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B IL {479 (sIMOHCK., pe3. aurJ.) i ]

___xnopGensona, Casku Cnunocyxa. «Tokeé KOTé CHK3H-|

‘cé xoxoky, Tokyo kogyo~sliikefisho hokoku, Repts Govt:
Chem. Industr. Res. Inst. Tokyo», 1964, 59, Ne 11, 475—!

I
Hcenepopanst MK-cnextpul norsoutenust  ra3aooGpasmoro,
i rexcaxsopGensona B o0ractii 4000—300 ca~! u_Teepaoro;
! rexcaxnopGenzona B odaacti 300—100 cu~!. Hamepenst
' caenyiouye wacrore: 1396; 1350; 1307, 1053; 1012; 874,4;!
1696,2; 687,6 ca—l. IToayuensl TaKKe CMEKTPHl KOMO. pacc.!
. rekcaxJiopGensona, pactsopentoro B Gensone, CCly i cepo-; =
__yraepose. Ha ocHoBaHiH conocTaBfeHist 3THX  CIICKTPOB
 Mexxay coGoit 1 € KoneGaTeabHbIMI cnekTpaMi Genzosal
| pe/IIOKENO CJCYIolee OTHECCHIC OCHOBHLIX YacTOT K Ti-|
‘nan cummerpmt: A, 1225372;  Ejg 213; Epu 1350,696;!
i Eag 1522,340, 322 cu~!. M. Kosuep!
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1972.

157439n Electron-diffraction study of the structure of hexa-
chlorocyclopropane in the gas phase. Barzdain, P. P.; Gra-
cheva, N.I.; Alekseev, N. V. (Inst. Elementoorg. Soedin., Mos-
cow, USSR). Zh. Strukt. Khim. 1972, 13(4), 717-18 (Russ).
The following mol. parameters for hexachlorocyclopropane were '
found: internuclear distances C-C 1,513 = 0.009 A, C-Cl 1.734
= 0.007 A, and Cl....Cl 2.858 = 0.013 A; the mean-square
amplitudes C-C 0.056 = 0.011 A, C-Cl 0.076 = 0.009 A, and
ClL...Cl 0.090 £ 0.012 A; bond angle CI-C-Cl 112° =+ 2°,
These values agree well with theoretical considerations on the
character of the C-C and C-Cl bonds in this mol. and also with
the exptl. results obtained by other investigators. L. Berak

e.n. 197237 2y @
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williams_Robert C.L Tdylor James W. Chlo~|

.rins Linetic isotope effect models. 1 I.
isotopic dependence 'in nominal C-Cl stre-

_.:;tchlng vibrations of aliphatic chlorides
:and vibrational analyeis ‘of the tert-busx:

tyl chloride ground state."J.Amer.Chem. -
'Soc.",1973 95,N6,1710-1714  (anra.)
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12 B72. Koudopmaunonuwii anaans. VII. Moaekyasp-
Has' CTPYKTypa KonebGanus ra3oo6pa3Horo oKraxJjopnpona-
na (C,;Clg) no panubiM anektpoHorpaduu B COMOCTABJCHNH

- C MONY3IMMHPHYECKHMH (METOJOM MOJIEKYJISAPHON MexaHH-
“ku) pacueramn. Fernholt Liv, Stolevik Reidar.

Conformational analysis. VII. The molecular structure

~and torsional oscillalions of gaseous octachloropropane

979

295

(CiCly) as determined by electron diffraction and com- -

pared with semi—empirical (molccular mechanics) cal-

culations. «Acta chem. scand.»», 1974, A 28, Ne 9, 963— .

973 (aura.)

