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2 1B3Y. T Boanospie  (DYHRIGHT 0CHOBHOIO™ COCTOMNIA M-} ..
nelinpix monexya. Clemen:i Enrico. Ground-state, =~
wave functions for linear molecules. «J. Chem. Phys.;
1961, 34, Ne 4, 1468—1469 (anra.).—CooluialoTcsr HEKOTO -
puIc pe3yJLTATHI IpCAmpImIMacMBIX B Hikarckoy ymit-,
'BCPCIITETE CHCTCMATINY. pPACUCTOB BOTHOBLIX (yHRIL
“TPeX- I UETLIPEXATOMILIX MOJICKYJ ¢ MOMOILLIO DICKTPOI-
‘mo-cuetuplX Mamm Ilpmsogstes opOuraavusie k00
loreprit MO smmeitnnix TpexaroMunix Moierya Ci, N3~
'NO,+, HF,—, HO1yd9eHIbIe T0 METOLY CAMOCOIIACOBAMILIX,
IMO JIKAO. B rauectse AO mcmonb3onamt. Gy nKIQL coeii-
l'rcponcuoro TINA ¢ DKCHONCHTAMI JUIsi ¢BOGO/IILIX aTOMOB.;
iTloamble DHECPTIIE sl TGPEUICACHHLIX BLIUIe MOJCKYJ \
lpaBust (B aT. efL.): —113,08754, —162,54219, —202,90110,:
1—198.28264. . _ . ; o M. Meccrewrnn
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1 s s
"0@"’_'"‘ Ground-state wave functions for linear molecules.
\_%S Enrico _Clementi (Univ. of Chicago).” J. Chem. Phys.

A o 34, 13868-9(1961).—Slater-type at. orbitals were used as a-

ba515 to calc. the L.C.A.0.-M.0.-S.C.F. wave functions

----—--for the 1Z} ground states of C;, N; , NO;*, and HF,~.
The | total energy in at. units’is, resp., —113. 08/54

. —162. 54219, —202.90110, and —198.28264. R. Benz___
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3 ¥ ) “The C; spectrum at 4050 A. B. Rosen (Univ. Liege,
M‘W Bclg) Astron. J. 66, 383(1961).—High-dispersion spectra’

] : were obtained, showmg structure in bands of CH, NH, CN,— -~ -
and C; for several bright comets,

For the C; system 55
S S— | emission features were measured in the spectrum of comet:———-—--——
o ]Burnham (1959 k). No dcfinitive analysis of these bands
ool .. .!was made, but the main featurc at 4050 A. undoubtedly be-_
i g “longs to the (0,0) transition. C (e} Kiess
| z
e A E S — — —
7 s
i
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12 B160. Cnex‘rp Cs. Brewer Leo, ' Engel- ‘954

tke_ John L. Spectrum of C; «J. Cliem. Phys.», 1962,
136, Ne 4,7 992—998. (asri.)

1 lf]schum TePMOAHHAMHY. I CIIEKTPOCKOMNY. CBOM-"

ictea Mousekyas Cz flyTeM HcclefoBaHHst —TeMmepa-
iTypHOIT. 3aBHCHMOCTH JaBJeHHs {1apoB, MacC-CIeKTpo-
jMeTpiy. HccaeqoBalit, anann3a CNeKTpPOB fOTJIOUENHs

,u Hanyuenns B o6aacti 3500—5000A B mmpoxom nuTep-’
‘Baste T-p (neur Kunra) u T. 1. Onpejesener HHTerp. HHTeH-
'CHBHOCTH nosoc (paccyHTaHpl CHJBE OCUHJJSTOPOB) I
iBHuHCAeHA anTanbiHs cyOanmaunn C; npH pasiHuHBIX
i pax. ITokasano, uTo 3HaueHHs TocJefHeil BeJHUHHBI,
noJiyueHHBle pa3HBIMH MeToAaMH (Hamp., 10 CHeKTpaM,
'TIOTJIOMIEHHST H H3JIYYeHHSs), XOpowo cornacyiores Apyr
{c, JpyroM, mpHueM  CpejiHee ‘' 3HaueHHe  PaBHO
‘188 kkaa/moab. Ilpepnoxena HOBast SJeKTPOHHO-KoJe-
GaTtenbnast cxema o6GpasoBanns cnektpa C; B o6Gnacti

‘3500—4500}\ Ilokasano, B uaCTHOCTH, YTO T. Has.

