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} 18 51031.  MMnyabcHblit hoTOMN3 CMecel  030H—iili-.

‘an, Hand ClTtHford¥—HTXTer Robert M.-Flash , ___

phofolysis “of ozone-cyanogen mixtures. «J. Amet. Chem.'

- |'Soc.», 1970, 92, Ne 7, 1828—1831 (aurv1.) - T T

| Tlpu mmyasciost goromnse cyeceit CoNo+0; 0Gpa3y-

J10TCST 1B HEYCTONYMBEIX MPOAYKTA ¢ obueit ¢-mnoii CoNoO.

*Onun 113 3THX MPOAYKTOB 06pasyercs mo p-uH " BICAPILI

|O(D) mo " ceisu  C—C: N=C—C=N+0(D)—
—+N=C—0—C=N .(nosochl morsomenus s UK-cnekrpax-

npu 2205 u 2282 ca~'), a apyroit mo p-uuu: C2oNo+-0(3P) — -

-1 =>CaN2O (mosmochl morsowenust npu 2282 u 2252 ey,

A. BEAYHKOB ______




| 10808, 9041 00[ CNV)y (204 7|
Ch: Fh R 3";2476'7'7 / XW ‘(96]7

- mo.‘ent, and. quadrupole coupling consfants N
of carbonyl cyanide, [ele) CN)?_’ "Can J Phys.", :
|197, 49, ¥ 3, 367-373 fEl i o]
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"12B210.  Mukporoaionsiit CHCKTp M CTPYKTYpa 1dg<"

——

uManara wmama, Hocking W. H, Gerry M. C. L.

AG73

icrowave spectrum and structure of cyanogen isocya- :

nate. «J. Chem. Soc. Chem. Communs», 1973, Ne 2, 47—
48 (aura.) -

IIaTeNbUBLIX NMEepexofoB THNAa «a» 1 «b» (manmune nepe-

. XOMOB THNA «b» YKasbiBaeT 1A HeMHHENHYIO - CTPYKTYpY |
sonekynst NCNCO) B ocuonnoM 1 B nepsuX 4 poaGywx- |
JlennbiX KoseGaTeJbHbIX coctosnuax.. Onpenenenst Bp: -ta-, |

© Ténpuble  mocrosnubie  A=74358,7, B==2699,04, (=

 =2"97,87 Mrii 1 oueHensl aiaveitis JIJIHHBL  CBSI3H
‘_\C—j\} (1,283 _A)_n_yraa C—N-C-140°.

* IMpupenensr npexs. pesysbTaThl HCcaefoBaHHs MB-cnek- |
Tpa Monexyant NCNCO,, MnentnuuHpoBaHs JHHHH Bpa- |

M. P. _ﬁ',“i@.”_“

NIy -474
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0480u yicrowa'ire spectrum and structure of cyanogen iso-,

M " anate. ockng, W, H.o Gerry, M. C. L. (Dep. Chem.,:
‘ ‘. Univ. B.C., Vancouver, B.C.). J. Chem. Soc., Chem. Com- -

.mun. 1973, (2), 47-8 (Eng). The microwave spectrum off

' NCNCO indicated that the mol. was a slightly asym. prolate

. Totor and was bent although there were significant contributions
' from linear resonance forms. _ P e —

“

C. A A973.7¢ A'//'}/,’ |



NCNCO  N4gE 1973

\D 5 J1444. MHKPOBOJHOBBI CNEKTP M CTPYKTYpa MoOJNeKy-
3 NCNCO. Hocking W. H, Gerry M. C. L. Micro-

D ave spectrum and structure of cyanogen isocyanate.

! «J. Chem. Soc. Chem. Communs», 1973, Ne 2, 47—48.
(aura.), i

ol W3 HecaenoBanis MHKPOBOJH. NCPEXOJ0B a- b-tuna mo-;
9 + nekyant NCNCO onpezesiesbl ee CTPYKTypHbIC napaMerpol. ;
0; ' B npeanoJoxeHiH JuueinocTn N—C—N 11 N—C—O ueneit!

| BLIYHCJEHO, YTO JUTHHA CBSI3N C—N pasna 1,283 A, a yroxn'

. ~esky aminn uensnt 140,0° L. IL

\
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24 B250. Nfuxpoﬁﬁﬁﬁhﬁw_chexrp uHaH M30UHAHATA:

(NCNCO). Hocking W. H, Gerry M. C. L. The. |_
_mricrowave spectrum of cyanogen isocyanate (NCNCO). o