MeTtonoM ra3oBoit 3jneKTpoHorpadui npu T-pe 160°C . .-

n3yueHa Mosekyna oktaxaoponponana CsCls. Haiigenn

'cren. 3HAUCHHSL MEXDBSNCPHBIX paccTosiHMit :(rg, A) u yr- .. ..
“noB (L,): C—C 1,657 (30), C—Cl (b—CCla) 1,764 (12),

- c—Cl- (b >CCl,) 1,812 (40), < CCC 119,0° (4,0), < CCCl -
«(b—CCls) 110,4° (1,0) u < CCCl (b>CCly) 104,5° (1,0).
iyt et

7



Fpynnot —CCl; naxonsites B WAXMaTHOM — MOMOMKeHH .
(cummerpust Cay) OTHOCHTENBHO rpynnbl  >CCl,. 3uaqe-é
HHA CTPYKTYPHLIX MapaMerpos, NOJYYCHNBIC MOAYSMMIpIY, |
pACUCTOM METONOM MOJIEK. MEeXaHHKH, YNOBJICTBOPHTEABHO | _
corjacyrores ¢ 3Kcnep}m. BCJIHYHHAMH. nOK&BﬂHO. 4yTo 1{3::
S/ICKTPOHOrpadHy. MaHHBIX MOXKHO OUEHHTb JHArOHAJNBHBIC |
CH/IODble MOCTOSHHLIC KPYT. KOJ., CCAH NPHOJMHKEHHO H3-° .
BeCTil0 ocTaJbloe cuaoBoe nose. Coobut, VI ey PJKXuy,
1974, 235103, \ B. Cnupunonos:
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 _C=CCl (I), BIC=C—C=CBr (Il) B 06i3cTi 50—

“ 4000 cm~!. Has T nsmepenm MK-cmekTp rasa u cnekTp

—Cz=Cel (%A -959) {975

| e T :
22 b185.  KoscGaTeabHbie CNEKTPbl M CHJAOBblE MOJSL———~-=
Auxgop-, aubpom- u_ anHoamHauethiaedos. Klaboe P/
Kloster—Jensen Else  Bjarmov E, Chris
tensen D. H, Nielsen O. F. The vibrational spect-.
ra and force fields of dichloro-, dibromo- and diiocdodia-
cetylene. «Spectrochim. acta», 1975, A31, Ne 7, 931—943,
(anr.a.) ’

Hamepenet

UK-cnektput 1 cmextput KP  CIC=C—!_

4000 cv—! i JC=CemwC=TJ (IIl1) B oGnact 200—

R

KP xuaxocts, II u IT n3ysenm B p-pax CCly, CS,, CGHSNML’Q,_“_
1 CH.Cl,. 3apeructpupoBanbl Takxe HH3KOT-pHble UK- u
KP-cnektpet xpucramios I u Il B npeanosoxeinuu To-
ueynoft rpynnsl cumMerpunt smosaekya I—IIT Doy npeano-
JKeHno oTHecelne HX OCHOBHBIX KoJjeGauuil. Ilpu oTHecennn _
HCMOJb30BAlLl  Pe3yabTaThl pacyeTa HOPMaJbHLIX KoJela-
HHil, B K-poM ‘B Kauy-Be HCXOAHOrO npHOMIKeHHT Oblay’
HICNOJb30Balbl CHJIOBbIE TOJST  MOHOraJoNAAHALETHICHOB.’
W3 3nauennit ocosupix uactot I—IIT paccunranb Tepmo- _\

xnnaymy. gynkunn H°, G°, S° Cp°. B. B, JIoKiii ~~—
0 [ L o a0y e B ki
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Sm.dgr Ay Monroe,_ Jr, Kré@use Paul ¥
- F,, Miller Foil A, Vibrational spectra
and assignments f’or tetrachloro- and ‘cet- |
-raiodoallene. o '

nJ, Phys. Chem.", 1976, 80, w 11, 1262

1265 kaur{t.) 0643 mm

621625 53 - BUHUTH




(5Ll
G %

AL
AL UAMOM -
ﬁaccm

e

IO/MLLL@[ o5y . 1981

"12 11489 AnanH3 HOPMaJbHBLIX xoopmmar H cpemme
amnantyas KoneGanuii B coepmuennsnx C3X;(X=Cl,J). Nor-
mal coordinate analysis and mean amplitudes Tor CsXs
(X=Cl, J) compounds. Diaz G. «Spectrosc. Lett.», 1981,
14, Ne 5, 347—355 ‘(anra.)