,kon'nmyym C,;, uabaiopaeMblit B CNCKTPaX HEKOTOPHIX'

!HCTOYHHKOB, Ha CaMOM JeJle SIBJAseTCS TICEBAOKOHTH-
Lnyymou _1_o0ycioBjiel NepeXOnaMH MeXAY OOCHYHHMI

et ket gl



JOHCKPETHBIMH  YPOBHSIMH (AIHu-»XlE;), KoTophle g,
pasHoMy BO3MVLICHE B pasJHYHLIX HCTOUHAKaxX (meuax,
SJIEKTPHY. pa3psile HJAH KOMeTax). YKa3zaHa BeJdHUYHHA
uacrotol 000—G00-nepexona (24686 cx~l) 1 npHBefieHH
3HaueHHsT KosnebaTeJbHBIX YaCTOT, AaKTHBHBIX B 3JIeKTPOH-,
nom cnexrpe monekyner Cy. BuGa. 26 mass. H. Baxumes -
: _ : . :
1

'

v
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~ II3MEPCHIIST IHTCrPANILIOro IOIVIOMICHIISI PABHOBECHOTO

 INTEHCHBHOCTII CUNTATL CIIy Bnoparopa mopsaxaka. 106 %%Q

21962, 44

: . o | 190}
21B46. Cmextp C;. Brewer Leo, Engelke t(—=
John L. Spectrum of Ci. «J. Chem.” Phys.», 1962, 30,

No 4, 992—998 (anri.).—C Oeapio BLISACHEHHs MPOMCXOMK-__ . _
‘memst nenpepsinnoro ona B cnexkTpe C; mpejmpHHATH
mapa C; B meunt Knora npir T-pe 3200° OGpaGortka momy-
YCHHBIX JANHBIX IIOKA3LIBACT, YTO OTOT (om sABIIETCS
TICEBIOKONTHIIYYMOM, TAaK KAK Ie MOsKeT OLITH cBs3am

¢ quccomamieit C; ma C; 4 C. ITocmenmee mpenrmonoxe-

e motpeGosano 6nt ans  obnsacmenmst maGmiomaemoit

laMepemie 3aBIICHMOCTII HMHTCHCHBIOCTIL HCNPEPHIBHOTO
_(hona CHCKTPOB ITOTVIOIICHILS I II3AYYCHIIST OT T-PHI JIAJIO
‘BO3MOKNOCTL OMPEACHNTL OHTAXBNIO cybamyammr Cs S

', 'AH® = 188 = 5 KkKaa[moab, UTO COTJIACYCTCH C JIQMILIMII

;uanepemu“x JIPYTIIMII METOJAMIL OTcI0/1a 3AKII0UYCHO, YTO. -
PacCMATPIBACMOC CILIONINOC IIOTJIOMICIIIC "OTBCYACT TeM {\ )
3Ke CBSIBAHNIBLIM COCTOSIHIIAIM, UTO N AICKPETHLIC IIOJOCEHI . ‘II
_‘Cemirea, tpaktyemsie wak Cs (A'MIy — X'Zg+). Cmma_ S
:suGpatopa miast momoc 4050 A C; ompepnerena xax 0,43 7

_:C_BO3MO:KHOIT ommOKoii B 2 pasa. _ B. [manon-Kmoxon
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““Spectrum of C;. Leo Bruvu aud Johu L. LnngLL (Univ. -

of California, Berkeley): ™ . Cheni. Plys. 36, 992-8

-(1962).—The enthalpy of sublimation of C; was detd. to be™ ™"

‘188 kcal./mole by a 2nd-law method by using both emission

-iand absorption measurements. The results agreed with -~ -

‘the total vapor pressure and mass spectrometer measure-

..ments. The enthalpy agreement and integrated absorption - -

‘coeff. measurements demonstrate that the so-called con-

3 itmuum of C; is a pseudocontinuum and involves the same....
lbound states as the discrete Swings bands of C; (A'l.-
1 X'Zy*. An oscillator strength for the 4050-A. bands was. . .. _.

