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CXNCO! | o , '
e . , ‘Asymmetric top molecules in the microwave regioﬁ. | s
\:"5) 0 Caebonyl cyanide and perfluorodimethyl ether. J. F. Wester-
N2 %= .. _kamp (Univ. Buenos Aires, Argentina). Bol. Acad. Nacl. Cienc.—— -
- (Cordoba, Rep. Arg.) 42, No. 2—-4, 191-200(1961). Calcns. were -

_:'E}'_%_ m*_made of the microwave spectra. ______ Jasper D. Hepworth S
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. 150459a Various mean-square amplitude quantities in car-
bonyl cyanide.. Nayar, V. Unnikrishnan; Aruldhas, G.; Cyvin, |
S. J. (Phys. Dep., Cochin Univ., Cochin, India). JIndian J.: =
* Pure Appl. Phys. 1974, 12(1), 78-9 (Eng). The at. vibration
mean-square amplitudes, the generalized mean-square ampli-!

tudes, and perpendicular amplitude correction coeffs., helpful® -

in electron difiraction studies, were evaluated for carbonyl cy- °
Apide: < v T i, 5 ol R R

CA./974 80 v26 -
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1 1203. Pasnuunbic CPeu.IeKBaAPaTHUHBIC 'amn.n)mynb'l
.arV,Aruldhas G, Cyvin S.J. Various mean-squa-
Pure and Appl. Phys.», 1974, 12, Ne 1, 78—79 (aura.)

BLIUHC/IEHB 00OGIICHHbE CPRAHEKBAAPATHYHbIE AMMIHTYALY
KoJie6aHuii, aMIIHTyAbl KoaeOaHHil aTOMHBIX Map M napa.-

i

A

re amplitude quantities in carbonyl cyanide. «Indian J..

ITo JIHTepaTypHBIM JAaHHBIM Jid CHJIOBBIX IOCTOSIHHBIX®

. Jneblible H TEPNeHAHKYAAPHbBIC AMIIHTYAB JeKapTOBBHIX:
cMeluertit A4s MoJeKyanl KapGonuaunanuna. M. P. Anues:

koneGanmit kapGomnauuanupa. Unnikrishnan Nay-




7 - ) 15 583.  Mouekynsipuasi CTPYKTypa KapGoHMAUMAHHIA. /gdjp
[Wé‘/ Typke V, Dakkouri M, Schlumberger F. The
molecular structure of carbonyl cyanide. «J. Mol. Struct.»,
. 1980, 62, 111—120 (anra.)-¢
MerozoM ra3oBoii 3JeKTPOHOrpagHH H3yueHa CTPyKTypa
&Monexy.nu kap6ounnuuannna (I).. Hailgensr caen. anave-
NHHSL  MeXBANEPHHX  pacCronumit -(reA) u yraos: C=0
1,2056(38), C—C 1,4649(15), C=N 1,1452(21); <cCCC .
114,91(56)°. B rq — cTpyKType oGHapy:xeH HeGOMBLION H3-
I/Wof%/» ru6 uenogky C—C=N.na 1,6° B noisoxenue aHTH o
— otnomennio X cBa3H C~=O0.-0;Hako npH coBMecTHOlt 06-
&/" £&//Cs - paboTKe 3JCKTPOHOrpaGHY: M MHKDOBOJNHOBBIX -NAHHHIX 3Ta
/ Lenouka B CTPYKTYPE lao: TIOUTH JnHeiina. DT oaHauaer,
yro yron CCN Meisiercs ‘Ha 1,5° mpu mepexofie oT rg — ™\
CTPYKTYPH K ra® cTpykrype. HanHm cBsiseit B I coraacy-
jotcst ¢ 3¢ deKTOM BTOP. OKpYXKEHHS, YCTAHOBJEHHOTO &g
pANa KHCIOPOA- H 430TCOAEPIKAIUHX COCAHHEHHIL,

B. Cnupunonos
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L OUPPL) [Iwockem /6. 75,
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3J1232. "DaeKTDOHILIT CHEKTP MNOIJOWEHHS MOJEKyJIbl
JONCN B 6anxueit HK-odnactu. Near-IR electronic absorp-
tion spectrum of ONCN. Bell Stephen, McNee
Ewan R. «Chem. Phys. Lett>, 1984, 111, Ne 1—2,
105—112 (anra) :

McenenoBal CHEKTp MOMVIGWIEEHA  MOJEKYJa — HHTPO3ILI-
‘wiannia ONCN B rasopoii. ¢aze B obaactu DI 340—
11 690 cm~!. Paspeatomas CnocoSiiocTb HCMNO/Ib30BAHHOIO
cnektporpada B  ykasaumofi o6aacty Oblla  He Xyxe

W VQ/) 3,8 cm~l. Muentnduwuposana CTPYKTYpa, oTuocAlascs K
W} - ‘cucreme mepexoxos 'A”<—'A’. Jlam aunanar3 opaiartesibHON
:cTpykTypnl nosoc. Obeyxaena KauecTs. Moledp Jlepopua-
LHOMHON TMOTEHIL (-WiH AN MOJCKYJ ONQN Buoa. 29.

ob /958 /8,73
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W1 195. HcamnupuuecKHe HCCACHOBaHMS TEHACHUHA M3-
Menenuii cpaseit. Y. 8. 26-anekTponnnie cHctemMsl A=B—
—C=Dn u 30-anektponubie cuctemnt A=B=C=D", Ab
initio studies of bonding trends. Pt 8. The 26-electron
A=B—C=D" and the 30-eleciron A=B=C=D" sys-
tems / Pyykkd P., Runeberg N. // J. Mol. Struct. Theo-
chem.— 1991.— 234.— C. 269—277.— Anura.