Tposejen anajan3 HOPM. KOOPAHHAT OCHOBHLIX KoJeGaHHi
B MoJekynax GCly n_CyJs. 3mauenns KoJseGaTeJbHBIX ua-
'CTOT, BBLIYHCJ/ICHIILIC C MOMOILBIO YNPOLIEHHOTO CHJIOBOTO MO-
JIfl, MCIMOJb30BAHBl IJsi HHTEpPNpeTamui omnyGaHKOBaNHBIX
sKcmepuM. cnexTpoB. Ha ocHoBamui 113BeCTHBIX KOJeGaTe/b-
HbIX YacTOT NpPOBEACHO YTOUHCHHE CHJOBBIX IIOCTOSIHHBIX,
noaaommmee JIOCTHYD - MOJIIIOTO COBHAACTHN PACUCTHEIX ™ I
uaﬁmoue}mmx 4acTOT. BBLIYHCJICHBI PAaBHOBCCHBIE MCXKATOM--
nete paccrosnns B Mosekysnax CaCly n Caly, a Takxe cpen-
HHE aMIUINTYAB! - KoJIcOaHuit npir'T-pe 0 u 298 .

e —— .4
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* 95: 88301u Normal coordinate analysis and mean amplitudes

for CsX¢ (X = C], I) compounds. Diaz, G. (Dep. Quim., Univ.

" Chile, Valparaiso, Chile). Spectrosc. Lett. 1981, 14(5), 347-55'

. (Eng). Normal coordinate anal. of C3Cly and Csls was carried out

atd ) /l ocn. > the basis of Eeneral valence force field, using Wilson's FG
41 ° matrix method. Approx. vibrational frequencies were caled. from .

. .the very simple force field, and then used as an aid in tentative

¢ : assignments of obsd. frequencies from the literature. The force

fields were refined by adjustments to the exptl. bands assigned

as funcéamentals. Calcd. mean amplitudes for both mols.” are

eporteds . L. B Ve
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1 4706. ®OTO/EKTPOHHBIE CMIEKTPH H HEIMNUPHUECKHE
pacuerst xaopGensosios. 1. XuopGenson u auxa0pGeH30JH.
Photoelectron spectra of and Ab initio calculations on

chlorobenzenes. 1. Chlorobenzene and dichlorobenzenes.
Rusc¢ié Branko, Klasinc Leo, Wolf Andre-
as, Knop Jan V. «l. Phys. Chem.», 1981, 85, Ne 11,
1486—1489 (anr.a.)

» IMoayuenn Hel- u  Hell-potosnekTponnbie  crnexTpu

xaop6ensona (I), 1,4-, 1,3- n 1,2-nuxnopGensosnos (11—
1V). TIlepsbie 4 BepTHKaJbHbIC NOTCHUHAJAM  HOHH3ALHK
(TTH) I1—1V pasunm (B 3B): 1—9,07, 9,64, 11,31, 11,67;
11— 8,97, 9,84, 11,37, 11,50; lll—914 970 1147 1]58
IV—908 964 1126 1170 I'Ipxmenena HHTCpNpeTauns
(boroancmpo.luu\ cnexrpon I—1V Bnyots mo ITH 24 3B,
CnekTpul HACHTHOHUHPOBAHH MNPH NOMOIUI  HEIMOHpHY,
pacuetoB (B Gasuce I'd) amepruit MO I—IV, ananusa
otnocut. nurencusuocreit Hel- u Hell-cnektpax, aunanusa
KoseGaTenbHOit CTPYKTYpH noJoc. Ilepepie 2 [IU I—1V
otnocatTest K MO, JIOKaJH30BaHHBIM Ha GEeH30JbHOM KOJb-
e, 3 u 4 MM I 1 3—6 TN HII—IV cootsercTByIOT ypaa-
JICHHIO 3/ICKTPOHOB HCNOACJCHHBIX Nap aTOMOB  XJopa,
Bu6a. 28. 10. B. Unxkop
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1986