.0.13. - .. Henry Leidheiser, Jr.__

’
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3 i ~ "14593.. ~ CriekTp IOIJIOUIEHIT NAPOB. YIACPOAA B TBCP- ————o
e~ = xom aprome npu- 4 1 20°K. Barger R. L, Broida!.
kO <3 —— 1. P. Absorption spectrum of carbon vapor in solid ar- -~ .
ook gon at 4° and 20°K. «J. Chem. Phys.», 4962, 37,°2 5, _
e fn e 11521153 (amra) : o
: I3Mepensl CHCKTPH TAPOB YAEPONa, HAMCCONHBIX ma - - .
MATpPIIy N3 TBEPAOro aproma B 00mACTI 3000—6000 A

[

s ‘' npu 4u 20°K. B odmacti 3797—4221. A B cnexrpe nabimo-T
e o niee.. ..mal0TCA TOMOCH Jorcomenmst (21 momoca), KOTOpEIE OT- .,
' ‘mecenst k moraomennio C;. B Gomee JUTIIHEOBOIHOBOIL T
- -.-00Ma N 5269 m 5208 A ¢mo- .
--.~00JACTIL JICIKAT TMOIOCHI 0269 1w 02 , OTHECEeHNHLIC K II0-

i ! - raomenmo Cp. Ilpn mosbimenmmi T-pur or % ;1o 20°K mo-’~
.. lJymnpuHa II0JOC YBeANYIBAETCS B, TOITOPA pasa, o
; s I - . __H, Rymnercrag -

B T it SN O S

B IR [ WS AU
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- Absorption’ spectrum of carbon vapor in solid"argon at 4 and.’

20°K. R. L. Barger and H. P. Broida (Natl. Bur. of Stds.,

__Boulder, Colo:). J. Chem. Phys. 37, 1152-3(1962). - A spec-—— ..
trum consisted: of 21 absorption lines and a broad continuum:
was observed at 3797-4221 A. The spectrum was attributed to
C;. Two weak and broad lines were observed at 5269 and 5208

A.; these were attributed to Co.. . _Henry Leidheiser, Jr.
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. }, 12 B57. ‘Camocor.naconauuau BOJHOBAS (pym(mm M0“962
- JIKAO aas 'S+, 'OCHOBHOTO COCTOSIHS Clemcntl i
EI‘H‘ICO .McLean A D. SCF—LCAOMO wave fun.

Ob l%:{

1777 ~"oGpasywownx Gasnchylo ‘cacTeMy  ¢-unii Bapmau. Metoga -

ction for the 1%+, ground state of Cs. °J Chem. Phys»
|1962 36, Ne 1, 45—47 (aura.)
! Boluncaena sueprns n BOJIH. Q)-urm OCHOBHOrO .

V (log)® (1o4)? (204)* (33g)% (204)* (40g)? (30u)? (1) '!'

- COCTOSHMS MosieKyJbtl Cs ANST -5KCMEPHMEHTAIbLHO Hadmonae-' .

MOIl BeJNunHbl PACCTOSHASI MEXAy COCCAHAMH aToMaMn )
~-~Rcc= 1,281 A npn nuneiiHoM CAMMETPHUYHOM pacrnosioxe-- - ..

Hnn atomos. Pacuet npd:sueuen CaMOCOTIaCOBAHHBIM METO-
“goM MO, sipasiommxcst JnHeiinoit ~ KoMOnnaunefl  aTOMHBIX -
q)-unu Cneiitepa. -BsanmopeiicTsne xondnrypaunit mwe yun- .

~ 7 “rpBajoch. CooGLIAlOTC Pe3yJibTaThl YeThipeX PasJnuHbIX - =~
BapHAHTOB pacyeTa, PasJNyalolnXcs Ko/-oM nan saoM AO,

pemennsi. PaccunTaunble 3HAYEHNS - NOJHON 3HEPrni, B 3a-
" BACHMOCTH OT Bui6opa .Gasncubix AO Cueiitepa, cocrasisior - ~

ZB . —113,08754;. — 113,10970; —113,16254 n —113,1651
Lo

“-aT. el., B TO BPeMs KaK_CyMMa_3Heprnii_tpex atomos C- S-~
T



B OCHOBHBIX *P-cocTosinmix papua: 1) —112,857 art. ei”
‘npH pacuete BapHall. METONOM C MIHIM. Ga3NCHOIl -CrCTEMOil
‘AO Criefitepa, 2) —112,8672 art. en., ecam, .KpoMe TOro,
MAHNMA3NPOBATL SHEPrHI0 N0 OTHOUIEHMIO K BeJAYNHAM 3(-
¢dexTBHBIX 3apsgon n 3) —113,565 ar. ex. — skcnepmM.’
" Beqmunua. XapakTep nosnyuaeMmoil Bojn. ¢-unm COOTBETCT- .
Byer moutn unctoil cTpykType: C=C=C. Bouncaenns Bbl-
. TNOJIHeHbl HAa 3JIEKTPOHHOI cyeTHOl MauinHe IO mporpame,’
onncannoil_panee (P)K<®n3; 1961, 1B50). ___C. Berunuknm

S =
! LleI)s\\
S16pYEY




IF'S.C.F._L.C.A.0.-M.O. wave function for the 'Z,* ground ™ T
‘state of Cs. Enrico Clementi and A, D. McLean (Univ. of )

- .