B npuGmuxennn Xaprpu'— Poka (XP) u MeromoM
Mennepa — Ineccera 2-ro mopsaka (MII2) B Gasuce
6-31. ['®* HccaenoBaHH 26-3JCKTPOHHbBlIe CHCTEMBl  THNA
A=B—C=D", K KOTOpHIM, B YaCTHOCTH, OTHOCATCSH
C2-, CCCP-, xarnonst NCCO+, NCNN+ nm NNNNZ,
Paccmorpennl Tak:ke 30-3JCKTPONHLIC JIHHCITHbIC CHCTEMBI,
pkaouatomte NCCN4=, OCBO3®-, FNCF+ u FNNF+,
Il ansona ONCO-_maiifieno, u4TO KoJbleBasi CTPYKTypa
JICKHT BBILIC JnHeNHON. AHHOH N4~ HMeeT NpeamnoyTH-
teabuyio cTpyKTypy Dan. Koabuesas crpyktypa O+ (D)
craGuapna B npuGanxenun XP H HectabuiabHa B NMPHOJH-
-meanMl'IZ' o .




oy /%9/

115: 1206560% Ab iritio calculations of the equilibriinn geometries
and vibratioral frcaucncics of carbonyl cyanide, thiocarbonyl
cyanide and thiopropynal, Tyrrell, James (Dcp. Chem. Biochem.,
South. Illinois Univ., Carbondale, IL 62201 USA). THEOCHEM
1991, 77, 87-94 (Eng). Ab initio calens. using 6-31G* or D95°*.
basis sets were carried out at the MP2 level on the mols. cerbonyl

M ([2 cvenide, thiocarbonyl cyenide and thiopropynal. In cach case &n’
ZZ}M % te ) optimized cquil. geometry was obteined and vibrational frequencies:
were caled. at these geometrics. The geometries end frequencics

- yY¥ sere compared with each other and with exptl. data wh asible.
?L / /l/lﬂlb// viere compared with each other and with _x',_ 1. ds 9_4\ ere possible.
& () (I

e././99), 115, W7
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118: 69349t The isomeric C:NQ* ions NCCO*, CNCO-, CCNO~
and their peutral counterparts arc stable species in the gas
shase. McGibbon, Graham A.: Kingsmiil, Carol A Terlouw, Johan
K.. Burgers, Peter C. {Dep. Chem.. McMaster Univ,, Hemilton, ON
Csn. LSS 4M1). [Int. J. Mass Spectrom. lon Processes 1932,
121(1-2), R11-R18 (Erg). The isomeric [C:NO]J cations NCCO-, 1+,

C//l [LJ\W/M% CNCO-, 2+ and CCNO-, 3+, were identified on the basis of their
, distinct collisional activation mass spectra. Redn. of these ions in a
reuiralization-reionization expt. produced intense survivor signals

I/Lé LLCCB/W/ ) and char.1cteri§ticall_\' different spectra which reveal the existence of
NCCO-. 1+, CNCO-, 2+, and CCNO¢, 3, a5 stable radicals iz the dild.

M [,M{‘LO ges phase. Ab initio (UMP3/6-31G*//6-31G* + ZPVE) MO calens.

chow that ions and neutrals 1 are more stable than their counterparts

/aM/m 2, by 7.4 and 15.8 keal mol-3, resp. These calcns. are not amenabie to
the detn. oftrelstive energies for ions and neutrals 3.

®
oA 1993, I8, ¥ &
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127: 300494k An ab initio study of OCCN and OCCN®*. Francisco,
Joseph S.; Liu, Ruifeng (Department of Chemistry and Department of
Earth and Atmospheric Sciences, Purdue University, West Lafayette, IN
47907-1393 USA). J. Chem. Phys. 1997, 107(10), 3840—3844 (Eng),’
American Institute of Physics. The structure and vibrational frequen-

ﬂg L /Ld ﬁo cies are reported for the OCCN radical and its cation using quadratic
CI and complete active space SCF methods. The heat of formation for

/4 a 0m the OCCN radical is estd. as 50.2 kcal mol-2. The adiabatic ionization

/ A / potential is estd. as 8.5 eV. Vertical excitation energies for low—lying
A

ey,

“excited states of OCCN are also reportéd.
+H
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