105: 142566z Spectroscopic characterization of molecular
radical cations: the A?llag += X2[lgy transition of X-C=C-X+, X
= Cl, Br, 1. Klapstein, D.;. Maier, J. P. (Dep. Chem., St. Francis
Xavier Univ., Antigonish, NS Can. B2G 1C0). NBS Spec. Publ. (U.
§) 1986, 716,  423-40 (Eng). Three techniques, gas-phase
emission and laser excitation spectroscopies and absorption spectroscopy-
1 a matrix; can bhe used to study the transitions between the ground
¢nd lower excited states of mol. radical cations. The 3 techniques are
«mplementary. While the emission spectra provide information '
oncerning the vibrational energy levels of the cationic ground state,

laser excitation and matrix absorption spectra provide the

2d Aiotesponding information for the lowest excited states. Typical
J pktra from these 3 techniques and the information which can be

¢uced from them are illustrated for the AMlgg +» X211, transition
of XC:C-X+ (X = I, Br, 1). SR . B

oA 1986, 105 n/6
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106: 41390¢ The formation of CCli in gamma radiolysis of
methyleyclobexane(MCH)-CCly at 4.2 K. Suwalski, Jan P.; Kroh,
Jerzy  (Inst. Radiat. Chem., Tech. Univ. Lodz, 93-5490 Lodz, Pal).
Bull. Pol. Acad. Sci., Chem. 1986, 34(5-6), 267-74 (Eny).
Radiolysis of methyleyclohexane-CCly solns. at 4.2 K produced CCl,-
(absorption max. ~354 nm) and CCli* (weak absorption band
420-435 nm) ions, Warming the irradiated samples to 77 K resulted
in the decay of CCli-. The spectrum of the heated sample indicated
the presence of CCly radicals (370 nm) and CCLC) complex (450-470
nm). — -

e .l 198F (06,76
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13 B1021. ~ Crpyktypa anmonos CCl,— (n=1—4) u
CPOACTBO K 9JCKTPOHY COOTBETCTBYIOWHX HEHTPAAbHBIX
uactuu. The structure of the CCl,— (n=1—4) anions
and electronic affinities of the corresponding neutrals /
Gutsev G. L., Ziegler Tom // Can. J. Chem.— 1991 —
69, Ne 6.— C. 993—999.— Anra.

Ilpu nomowmn Meroma dynkunonana 3JIEKTPOHHOI MJIOT-
HOCTH C HCMOJb30BAaHHEM NpPHOMHKeHHS Xo H3ydena
S/ICKTPOHHAS CTPYKTYPa H TCOMCTPHS OCHOBHOTO COCTOS-
HHRA — OAHOKPATHO-3apsKeHHLIX  amnonoB CCly=, (n=
=1—4) u Cln= (m=2,3), a Takke coOTBIIHX HelTp.
MosieKy 1. BOTBCex c/yyasix ocywiecTBJeHa [OJHAS ONTH-
MH3aUHsA TrcOMeTpPHH. BbiuncieHBl 3HAueHHst BepTHKaAbHO-
o M annaaThy. CPOACTBA K 3JEKTPOHY AJA HEiiTp. vya-
CTHL, a Takxe nepsblit [IT HoOHH3aUMH AN aHMONOB,
OGcyKAeHL pasiHuHblC  KaHadol  AHCCOLMALHH CCly-.
Cnenan BHIBOA, uto annon CCls~ spasiercs HEXECTKHM,

b (nd)3
/ 2 [”5 m{/ )




npHyeM  rao6ajbHblii  MHHHMYM COOTBCTCTBYET BHITSIHY-
TOMY TeTpasapy c cummerpueii Cy,. OTMeueHo, YTO AJSA
PAacCMOTPEHHBIX  COEAHHEHHIT  HCMNOJIb30BaHHBII MeTox
O4YeHb XOpOLIO BOCNPOH3BOAHT 3KCNEPHM. TEOMETPHIO H
ZacT yNOBJCTBOPHTC/bHYIO OLCHKY 3JEKTPOHHOrO CPOACTBA
(na ypoBHe JIy4IUHX HE3MIHPHY. pacyeToB). ,
B. M. Tlpomticnos




om 36436 - [99/

5172.  Crpyktypa anitorios CCl, (n=1—4) u snek-'
TPOHHOE CPOJCTBO COOTBETCTBYIOWMX HEATPANLHMIX MOJe-
Kya. The structure of the CCl,- (n=1—4) anions and
electronic affinities of the corresponding  neutrals /
‘Gutsev G. L., Ziegler T. /l Can J. Chem.— 199].— 59,
Ne 6.— C. 993—999.— Awnra.; pes. p.