B «J.HMol. Spectrosc.», 1976, 59, Ne 3, 338§3?\§}C éaum.) AN
. o =7~ . Mamepen MB-cnektp  unan nsounanara NC B oc- _\
&g/ " M%_.,Hom{om H TNePBLIX TPEX BO3GYMCAGHHHIX COCTOSHHAX HaH- I _

6onee HH3KOYACTOTHOTO ‘KoaeOaHusi B 06JacTH 4acToT oT &

no 37 Tru. Maentuduuuponano 70 mepexoioB B OCHOBHOM l
cocTOANHH J 60 Mepexofos B BO3GYMACHHBIX KONEGATENb-(~

HLIX COCTOSHHAX. l’Ipu noMouH ramMHJAbTOHHAaHa B TIpeCA-
CTaBJICHHH Yorcona ans Bcex COCTOSTHHIT onpenesieHbl Bpa-.

_____lnaTeabHble MOCTOSAHHBLIC, MOMCHTHI HHEPUHH H NOCTOSIHHLIE:

i
- 4

¥ 799E Al:/ % il

_ 3




LEHTPOGCKHOrO HCKAXKCHHSI YETBEPTOro- H I1IECTOro NMOpAd-'
Ka. B OCHOBHOM COCTOSIHHH ‘BpamaTeJbHBIC NMOCTOSIHHBE B~
Mru: A=74358,690, B=2699,0367, C=2597,8663. ITo 30-
¢ekty IllTapka mas nmATH NepexomoB ONMpefieseHH B geba- -
X KOMIIOHCHTBI JHMOJILHOTO - MOMCHTa: Mo =2,488+0,010,
Wp=0,476+0,020 1 nomuulit - MoMenT: =2,533==0,011..
Ipu pane npennonoxennii oTHOCHTENBHO CTPYKTYpH MOJC-
KYJIbl ONpefesieHbl JBA. CTPYKTYPHHIX .mapamerpa: r(NC—:
NCO) =1,283 A, ZCNC=140°" TloayucHibie pC3yAbTaTLL
COMOCTaBJEHbl C AAHHLIMH * ISt PONCTBCHHBIX . MOJCKY.I.
Ha ociobe m3MepenHBIX CNeKTPOCKOMHY. MOCTOSIHHBIX BEI-
YHCJCHBL yacToTel 29 MB-nepexonoe, npeacTaBAAOUINX
acTpous. HuTepec. © -C. 'H. Myp3uu
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12 1383.  Mukponoanoseiii cnextp NCNCO. * Ho -
cking W. H, Gerry M. C. L. The mitrowave spect-
rum of cyanogen isocyanate (NCNCO). «J. Mol. Spect-
rosc.», 1976, 59, Ne 3, 338—354 (aura.)

B ofaacti 8—37 T'ru mpn xoMuaTHoil T-pe Hecaemoparn
MHKPOBOJIH. CNCKTP Tra3006pasnoit- mojekyast NCNCO s -
OCHOBHOM H B MEPBBHIX TPeX BO3GYKICHIBLIX KOJeGaTeNbHBIX
coctostiusiX. ITosyuensl 3maueHust BPAIIATENBHHIX MOCTOSH-
HBIX, MOCTOSIHHBIX UEHTPOGEKHOTO HCKAXKCHHS H MOMeH-
ToB Huepuui. IToxasaHo, 4TO MoJEKyJa B OCHOBHOM co-
CTOSIIHH TIJIOCKAas, THMA acHMMETPHYHOrO Bosuka. Haifimen

IHMOJbHBI MOMEHT H €r0 KOMIOHEHTHL: ogm=2,533+ -

+0,011; na=2,488+0,010 u p,=0,476%0,020 exn. MeGas.
Onpenesenia  MoJexkyJasiplias CTPYKTypa. . IlpoBeseno ee
CpaBHeHIe CO CTPYKTYPOit POACTBEHHLIX MOJCKYJ. Bu6m, 2243

1976 1L
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MOHPHYECKOE  HM3yYeHHe TeOMeTPHil H  3MeKTPOHHBIX

ctpyktyp. Rosenberg Heidi, Olsen John F,

Howell James M. Cyanogen isocyanate and di-

cyanocther: ab initio studies of geometries and electro-

nic structures. «J. Mol. Struct.», 1978, 48, Ne 2, 249—
= 258 (amram) . .

