 4

in.- with: energies very high above the products of a fragmentation *
%/Q %Z/;/) \'/xrx::ctiox: (N, and O,). Accordinz to these calens., NO clusters are .

potentially interesting ag lxigh~encng—_(:l;£x1~a§q{in}f—.;_

A 1998, L8, Nl
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*130: 116631p Isomers of NzO3: Observation of trans—cis NOj in |

‘solid Ar. Lee, Cheng-I.; Lee, Yuan—Pe

[Zong (Department of Chemistry, Nationa
chu, Taiwan 30043). J. Chem. Phys. 1998,

m; Wang, Xuefeng; Qin, Qi—!
1 Tsing Hua University, Hsin- |
109(23), 10446-10455 (Eng),

American Institute of Physics. Two isomers of N2Oj, asym.—N;0; and

sym—N20;, are identified with IR (IR) absorptio

n when mixts. of NO—

n irradn.

N,O; and a new form of N;O,, trans—cis N.Os; the latter is readily !
converted to sym—N20; upon further irradn. with red light. Assign--
ments of IR absorption lines to cach conformer in its isotopic variants -
are based on 180—isotopic substitution and photoconversion expts. For

/4
M_, / NO,—Ar or NO-O,—Ar are deposited onto a target at 13 K Upo
{ with a XeCl excimer laser at 308 nm, asym.—N,0j is converted to sym—,

asym.—N,0j, the authors obsd. 80—isotopic
Amo,dcs_previously_unrcspliqd  in a N. matrix,

O
CA 1999 138, »9

shifts of a few vibrational
confirming that O—atoms_



,in the NO, moicty are incquivalent. For sym—N.O3, a more nearly '
" complete set of isotopic shifts for absorption lines at 1688.6, 971.0, and
704.6 cm~1 enables one to provide refined assignments. Lines at 1722.5
and 1721.1 cm~—1 are assigned to sym. stretching modes of 2 terminal
N:O groups of ®ON16ON1¢0 and 130N180N160; they gain IR activity
because Co, symmetry is broken. Trans—cis N2O, with an asym. ON-
ONO structure is identified with absorption lines at 1704.5, 1665.7, 877.8,
and 243.0 cm—1. Isotopic expts. indicate that this species contains 2
nearly isolated N:O groups. Spectral assignments arc supported by theor.
calens. with d.—functional theories (BLYP and B3LYP); previous assign-
ments of low—cnergy vibrational modes of asym.—N20; and sym—N,03
,are revised based on comparison with calens. Photoconversion among
"these isomers is discussed.
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128: 314418w A new conformer of dinitrogen trioxide in low
temperature matrix: trans—cis N;O;. Wang, Xuefeng; Qin, Qi—
Zoag (Laser Chemistry Institute, Fudan University, Shanghai, Pzop.
Rep. China 200433). Spectrochim. Acta, Part A 1988, 54A(4), 575~580

/(Eng) Elsevier Science B.V.. Matrix izolated FTIR spectroscopy has

been applied to investigate the 1,0, conformers in a low—temp. matrix.

The irradn. of an argon matrix contg. NO and NO; with a pulsed laser

at 355 nm causes the enhancement of a new set of vibrational bands,

which results from the conversion of asym—N,0; to a new cont'ormer

W % trans—cis N,0,. The obsd. vibrational frequencies and relative intensi-
“~ ties of the conformer are in good agreement with d. functional theory

(DFT) calens. at BLYP/6—21G” level. Upon annealing, the thermally.
induced conversion of the trans—cis N;O, into sym—N;0; takes place.
Pmpemu of trans—cis N;O, conformer are detd. for the first time.

0A-1998, 128 P



L :~:‘<’ K A
S O E Y S 0%
F: N203-

P: 3

133:22679 A theoretical investigation of the

N203- anion isomers. Chen, M.; zhou, M.; Qin, Q.
Laser Chemistry Institute, Fudan University
Shanghai, Peop. Rep. China Chem. Phys.

Lett., 321(5,6), 498-503 (English) 2000 The

structures, binding energies and vibrational

frequencies of various N203- structural isomers
have been detd. using the B3LYP and MP2 methods.

NO2--NO complexes with different coordinations and

one N20-02- complex ar to be min. on the potential

energy surface. The three NO2--NO complexes N20-

02- complex are predicted to be stable with respect

_to NO2- + NO and 02-, resp.

O, 2650, 433
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133: 22679v A theoretical investigation of the N,O,;~ anion
isomers. Chen, M.; Zhou, M; Qin, Q. (Laser Chemistry Institute,
Fudan University, Shanghai, Peop. Rep. China). Chem. Phys. Lett. 2000
321(5,6), 498—-503 (Eng), Elsevier Science B.V. The structures, bindin;,:
energies and vibrational frequencies of various N.,O4~ structural isomers
have been detd. using the B3LYP and MP2 methods. Three NO,--NQ
complexes with different coordinations and one N.O-0,~ comp‘lex are
found to be min, on the potential energy surface. The three NO,~-NO
complexes and the N,O—0,- complex are predicted to be stable with
'resoect to NO,~ + NO and N.O + O,-, resp.