B pamkax npu6amxennoii TCOPHH (yHKUHOHANA mIOT-
HOCTHl paCCYHTaHLl TCOMETPHYCCKHE H 37]CKTPOHHbIe CTPYK-
TYPEl OCHOBHLIX COCTOSIHHIT OJHO3apSIAHLIX aHHOHOB Cll,-
(n=1—4) u Cln~ (m=2,3), a Takwxe COOTBETCTBYIOLIHX
neiitpanbhbix MoJckysa. IMpopesena nonuas ONTHMH3alIHsT
‘TCOMETPHIT BCEX AHHOHHHIX M HEeATpaJbHBIX cHcTeM. Pac-
CYHTAHB BEJNHYHHLI BCPTHKAaJbHOrO M aAHaGaTHY. 3JCKT-
POHHOTrO cpoacTBa AJs HefiTPANbLHBIX MOJCKYN K onpene-
JICHH TICPBHE MOTCHUHAJLI HOHH3AUHH aHHOHOB. QGCyxKpe-
Hbl pasmiyhne Kanaas anccounanun CCl—. Tlokasawo,
uto CCl,~ ABASIeTCS HEKCCTKHM H HMeeT raoGagbHble
MHHHMYMLI, ~ COOTBETCTBYIOUIHE  CTPYKTYpPe  BLITSIHYTOro
\TCTPA3aDa CHMMETPHH Cay.
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12 4179, Crpyktypa anuoHoB CCl,~ 'H Cl,~ (n=1—
4) coraacHo pe3yJabTaTaM pacueToB B NpHOAHIKEHHHM
¢dhynkuuonana Joxaabhoi maorHoctH. Structures of CCl,—
and Cl,— anions (n==1—4) according to results of local
density functional calculations / Gutsev G. L. /] J.
Phys. Chem.— 1991.— 95, Ne 15.— C.  5773—5783.—
Anra. i .

B npuGaueHHH ‘GYUKLHONANA JOKaJbHOM  MJOTHOCTH
PACCUHTAHBI 3JIGKTPOHHLIE H TCOMCTPHY. CTPYKTYPbl O1HO-
3apsianux auuonos CCl,— n Cl,—(n=1—4), a rtakxe
COOTBCTCTBYIOUHX HEATPAJbHLIX MoJekyJa. JJas HeiTpanb-
HBIX MOJICKYJl pacCYHTaHbl BEJHYHHBI aAHa0aTHUCCKOrO u
BCPTHKAJbLHOrO CPOACTBA K 3JeKTpony. /14 anuoHos no-
AydyeHbl 3HaucHus 1-x notenuuanoB Houusauuu. Corsiacuo
pesysabTatam pacueroB annon CCly— MoKET paccMatpH-
BaTLCSl KaK HexKecTkHil, OJaroaapsi HaJauHio HECKOJDLKHX '
GJ13KO PAaCMOJOKCHHBIX MO 3HCPrHH JOKAJbHBHIX  CTalHO- .
HapHHIX TOYEK Ha Cro MOBEPXHOCTH  MOTEHU.  3HEPTHH,.