]Chicago). -J. Chem. Phys: 36, 45-7(1962); cf. CA 57, -~ ---———-
4183f. Tour different wave functions for the (100)? (low)?, : :
“(200) (30,)2 (20w)? (404)* (30u)? (1wy): 124 ground state of Cyeeeoe —

_iwere caled. with the use of 4 different base sets of Slater-type.

orbitals which were formed from those previously computed.____
for the Cz mol. (CA 55, 18284¢; Mulliken, CA 55, 23029:).:

-§.C.F. wave functions for occupied mol. orbitals and the cor-. e
responding orbital energies are tabulated. -The 4 computed: .

total energies range from —113.16518 to —113.08754 at.’
units, __ o R, Beng, oo

e s s e S
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18513. BomroBasa (yHRIHI caMOCOINIACOBAHHOr0 IO s
MO JIRAO pgaa ocnonuI())io 15 g+-cocTosmust Cy. Clomen- - Li?_oﬁ‘
ti Enrico, McLean A. D. SCF— LCAO-MO “wave
;fluiction for the 1Zg+ ground state of Cs. «J. Chem.-

Phys.», 1962, 36, Ne 1, 45—47 (amrn.).—B paMKax. caMo-
coraacosannoro-doroxa MO JIKAO paccunrama BOJHOBAS-————-
QYHERIUA OCOOBHOI0, COCTOSHMI JIMHEITHOII CHCTCMEI MO-

aexyant C3 mpu Mesknsapepmod paccrosmmn C—C 1,28 Y. S

OnHOICTCPMUNANTHAS BOJHOBAS (PYIKIIS  COCTOANIST

+13g+ orpevama Komdurypanmi (1og)2(1ou)2(20¢)?(30g)2 oo

+ (204)2(40g)2(30u)?(1my)*, TmpirdeM IPE OOCTPOCHUN MO .

. JICMOJIB30BAJNCH, YGTLIPE DPA3INYHLIX IIPHGJIH}I(OIIIIHI 1} 1 o

Gop oxuoit caeiiTeponcroit AQ T KASKZOTO SAPA C mpn
_IOCTPOCHII OIpeeIennoii MO, pmGop mByx 2pc-AO ma

 HenTPaILIIOM sppe, Bubop Apyx 2p0o-AQ ma IEHTPaNb-:
. .Lr0M aToMe ¢ moGapodnoii mpniechio 3do-AO ma MeRTpadL-__ -

joM aTtode i 3dw-AO ma Kpaitmnmx atodax, Bmbop AByx
4s-AO0 ma menTpadbuHOM AarodMe. PaccunTammLie IONHEIG
DHEPTIII COOTBCTCIBEHNO PABHEL —113,08754, —113,10970,

~

A3

— i i S S o ———— e e




—113,16254 n —113,16518 art. ex. OGmmit BBINTPHILI B
ITOJTHOIT DHEPrUM 3a CYET I0CJ]IE/I0BATENBLHOTO PacIINpe s
Ga3ica oKa3HIBaeTCsT CpaBHUTENLHO Mamsd ~21 26, Ha
ocnoBammi obmieif KAPTHHEI PacIpe/ieIeHNsT DAeKTPOHHOIT
IIoTHOCTH CTPYKTypa Cs Mosker OmTh oToGpaskema h-roii
:C=C=C.. E. Huxkntnn




‘ ’ ;f wmu 10082 1962
 Herzberg Gy |

05 N .. V10

Iﬁt‘\e‘:mat Sympo s.lolec. Struct. and =

T b Spectrosc Tolqyo;i962 S~I'.s.a. ’ G}/I—

B G3/II | - L
e TI0 caezuue—pad om_no_cn elcman CBO=.
: --~60u1&rx:)azzrma1103. S