2 ’ Buinosiensl HEIMOHPHY. PAcyeThl B MHHHM, ral)\'lcconon

; _/7 1 6asuce OCT-3I'd »oqexkynabl n3ouuanata umnana NCNCO

Z’,(;&'yﬁdéyul/ (1) nee nsonepa—mxm}lanoaoro adupa NCOCX (I1), a

TaKkKe H303JSKTPOHHOI MOJCKYJbl HeAGKHCIl  yriepoja

JE C;0, (III). Tlposeaena nosasast ONTHMH3ALHS TeoMeTpHii

=11 B npeanosoxenii MJIaHAPHOCTI ITHX  MOJCKY.L.

) CorJacio pacuety, . papiosccnast Kondurypauus I ju-

" eitna, a 1 — W-o6pasna ¢ pmnamu csiseii R(N—C)=

=1,16 A, R(C—N")=1,384 A, R(N'—C’)=1,256 A, R-

| (C—0)=1,176 A u yraamn NCN'=176%1, CN'C’=123°,

g N’C’O=168°7. DBapbep HHBEPCHH UEHTPAABLHOTO  a3oTa

COCTAaBJISICT ~5 KKa.’I/MOﬂb, npH4yeM HHBEPCHSI CHJIbHO CBf-
A

;

sana ¢ m3ruGom ¢parmentos_OCN _u NCN. Pacyernay -



‘paBuosecnast Koupurypauus Il amanormuna Taxosofi 1 i
XapakTepusyercs napaverpamu  R(N—C)=1,159 A,

R(C—0)=1,366 A, OCN=175°7, COC=111°8. Oanako

B OT.IHYHC O AOBOJIbHO TrHOKO Mosekyan I Il — Becoma
JKCCTKAsE yaCTHLA : Gapbep HHBEPCHH KHCAOPOAA Hafinen
paBubiM ~50 KKaJ/MO0.b, XOTH, O BCeit BCPOSATHOCTH, 3Ta
Ligpa npeysesnuena raasubM 06pasoM n3-3a AedeKTos,
NpHCYWHX MHHHM. Oasucy. Duepris uaoMepusamui AE=
=En—E; naiigena papnoit ~7 Kkan/Mosib. IpnBojsrces
opGutaabnpie suepruit (OD) M pe3yabTaTsl anamnsa 3a-
ceaennocteii no MaJHKeHY A/ PaBHOBCCHON 1 JiHHCHi-
ot kongurypawuit I u I Buicweit 3anstoii MO xax I,
Tak i 11 spaserca MO a-tuna ¢ O3 9,4 38 (I) u 11,098
(11). Pacuernbie aunobible MOMEHTHI sMostekysn 1 u 11
B NX paBHOBecHBIX EJHQHTYpauwusix pasubl cooT. 2,38
M 1,42 D, B. §I. Becnaaos -
-9 = R - c

9
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11 1223.- Hsouuanar uuana H AuuHaHoBLIH 3dup: He-
oMnHpHYeCKOe HCCAeJ0BANHE TeoMeTpiit i 9JIEKTPOHHOTO
2 ) cTpoennss. Rosenberg Heidi, Olsen John | 2
L ’{ ﬂ . Howel] James M. Cyanogen isocyanate and dicya-
noether: ab initio studies of geometries and electronic
struclures. «J. Mol. Struct.», 1978, 48, Ne 2, 249—258
(anra.)
. HesMnupHUCCKHM metogom CCIT MO JIKAO B Gasiuce
W rayccoBCKHX -1l OCT-3T® HCcenea0BaNO  3MCKTPOHHOE
z chocggc W paplopecias TCOMCTPHs H3OMHAlaTa WHala,
2 ., NCN (I) m ero  usomepa— AMUUALOBOTO 5 Hpa
w"“"/"’a‘“(NC)zO (11). Monekyna 1 maiipena 10BOJbIO rli‘gl\'gﬁ
v ¢ OGapbepoM MHBEPCHH BOKDYF UCHTPAaJLHOro —artoma
ZZD C ~5 Kkajg/Monb, UTO GoJsblie 3HAYCHHIT, TMOJYYEHHHIX -
{3 OLCHOK MO MHKPOBOJIH. CNCKTPaM (1,4—3 Kkaa/moasb)
roraa Kaxk Il — JKecTKasg MOJIeKyJa (Gapbep mmepcm!"‘
nopsaka 50 KKan/Moab). OGe MmoJsekyanst 006;1aaloT Tpakc-'
W3OPHYTOfl MJIOCKOfl KOHpopMauHeil (M-oGpasuoit), ana-
JIOTHUHOf CHCTCME H30MepoB HNCO—HOCN. Hsomep |