COOTBCTCTBYIOLUHX DPa3/IHYHBIM PACHOI0KCHHEM aaep. Haii--
aeno, 4to CCly~, CCL~ u Cly~ Takmke nyeior HCCKO.TbKO |
BO30YXKACHHBIX 3JICKTPOHHLIX  COCTOSHHI, CTAGHJBLHBIX
OTHOCHTCJbHO OTPHIBA 3JCKTpOHa. ITokasano, uto annog:

Cls~ cTabiuaen OTHOCHTEABNO UHCCOUMALHOHNOrO Kanana,
C HH3LIeil 3HeprHeii. :



Ll /99

24 b1088.  Crpyktypa ammonos CCl,=~ u Cl,~ (n=
==1—4) no pe3yanTaTaM pacyeToB METOLOM tdhynkunonana
‘0KaabHoit naornoctH., Structures of CCl,— and Cl,-
anions (n==1—4) according to results of local density
functional calculations / Gutsev G. L. // J. Phys. Chem.
— 1991.— 95, Ne 15.— C. 5773—5783.— Anr.1.
Mertoom ¢ynKuionana noxasbHolt MAOTHOCTH paccunTan
l[ // PAL 3JMEKTPOHHLIX cocToAHHit annonos CCl,— i Cl,-
% ' (n=1—4) ¥ coOTB-HX HEHTP. MOJEKY.L. OnTtiMmu3nposa-
HLI TCOMETDHY. NapaMeTpsl psila CTPYKTYP, OTBCUAIOLLIHX
CTAIHOHAPHLIM TOYKAaM MoTeHUHabhbiX [IB. Onpexcaentr
3HAYEHHS BCPTHKAJIbHOrO M  a;anaGaTHY. - cpoAcTBa K

0 SJICKTPOHY HeifiTp. MOJCKY/n H IIT HOHN3AUHH  aHHOWOB.

—_—

X /Z,,
X799/, v4Y "7



Pesyabratel corsacyiotess ¢ gaHHBIME He3MIHpHY, pacue-
TOB H C 3KCNCPHM. namubiMi. [Tokasano, uto amnon CClj-
ABJISIETCST HCXKCCTKHM, ©ro notenuuasbhas I1B umeer Goub-
uroe 4HCJA0 OJH3KO PaCHOJIOKEHHBIX MO SHEPrHH MHHHMY-
MoB. Amnonnt CCly—, CCly~ u Cly— mmcior psx Bo30yiK-
ACHHLIX COCTOSINMI, YCTONYHBHIX K OTpHIBY 3JICKTPOHA;
Cly~ ycTollYHB MO OTHOLICHHIO K HH3LIEMY IO 3HCPTHH Ka-
lany puccouHaums. . A. A. Cadonos



[y 1992

Litte b4
Hhom - /%‘/4 7992, 166
. WAL 5SS

- i3 @
DX v i ‘aZ///{ A4 51028



1972




(L5
| jputsd PA /%7

mype. g fi St 7
B ™

/w' Wy ’1/7)



F: C(35)Cl4
P:3
651295. KoncbarensHo-Bpaiuareibhas CMEKTPOCKOMHA C{35}CI[4]. Rovibrational
~ spectroscopy of C{35)CI[4] / Xu Songlin, McDowell R. S., Sharpe S. W., Krohn
B. J. // J. Mol. Spectrosc. - 1995.-173,N2.-C. 431-441. - Aurn.
UK-crckTp NOromweHHA BLICOKOro paspelucHus C{35)CIl[4] u3Mepen B CTATHY.
yenousx ((ypbe-CreKTpOMETP, paspewenne 0,005 em{-1}, nonocet 'mo'[4] u
"mi0'[1]+'H10'(4], MHOroxoa0Bas ONTHY. suciika) M B CBCPX3BYKOBOM MYHKC
(nepecTpanBacMblil JsoAblii Na3cpHbiii CNCKTPOMCTP, Auanasot 790-810 cm{-1},
nonoca 'mo'[3]). Ananuz  depMmu-aans! o'[3)/mo’[1]+'m0'4 pan  3HauCHUA
KOPHOMHCOBBIX ~ MOCTOAHHBIX 'mera’[3]=0,621 1 ‘iera’[4]=-0,145, K-peic
YAOBNCTBOPAIOT FapMOHHH. npaBHIy CyMM, HO H3-32 BO3MYLUCHIIA, BbI3BAHHOIO
" pesonancom depmi, HE COFNacyloTcs C BHYTPHMONCKYAPHBIM CHNIOBBIM NOJIEM,
" onpeacncHHBIM paHee i3 aHaH3a H30TOMHBIX CABHIOB CCI[4], 13011pOBAHHOTO B
marpuue. Hcrnnnoe snavenne  'mera[4]=-0,414  nmonyucho 3 aHanusa
HEBO3MYLLCHHOIT NOI0CHI '110'[4). Buba. 37.
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F: ClC2n+lN
P: 3 ‘
132:63913 Ab initio calculations of structures
and vibrational frequencies of linear interstellar’
molecules XC2n+1N(X = CN, H, F, Cl, Li and n= 0-5).
Liu, Yuming; Ren, Yi; Tian, Anmin
Department of Chemistry, Sichuan University
Chengdu 610064, Peop. Rep. China Sichuan
Daxue Xuebao, Ziran Kexueban, 36(4), 722-725
(Chinese) 1999 The geometric structures of linear