[0} i 7 JA177.  CnekTpaJabible MCCJAe10BAaHHA Napos yrJaepojaa,
k N {\ CKONIEHCHPOBAHHBIX B MHEPTHbIX MaTpuuax npu 4 u 20°K.
i ~ [Weltner William, Jr, Walsh Patrick N. Spect-:

Meeng, ¥

! roscopy of ‘carbon vapor condensed in inert matrices at 4°

omommeme— =t Jand 20°K. «J. Chem. Phys.», 1962, 37, Ne 5, 1153—11564+ -~ - -
PO\ | (anra.) . ¢

i eoa Cnekrtp noraowenns Cg, H30AHPOBAHHOTO B TBEPIALIX MaT- -

\>1 {pruax Xe, Ar u Ne npu 7-pax 4 n 20°K, uccaezonau B 06-

a2 aacTi cnetests nosoe 4050 A. O6pa3ubl noayyanich ocaxzie-

L ! > lnien na oxaazxaennoe 10 4 uan 20° K oxno u3, CsBr yrae-
S 1__;__'\.,?_ poaa, ucnapsiemoro npi t-pe 2400° K ¢ uncroro rpadurtosoro___
¥ i ) lctepausa. Ha 3To :Ke OKHO Hanpas.si;iCs NMOTOK HHEPTHOTO
o ;__¥‘ p— Irasza co ckopoctamu 0,5—1 a/wac. Otmevaercs, uTo nojoca _
- Cs npu 4072 A ue cMcutaercs npi nepexole OT rasa K Mat-

- _4_‘__(__\'--_,._-5-1:: puue’ Ne, nonoca y 4050 A npiu_stom cyvewaerca na 50 ca!

~™ B Kpachylo cTopony. B cnektpe pa3GasJennoit MaTpuunl Ne

N« _naoawozaawres 4 maput noaoc (4072 u 3933, 4058 n 3921,
® 4020 i 3886, 3979 u 3847 A), pasHOCTb MCKIY KOTOPBIMI i

: .CcOCTaBjsieT 868,' 861, 858 1 862 cu~!. dta yactora oTHeCe-

‘Ha K uyacTtoTe v jciM. Bag. Ko Cz B BO306YuK1eHHOM COCTOS-

i by —ee oy, Criektp Ca B MaTpHIUe” Ar CORIAcyeTcst ¢ MOAYUEHHBIM ——--——
*./9‘5-; ApYriMH aBTOpaMH. 31ech Takke Hal101a10TCs Naphl noaoc

S LdZZ L ——( pasnocTbio uactot okoao 860 cu~!. B MK-o6aacti noay- ———---
i [T e mmemmmmman e pntes DR -




Ye€Ha TOJbKO OJHA MmOJ0Ca, OTHeceHHas K \‘:; acHM. BaJ. Koo

Cs B ocnosnom coctosmit. Ona Berpeyacres npu 2040 cau-!
B Matpuue Ne kaxk ayGsaer npu 2036 u 2040 cu! B Ar
Kak caa6ulil 1y6aer npu 1993 11.2021 ¢! B Xe. HekoTopeie
c1abble noJiochl, oGycnopiaenHble Ci, -0GHAPYMKEHB MeHY '’
5199 u 5269 A B martpuue Ne u BOausn 4700 n 5200 A B
:Marpuue Ar. < K. Bacuaepckuii’

]



lf\ 145131, Cnempocnomm napos \yr:lcpo;m, KoHIencH- IM
0 poBannbIX Ha mpepTnoix  Matpuuax mpu 4 1 20° K. )
___ e Weltner William, Jr, Walsh Patrick No______ _

Spectroscopy of carbon: vapor condensed in inert matri-

Ll at 4° and 20°K. «J. Chem. Phys., 1962, 37, N: 5,
e ™ 1153—1154 (amra.) i TN ‘
Ilccnenonpansr ITK-crextpot ‘8 oGaactit 3—33 |, a Tak- Dy
NN me miunybre 11 Y(-CHCKTPLT IOIMIOLICHIST JIAPOB YIepo-— s f
) 13, TaHCeCCHULIX Ha MaTpuusl 13 Ne, Ar 1 Xe mpm 4 u\ i
- "“““""%"""20° K. B obaactir 3800—4050 A B cmexTpax ma MaTpImax”TTTTT—
\ II3 HEOHA II aproma odmapy:KeHo 8 mOIIO0C, TMPHHAZTIEKA- "Q‘,‘

‘unx  poraomenino - C;, Pasnocers Mesgy ImapaMir 9TuxX U U,
noioc, pasnast 860 cu~!, oTmHecema K V/; — CIMM. BAJ. | N

“rox. C; B po3by:raennom cocrosmur. B HK-o0mactir mas /7~ ;.."w
MaTpuunt 13 Ne mMeercst OJa II00Ca aciMM. Bad. KoM 3!