B 978 v =




Goace craGuaci. Jlumosbibic MOMENTH oucnenit B 2,38 |
(253) wu 1,42 en. [HeGas COOTBETCTBENINO. f
£ TR B. JI. JIcGenes ;
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11 1223, M3ouuMaHat - uuaia H IHUHAHOBLIM “IPHP: He-
IMNHPHYECKOE HCCJEA0BAHHE TECOMETPHH K 9IEKTPOHHOrO
crpoeunsi. Rosenberg Heidi, Olsen John F,
Howell James M. Cyanogen isocyanate and dicya-
noether: ab initio studies of gcometries and electronic
structures. «J. Mol. Struct.», 1978, 48, Ne 2, 249258
aurJ.) :

(I-Ica.\mnpmccmn\t metogom CCIT MO JIKAO B Gasnce
rayccosckix ¢-umit OCT-3T®  mccnenosano  amnektponioe
CTpOCHHC M PaBHOBECHAST TCOMCTPHS H3OUHANATA LHana,
NCNCO (I) u ecro  H3oMepa — AHUHAHOBOTO a¢upa

INEREO— (I1). Mounekyna 1 uaiigena  10BoabHO rHGKOf

C_ 0apbCpPOM  HMHBCPCHH  BOKPYT  HEHTPaJbHOTO  artoyma
C ~5 xKan/moib, uTo GOJbLIC 3HAUCHHIL, NOTyyenyyy
13 OUCHOK MO MHKpoposH. cnektpam (1,4—3 m\'an/.\;o;lb)'
toraa kKaxk Il —Kectkas MoJexkyna (Gapbep mmepcml’.
nopsiaka 50 kkaa/moan). OGe Mosekynanl obsagapr Tpate-
HsornyToit nsockoit xoudpopmaueii (M-oGpasuoi), ana-
noriunoit cicreme nzomepos HNCO—HOCN. Maomep |

P LT AT




o S grimeice £ £56 A
ﬁ/é/ ///l'ﬂ 5B51. H3yueniié “reometpuieckon crpykrypst NCNCO
‘ B pamKkax MCTOJA 4aCTHYHOrO npeneGpexeHnus audbepen-
UHAJbHBIM mepexpuBaHneM. Samanta Swadesh Ra-
.njan, Shaikh Ali Uddin, Ali Mahamed As-
gar. Indo study of the gecmetrical structure of NCNCO. .
«J. chim. phys. et phys.-chim. biol.», 1978, 75, Ne 7—8,

703—705 (awura. w
2E8LPeCCLLAL/, B pamkax metona UITIIT nsyuena TCOMETPHSL U 5JICKT-
poHHOe cTpoeHHe MoJgekyas NCNCO (I). Oanum ceasef
L. L/Wd? Owan B3ATH 3 SKcrepuventa, a, yron CNC (a) papen-
posaax ot 90 po 180° Minumymy nosmoi SHEPrHH oTge-
uaeT yrJoBas reoMetpus a=120° uro cornacyercst ¢ gay-
HuMH MB-cnektpos. Ounosbumit Moment I, OLEHeHHH{i p
4,26 D, oGycioBeH raBHBIM 0GPa3soM aTOMHEIME BKJana-
MH (CBSI3aHHBIMH ¢ rHGpuan3auHeit AO). . Haitneno, yrq
UeHTPaZbHE aToM N H CBA3aHHEE C HHM aTOMH C 3aps-
KeHBl NIOJIOKHTEABNO, 4 KOHUEBOA aToM N H KHelopoy — :
' oTpHUATeJbHO. Pacuer numexcos VYaiiGepra, TOKa3kBaer, -
yro I Moxuo onucath ctpykrypoii N=C—N=C=0 1
Kpal'He HeGOJbIIHM T-CONPSIKCHHEM  uepes UCHTPAJbHL}
atom N. o - 1L H. Ibaukog

PLRIFGNT
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J{—CL/ ’é [":& 7B260. O MOJIeKysIpHOfi CTPYKTYPe Ta3006pasmoro

LHaun3ouHanatTa N=C—_N=C— O. Bak Bor ge,

—N=C—0. <Acta ohem. scand.», ‘1979, A33, No g

597-:599.—(anm.)

. ~ [oayuens:  Muxponomiosse - CHeKTPH  Mosekyy N=
W// 2, =C—BN=C=0 P I 'SN?C—N]:g??, ﬁBJIﬂ}l’OLllecx
-, Z . NPONYKTaMH  nponu3a -0Kco-1,3-2, -IHTHaHa30na,
&’/W%{ oboratiennoro -h3otonoM  'SN. Ha ocnope aHamu3a
" CMEKTPOB npexioxensl npe CTPYKTYPHbIC MOxean moge.