C. R 2680, 3L



interstellar mols. XC2n+lN (X = CN, H, F, Cl, Li and
n = 0-5) were optimized by quantum chem. at HF/6-31G
level. The total energies and bond lengths of the
mols., and charge distribution and vibrational
frequency of each atom were calcd. The results showed
that the total energies of XC2n+lN obeyed homologous
linear law, and both the bond lengths of the mols.
and the charge distribution of each atom presented
certain regularity. The frequency results showed

that the XC2n+l1N mol. was stable for X = CN, H, F,
and Cl, while not stable for X = Li.
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F: C3Cl

PE 3

132:185680 Theoretical study of the C3Cl radical and

its cation. Redondo, Redondo, J. R.; Barrientos, C.;
Largo, A. Facultad de Ciencias, Departame -
Quimica Fisica, Universidad de Valladolid

Valladolid 47005, Spain Chem. Phys.
Lett., 315(3,4), 224-232 (English) 1999 A theor.
study of C3Cl and C3Cl+ isomers has been carried
out. The globa min. for C3Cl is a cyclic C2v
species (a three-membered ring with an exoc

chlorine atom). However, a quasi-linear ccccl
structure is predicted to only 3-5 kcal mol-1
higher. This quasi-linear structure is floppy,

(R 2600, B2



since linear arrangement lies only 2-3 kcal mol-1
higher in energy. The cyclic open-chain isomers
have dipole moments of 1.986 and 3.363 D, resp. 1In
C3 global min. is a linear singlet species, the
singlet cyclic isomer lying 19 kcal mol-1 higher.

The ionization potentials of cyclic and open-chain
are estd. to be 9.17 and 8.21 eV, resp., suggesting

that these species sh easily ionized if present in ‘!
the interstellar medium.
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F: C3Cl

P: 3

132:185680 Theoretical study of the C3Cl radical
and its cation. Redondo, P.; Redondo, J. R.;
Barrientos, C.; Largo, A. Facultad de Ciencias,
Departamento de Quimica Fisica, Universidad de,
‘Valladolid valladolid 4700 Spain Chem.: Phys.

Lett., 315(3,4), 224-232 (English) 1999 A theor.
study of C3Cl and C3Cl+ isomers has been carried out.
The global "min. for C3Cl is a cyclic C2v species (a
three-membered ring with exocyclic chlorine atom).

C. 2 2660, 3L



However, a quasi-linear CCCCl structure is predicted
to lie only 3-5 kcal mol-1 higher. This quasi-
linear structure floppy, since the linear arrangement
lies only 2-3 kcal mol-1 higher in energy. The
cyclic and open-chain isomers have dipole moments of
1.986 a 3.363 D, resp. In C3Cl+ the global min. is
a linear singlet species, the singlet cyclic isomer
lying about 19 kcal mol-1 higher. The ionization
potentials of cyclic and open-chain C3Cl are estd.
to be 9.17 and 8.21 eV resp., suggesting that these,
species should be easily ionized if present the
interstellar medium._ :