"Cy B ocnopuoyM cocrosmmimr npn 2040 ca—!, mpeppamaro-" - XY -
mascs B iydmer st matpun n3 Ar n Xe. K nornouteniio

-~ G ormocar mosocst 5199 m 5269 A n Ne 1 4700 m 5200A- - - QL

B AT.. o _. . _H, Kynnercras rQ,

7
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(ondensation . dvapotation

Iotidy Proc. inten. g,
Foyton, Oflg 1762,413-55
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Spectrum of the C, molecule L. Gausset, G. Herzberg, A.
Lagerqvist, and B. Rosen (Univ.” Liege; "Belg.). ~Discussions
"~ "Fardday Soc."1963(35), 113-17. High-resolution spectra of the™ ™" 7"
4050-A. group cf the C; radical were obtained in absorptxon in'
~~——z--—--f~-—--the flash phctolysis of diazomethane. A reinvestigation of the
@ 0-0 band at 4050 A. shows the electronic transition to be of the.
< N ~-type M, — 1Z,* (not Z,* — 'M;). From the analysis of several-
addnl 'UMI'GT)—U()O-OZO and 010-010, it follows that the bend-
ceememem e -~ ing frequency w'’ of the ground state is very low (about 70 cm. 7!), —-—~---
Because of this Iow valuc of »", & VCIy 1arge I-lypc"dom
the 010 level arises. For the same reason, the rotational const., ——

M a’’, is very large. The low value of '’ combined with large
A _;\-‘(\‘_ __._____vibronic (Renmer-1¢ r‘llcr) splittings of the levels involving »’ in_______.
L we the upper state (»’ > n'’) is largely responsible for the com-

plexity of the vnbratlonal structure of the 4050-A. group; since, _

; even at room temp., »'’ is excxted by several quanta, both pro-
P g lqu w!grcssmns and sequences in »; arise which, on account of the
= == -yibronic splittings, do not show the usual sxmple regularities.

12 o e e e Whiteomb, |




C:a 10 126.  Cnektp Monexy.nbi CQ._ Gaus se t L:‘,_H_e_r,z -
berg G, Lagerqvist A, Rosen B. Spectrum of
. the C3 molecule. «Disc. Faraday Soe», 1963, Ne 35, 113—

<“o

'\A/«Lt.‘jr A\ 117 (anra)

MMoayuenst cnexTput pamnkaia C; B oGaacti 4050 A o
JIOTJIOUEHHN  TpH  HMnyJascuoM  (GoTos3e JHasoMerana.
Vrtounennnii anannz O—O-nosocut y 4050 A noxkasvinaer,
YTQ  CNEKTP COOTBETCTBYET 3JEKTPOHHOMY Tepexoiay
- 1,—13¢+, M3 anannsza HEKOTOPBLIX JAPYrHX IOJOC, B
‘ occodennoctn 000—020 11 010—O010, caenyer, uto aedop-
MalHOHHAS YacTOTa V" OCHOBHOTO COCTOSIHHSI — BECHbMA

«

7524

P

vasoende [-tuna gas yposust 010. Tlo Toit ke npnunne
BpawaTeabnag KolcTanTta ouyenb pesinka. Majast sesnuliHa
vo” B OCHOBHOM O6YCJOBAMBAET CJOXKHOCTL KOJICOATEIb-
HOI CTPYKTYphI CIeKTpa. _ °
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“|rpuu. pa3psinos, naamen, ¢JayopecUeHIHH, HenpephIBHOro ™

- 12 1224. «CnekTpsl cBOGOAHBIX MHOTOATOMHbIX pap,uxa-\s‘)
0B, Pam3aii 1. B c6. «Ycnexn cnekTpockonmit». M., _’j
Mapn-Bo nu. anrt., 1963, 11—74 T