(KYJABL C HECKOALKO OTIHYamouiMics nmapamMetpavy: |

=C 1,164, C—N 1,303, N=C 1,218, C=0 1,165,

IN=C—N 180, C—N=C 138,47, IN=C=0 180°.

II N=C 1,164, C—N 1,345, N=C 1,218, C=0 1,165A;

<JN=C—N 172, <C—N=C 129,0, 2N=C=0 169°,

: P _ .\ B. Cmupunonop
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i jpip . emomees g55~ 1979
A E10 BZ— /0 - 74 /7~

VU2 8§515G¢ Un the molecular structure of gasecous cyanogen
isocyanate, NiC-N:C:0. Bak, Boerge; Svanholt, Henrik;

Holm, Ame (Chem. Lab. V, Univ. Copenhagen, Copenhagen, -
DK-2100 Den.). Acta Chem. Scand., Ser. A 1979, A33(8),
4 > 597—C9 \(CE(%g). g T}i)e micci'oxf\_'ave 'hspectra1 of ﬁig-st;c;o and
WAR/ A 15N:C-N: were obtained after the pyrolysis of 5-0x0-1,3,2,4-=
g £€ ¢ dithiadiazole. The mol. model of N:C-N:C:0 presented by W. H.

' £/777'C/" .-Hocking and M. C. L. Gerry (1976) may be slightly modified.

CA 980 FL N 1D
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..2;2},’52, HsoMepnzaums umanuj — u3oLWHanu B CTPYK-

ITy, -.  mu30Mepax m3ouHanara yuana. Moffat J. B. Cy--

ani- . -isocyanide isomerization in the structural isomers.

)of janogen isocyanate. «Int. J. Quantum Chem.», 1979, |

17 Ne 5, 547—557 (aurn; pes. dpaniu., HeM.) 4

I OJIHEHbHl HEeSMIHDHY.  pacyeTsl B MHHEM.  Gasuce

I ;t')jl‘ ® ¢ onTiMH3auueit reoMeTpiH 7 H30MEPOB COCTaBa

CoN-D : NCNCO (1), CNNCO (I1), NCOCN- (I1I), NCO-

. . NC_(IVf,"NCCNO (V), CNCNO' (VI), CNONC (VII),

.’5/7, e a_rakike 4 m3omepos HNCO (IX), HOCN - (X),_HONC
-+ ~— (XI) it HCNO (XII). W3 TICpeuHCICHHBIX MOJIEKYJT JIHIHCH-
/[Cé’;/(/’ ubMi (Cop) OKasbiBaloTest Toasko V, VI m XII. Haiimen .
cnefl. mopewox. crabuiabHocTH m3oMepos:  VIKVII<KV<

‘& >IV<Ilefli<l u XII<XI<IX<X. TIpn nepecuere 1X—
/4 (7, . XII B Gasiee 6-31T®, oxnaxo, IX okaswmBaercst Gonee cra:’

. 6unbubM, yeM X. ONTHMH3HPOBAHBE! FEOMCTPHH IEPeXOXHbIX

COCTOSIHHIT ‘4 D-WHIT M30MEPH3AUMH  UHAHHI — H3OUHAHHT K

'HailfIeHs caefl. sHepruy u Gapbepel H3OMepH3aumH (KKan/

‘[monb): V—VI, 298, 67,5; I-II, 42,2, 84,3; I1V->VII,

41,4, °106,8; III—1V, 44,6, 107,9. OGuapyxena rpyGas

WD e« g1l Vi

2.5 AL
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Koppeasiuns MEKIY SHeprusmyy H3oMepusauuy i H3MeHe- |
HUAMH ToanoRg 3apAna rpynngr CN. gcN), a Takke H2-
MCHeHH MK 3aceaeHnocrejt NepeKpLIBanst PBywmXCS . 31 06'-]
Pasyioutixes cpgaejy. Haiigena TaKKe NPHOMIKeknas -
Heiinag 3aBHCHMOCTD MCAK Ly Gapbepamy H30MepH3auy
—XNC i Be.'umma.\mx.nomxox‘i.nhpuamm;3apﬂ;‘m CN !
(Onr_’eucnxemoﬁ- Kak ]q*cn—qCN(XCN)Hlq*cx—qcn-'
NC)|, a TaKIKe 3acetemnocTsyy MCPEKPLIBaNs * cpazef;
—X'm N—X g fiepexoanom coctosmy. B. S1. Becnasiop
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Wk, 3 ube. Stwut., 1983
Z/o /9y, /v3 ¥, 38§3-36Y.
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£ 6 B1329, Buyrpumonekyaspuoe cuaosoe mnose kapGo-
iHauHanuaa, Intramolecular force field of carbony! cya-
nide. Mohan S, Durai S. «<Indian J. Phys.», 1987, B61,
Ne 2, 125—129 (anra.) ‘ :