F: C-Cl1
B
132:122171 Computationally Efficient Methodology to
Calculate C-H and C-X¥%F, Cl, and Br) Bond Dissociation
Energies in Haloalkanes. McGivern, W. Se Derecskei-
Kovacs, Agnes; North, Simon W.; Francisco, Joseph S.
Chemistry Department, Texas A&M University
College Station, TX 77842, USA J. Phys.
Chem. A, 104(2), 436-442 (English) 2000 A
computationally efficient method for calcg. C-H and C-X
(X = F, Cl, an Br) bond dissocn. energies in haloalkanes
was developed by detg. correcti factors to MP2/cc-pVtz
energies. Corrections for basis set effects were by the
difference in bond dissocn. energies calecd. at the
MP2/cc-pVtz and MP2/cc-pV5z 1levels, and correlation

C.R2660, 132.




effects were cor. by calcg. the diffe in energies at the
MP2/cc-pVtz and CCSD(T)/cc-pVtz levels. Subsequent
corrections for the spin-orbit energy of the at.
fragment and zero-point were applied to give a final
bond dissocn. energy. The correction factor detd. using
CH4, MeF, MeCl, and MeBr and yield bond dissocn.
energies in excellent agreement with exptl. results.
This correction may also be bro applied to multihalogen
compds., as shown in calcns. of the C-H and C-X b
dissocn. energies of CH2X2 and CHX3 (X = F, Cl, and Br)
compds., which accurately reproduce exptl. values.



F: C35C12 y o
Bt L0/
134:287152 The rotational spectrum of dichlorocarbene, C35CI2, observed
by molecular beam-Fourier transform microwave spectroscopy.  Hansen,
N.; Mader, H.; Temps, F. Institut fur Physikalische Chemie, Christian-
Albrechts-Universitat Kiel, Kiel, Germany. Phys. Chem. Chem. Phys. (2001),
3(1), 50-55. in English.
The rotational spectrum of the most abundant isotopomer of
dichlorocarbene, C35CI2, in its ~XAl ground electronic state was recorded using
a mol. beam-Fourier transform microwave spectrometer. The CCI2 was
generated by flash pyrolysis in a pulsed free jet expansion using CBr2CI2 or
CHCI2COCI as precursors. Fourty three hyperfine structure lines of 6 rotational
transitions were recorded in the frequency range 8-40 GHz. The anal. of the
obsd. spectrum yielded the rotational consts., the complete 35CI nuclear
quadrupole coupling tensor, and the nuclear spin-rotation interaction consts. In
addn., a refined r0 structure of CCI2 was derived.
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L; 135: 231938j Theoretical study of C,Cl, C,Cl*, C,Cl- (n = 1-7)
) 75- clusters. Largo, Antonig; Cimas, Alvaro, Redondo, Pilar; Barrientos,
— Carmen (Departamento de Quimica Fisica, Facultad de Ciencias, Uni-

/7 versidad de Valladolid, Valladolid, Spain 47005). Int. J. Quantum
Chem. 2001, 84(1), 127-135 (Eng), John Wiley & Sons, Inc. The
) — electronic structures, dipole moments, and vibrational frequencies of these
’\ clusters were calcd. at the B3LYP/6—311G(d) level. The geometry of all

// these species (with the only exception of neutral C3Cl) is predicted to be
either a linear or quasi—linear with Cl located at the end of the carbon

chain. C,CI clusters all have doublet ground states, whereas the anionic

h - { . 7 clusters, with the only exception of CCl-, all have singlet ground states.
” - & For C,Cl* species, n—even clusters have triplet ground states whereas
n-—odd ones have singlet ground states. An even—odd parity effect (n—

even clusters more stable than n—odd ones) was found for both the

W{/ ’,&’ ) neutral and anjonic’species, whereas in the case of the cations the alterna-
tion in stability is reversed. The ionization potential (IP) and electron

r) M 0/ /ﬂ”z— affinity (EA) also exhibit gegular variations with the size of the cluster,

with n—even clusters having both higher IP and EA than n—odd ones.
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