" MeToZIOM KHHETHY. MOCTOSHHHIX PacCYHTaHO cHJOBOE
nose: Mosekynn xapGounaunamnuna, CO(CN), (1), umero-
iedl MIOCKYIO CTPYKTYPY CHMMETPHH Che. O6cyxaennt
-KOPpJIALUHH MEXAY NOJYYCHHHMH CHJIOBBIMH MOCTOSHHBIMIK
H BHYTPHMOJEK. AHHaMHKoi I. C nmonyyemnsm cuiosmm'
TOJICM PAacCUHTAHH  BeJHYHHBl CPeAHEKBAJPATHUHHX i
CPEHHX AMIVIHTYA KOJeOaHHil, MOCTOSHHBIX UeHTPOOeKHO-'
FO HCKaXKeHHSI H KOPHOJNHCOBHIX MOCTOSHHHX KOJe6aTenn-
HO-BpAIAT, B3aHMOAEGNCTBHS, I'. M. Kypammuna’

X./88¢%, /9, &
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I77. BuyTpHMOJeEKyJfApHOC CHJIOBO

mmanuna. Intramolecular force field of carbonyl cyanide.
Mohan S., Durai S. «Indian J. Phys.», 1987, B61, Ne 2,
125—129 (aHra.) . )

Metonom FG-Matpuu Buibcona BBIMOJHCH alaji3 HOPM.
koopanuar kapGonuaunanuaa (CQ (CNg). Ha  ocuose
0GOGIICHHOrO BaJCHTHO-CHJOBOrO MOJS WailleHH Xapakre-
PHCTHYECKHE CHJIOBBIC TOCTOSHHBIE cpa3seit MoJekyanl. Jas
noayyenns HauGojee peanbHOro naGopa CHJIOBHIX TOCTOSH-
HbIX HCMO/MBb30BaHbl CpPeHEKBafpaTHIHEE aMIVIHTYA, cpel-
HHC AMIVIMTYAR H NMOCTOSHHHE LUEHTPOGEXKHOro HCKaMeHHs
MOJICKYJIBl. CHJIOBAs NMOCTOSHHAR fe—c OKa3anach MeHblue,
yem' oxixanoch aas C—C cBs3H, umeolllei rHOPHAK3ALHIO
sp?—sp. D10 OObsCHEHO YANHHEHHEM ' CBSA3H M yBEJHue-
nieM S(G(GEKTHBHOTO TNOJOXKHTEJbHOrO 3apsina HA UEHT-,
pansiiom: aToMe C BCIGACTBHE HHAYKTHBHOrO — BJHANHA
C=N-rpynnsl, 4To NPHBOAHT K yBCJIHYEHHIO |i%mloro xa-
pakrepa C—C caasn. ) ROR SlkopJea

b 1688, /8 NS
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/995

')185145 Teopuuqecnoe MCCrieoBaHHe MCNCO u ero
Hsomepos. Theoretical study of NCNCO_and its isomers /
Fehér Miklos, Pasinszki Tibor, Veszpremi Tamas // lnorg
Chem. .— 1995 .— 34 , Ne 4 .— C. 945—951 .— Awurn. ;
" Heamnupuueckum metogom CCM° MO JIKAO & 6a3uce
6-31T®* ¢ yuyeTom 3neKTPOHHON Koppensuuu no MIM2 uc-
CNefioBaHO 3MEKTPOHHOEC CTPOEHHME 25 UMaHaTOB, W30OUMaHa-
TOB, HMTPMNOKCHMAOB MW ynbmuHaTOB, copepxauwmx CN- i
NC-rpynnsl, M X cepy- M CeneHcoaepaliux aHanoros.
MpuseaeHsl PaBHOBECHAS reOMETPHS, FAPMOHMYECKME Kone-
‘6arensHbie vacrorl, obcyxpeHa OTHOCHT. cTabunbHOCTS M30-
MepoB M NpoaHanu3upoaaHbl BO3MOXHbIE nyTH u3omepu3sa-
‘LlHH. L H. n.
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1995

7 122: 1706508 Theoretical Study of NCNCO and Its Isomers.
Feher, Miklos; Pasinszki, Tibor; Veszpremi, Tamas (Institut fuer
Physikalische Chemie, Universitaet Basel, CH-4056 Basel, Switz.).
Inorg. Chem. 1995, 34(4), 945-51 (E ). Various cymm
isocyanates, nitrile oxtdec. and fulminates substituted with CN— or
NC- groups, as well as their sulfur and selenium analogs

investigated by ab initio calcns. at the MP2/6-31G* Ievel. Eq\nl
geometries were detd., and harmonic vibrational frequencies were
calcd. at these points. Relative stabilities of different isomers were
compared. Transition states connecting the stable structures were
also investigated, and possible isomerization pathways were suggested.

C.A-1995, 1o ¥ 1Y



/995

F: NCCNO

P: 3

11651235. OGpasoeanne B rasopoil ¢ase H CNEKTPOCKOMHS HECTaGHIBbHBIX
monekyn NCCNO. Gas-phase generation and spectroscopy of the unstable
NCCNO molecule / Pasinszki Tibor, Westwood Nicholas P. C. // J. Chem.
Soc. Chem. Commun. - 1995. - N 18. - C. 1901-1902. - Anrn.

Monekynst NCCNO, o6pasyoupiecst B pesynsrate razodasHoro muposninsa
(550°) nuunanodgypokcana nmpH HH3KOM RaRICHHH, HCC/ICAOBAaNBI MCTOAAMH
¢otoanextponnoii cnexrpockonun (eI), HK-cypbe-cnextpockonun u
oTononnsannonuoit (MHHHH H L['ansda','6era’,'ramma’]) Macc-
cnektpoMeTpu. B ®DC nabnonann mosochl, CBA3aHHbE € HOHH3auueil
cnenyoumx MO: 11,28 3B, 'mu'[nb](CNO); 17,08 3B, 'nu'[b]J(CNO); 13,8-
14,5 3B, N[p'cumma’), 'nu'(CN). B HK-cmextpe nabnojanu HHTEHCHBHBIC
nonockt 1442 w2328 cm{-1}, cmA3aHHBIE C CHMMCTDHYHBIM K
AHTHCHMMCTPHYHBIM BaJeHTHbIMH KoncGannsmu c¢pamnventa CNO, monoca

X. 1996, 11/



BalenTHOro KoneGamus  ajor-ymiepox npn 2129  cm{-1} u pax
MANOMHTEHCHBHBIX Tonoc - 722, 511, 409 cm{-1}, oTnecennbix coots. K
'mo'[4)(C-C, Ban), 'm0'[S](CNO, ‘memsta), ‘'mw'[6] (NCC, ‘mensta’).
OcTanbible MONOCHI HATEPNPETHPOBaNHBl KaK o0OEpTOHBI M  COCTaBHBIC
nepexoapl. CormacHo BHIMOMHEHHBIM HEAMIHPHY, PacyeTaM MONCKYNa HMeeT
nuneitnyio cTpykTypy, paccuntans B[e]=2,2493 ITu u ‘Mo0'=0,072 IL
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125: 311178v Ground, Excited, and Ionic States of the NCCNO
Molecule: A He 1 Photoelectron, Infrared, Ultraviolet, and ab Inj- v
tio Investigation. Pasinszki, Tibor; Westwood, Nicholas P. C, (Guelph—-
Waterloo Centre for Graduate Work in Chemistry, University of Guelph,,
Guelph, ON Can. N1G 2W1). J. Phys. Chem. 1996, 100(42), 16856—!
116863 (Eng). The cyanogen N—oxide mol. NCCNO was recently identi-:
‘fied in the gas phase. NCCNO, generated from itsstable ring dimer
s - dicyanofuroxan by low—pressure thermolysis, is characterized by He 1
/Dﬂm 74 M ) . UPS, photoionization mass, UV, and IR spectroscopies. From stop-flow.
/ ‘and revaporization expts. the mol. may be categorized as semistable, ;
y 77 U ﬂ{ having a lifetime of a few hours in the dil. gas phase. The ground state -
0

NN 3845 /G096 &

: mol. geometry and vibrational frequencies are explored with ab initio’
< \ﬁ awcalcns. at the MP3, QCISD, and QCISD(T) levels for comparison with '
L /L‘ /4 '(expt. The std. correlated methods have some difficulty with the structure;’

W ﬂ : d. functional theory gives results closer to recent microwave data and

isuggests that bigger basis sets are necessary. The mol. is predicted to
e.f- 1996, /45 witi @

have a large amplitude deformation, suggesting possible quasi—linear
1 behavior. For the jonic states, the semiempirical HAM/3 method gives




very good agreement with the measured ionization energies. The low'
‘lying singlet excited states, optimized at the CIS level of theory, assist
!with the interpretation of the UV spectrum. Taken together, the ab
/initio calens. and the spectroscopic data suggest that both the ground
state mol. and the ion have linear structures, but the lowest x° — 7
‘electronic transition leads to a mol. strongly bent in the lowest excited -
singlet state. . _ R e e = -
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125: 341483h High resolution infrared spectroscopy of cyano-
gen N—oxide, NCCNO. Guo, Bujin; Pasinszki, Tibor; Westwood,
Nicholas P. C.; Zhang, Keqing; Bernath, Peter F. (Cent. Mol. Beams
Laser Chem., Univ. Waterloo, Waterloo, ON Can. N2L 3G1). J. Chem.
Phys. 1996, 100'111. 4457-4460 (Eng). The authors report here on the
1st high resoln. IR absorption spectra of the semistable nitrile oxide,
NCCNO. All of the fundamental modes of vibration (except for the low-
est—frequency bending mode) and several combination bands were
measured with a Fourier transform spectrometer at a resoln. of 0.005
cm~!. The authers present analyses of v, the C-C stretching mode at
714.75394(6) cm™!, v, the NCC bending mode at 403.92597(6) cm™?,
ve+¥7 at 490.12362(6) cm~?, and the tentatively assigned vy+vg combma- )
tion band at 826.29186(8) cm~!. A simultaneous least squares fit of
these 4 bands gives ground state rotational consts. of B, = 0.077,08554-
(34) em-! and Do = 4.570(30)x10~% em 3.

c‘ﬂ, /ggé/ﬂg N;{/é
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F: N2C20
P:3
165134. OcnoBHoe, BO30Y:KACHHBIC H HOHH3HPOBAHHBIC COCTOSHHA MOJEKYIbI
NCCNO. Hccnenosanne Meroaamit  ¢oroanekrponnoit  (Hel), HK-, YoO-
CIICKTPOCKOMIH H MCTOZIaMIt HEIMMIPIIUCCKOrO pacyeTa [KBanpaTHYHBIM METOAOM
KB 1 mctonom MIT3). Ground, excited, and ionic states of the NCCNO molecule:
A Hel photoelectron, infrared, ultraviolet, and ab initio investigation / Pasinszki
Tibor, Westwood Nicholas P. C. [Journal of Physical chemistry] // J. Phys. Chem. -
1996. - 100, N 42. - C. 16856-16863. - Aurn.
Mecro xpanenns TTHTBE
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126: 284239¢ Microwave spectrum and geometry of cyanogen
N-oxide, NCCNO. Brupbacher, Th.; Bohn, R. K,; Jager, W.; Gerry,.
‘M. C. L.; Pasinski, T.; Westwood, N. P. C. (Department Chemistry,
University British (olumbia, Vancouver, BC Can. V6T 1Z1). J. Mol.
Spectrosc. 1997, 181(2), 316-322 (Eng), Academic. The microwave
spectrum of cyanogen N—oxide, NCCNO, was studied at v = 4-23 GHz,
‘using a pulsed jet Fourier transform microwave spectrometer. The
_spectrum is that of a linear mol. Transitions of 5 isotopomers were
analyzed, and ro, r,, and ry, geometries were detd. The geometry and
_the 24N nuclear quadrupole coupling consts. were used to compare NC-

/ CNO to similar mols. Though the present data indicate strongly that
the mol. is truly linear, they are insufficient to rule out quasi-linear
. behavior completely. . . .

C.p. 1997 /36 n2/



1999

F: C2N20
P: 3

130:257531 Electronic structure and
hybridization effects in hypothetica orthorhombic
carbon oxynitride. Ivanovskii, Alexander L.;

Medvedeva, Nadezhda 1I.; Shveikin, Gennady P.
(Institute of Solid State Chemistry, Ur Branch,
Russian Academy of Sciences, Yekaterinburg 620219,
Russia). Mend Commun., (1), 34-35 (English) 1999

The quantum-chem. examn. of the ‘electronic
structure and hybridization o the valence states
in the orthorhombic Si2N20 and hypothetical C2N20
comp suggests that the cohesive properties can be
improved by the substitution carbon for silicon in
a silicon oxynitride crystal.
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