B o630pe o6oGuien nakonJeHHblil MaTepHas MO CIEKTPaM
MHOTOATOMHBIX CBOGOAHLIX PajHKaNOB H TEeXHHY. NPHEMBl,——-
HCIOJIb3yeMble [/ NoJyyeHHsi 3THX crektpop. Jlano on-
caHHe CNeKTPOB paiMKa/oB, MOJYYEHHBIX METOAaMH 3JjeK-.
HMMYJAbCHOTO (OTO/N32, METOAAMH, BBICOKOTEMIepaTypHbIX
Meyelt H 3aMOPOKEHHBIX PaAHKaJOB, a TaKXKe XHMHY. Me-~
Tonami. OGcyxkaensl cnektpsl pagikanoB Ciz, CO+,, CS+,,

~|CsH+,, HCO, DCO, HNO, DNO, NH; 1 ND,, aas xotopbix ™
‘|BbINOJIHEH TOAPOGHBIT aHaJH3 BpallATENbHON CTPYKTYpHI.

[Mpu nHTEpnperaulH CNeKTPOB Hcnoab3oBan Meron MO ¢~
npuBJcyeHHeM OpGHTaJbHBIX AnarpamM Yomwa. Ha npu-
Mepe CMeKTpa MOrJolleHust pajaHkana NH pacemorpeno™ -
BJAHSHHE Ha KoJsieGaTesbHble CNEKTPhl JHHEHBIX MHOrOaToM-
HBIX MOJIEKYJ B3aHMOJEICTBHS 3JIEKTPOHHONO MOMeEHTa = ™~
KOJI-BA JBHXKEHHS _C_MOMEHTOM, CBA3aHHBIM C_aedopnaiu-

“lonnbIMH KosleGaHHAMI MoJekysn (3ddekr Pennepa). Bu6n.

195 nass. _

_ B._Komo6kon
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3 ' V12 J1180. Cnektpockonus moaexya C; u SiC, B Heomo-
- BBIX H aproHoBsix Teepanx pacteopax. w.elTmer W, Jr,
gg\ C/?, + McLeod D, Jr. Spectroscopy of Cs and SiC; molecu-

165" i neon and argon matrices, Abstract. «Sympos. Mo- ‘\
- lec. Struct. and Spectrosc., Columbus, 1963, Columbus \‘
Ohio, s. a., 47—48 (aura.)

' HMamepenst YK- 1 Y®-cnextpnr_norsoutenns Cz B HeoHe }
) i aproue mipH 4 1 20° K a TakxKe CNeKTpbl JIOMHHECUEHIHH %
3y B BIAHMOI 06JaacTi. Bolgenens nosockl, oTBeyaiouie KoJje-’ ®
/7 GanusiM B OCHOBHOM 1 B036yxaeHHoM cocrosinui. Crenan g

g BLIBOA, uTO HaGmonaemwit mepexoi ckopee 3Il.--X38.—,
: . yenm Ml,<>12 .+, Auasornunble ri3Mepenist TPOBEACHE A W
SiC,. B crekTpax o6HapyeHbl noJocsl npumeceit Sip; SiaC;

SicCa - [1. TneGonekuit: &
¢ o

®.0064.)99 _ R




k15 562,  Cnextpockonus Cs u SiC, b MaTpuuax Heonwa u
aprona. Weltner W, JrMcLCeod D., Jr. Spectrosco-’
py of Cy and SiC; molécules in neon and argon matrices.
Abstract. «Sympos. Molec. Struct. and Spectrosc., Colum-

bus, 1963». Columbus Ohio, s. a., 47—48 (anra.) o (

Hayuennt Y- g HK-cnektpol  norsowenus 11 CMCKTPLI
Gayopecuenunn Moaexkyn Cyp MaTpiuax Heona it aprona npu
4 11 20°K. Cnektp B Heone 6an3ox no CBOEMy XapakTepy K
XOPOLIO 13BECTHOMY CNEKTPY HCMYCKAHIS KOMET, HAYIHAIO-
wemyest npu 4050A. Haiigennvie n3 Y®-cnektpa 3nauenus
uacToT KoneGamnii C; B BO3GYKIEHHOM COCTOSIHIIT paBHbI
00 cn=! (v)') 1 420 cy-1 (v2'). H3 UK:cnektpor norvio-
LWeHHsT H (ayopecuenui 118 OCHOBHOMO COCTOSIHHS nosy-
Jeubl  suavennst vy 1235 ca~! 1 vy 2042 cx-!. [launore
Y®-cnektpo  cornacyiorest ¢ JHTCPATYPHBIMH HTaHHBIMH:
vz ~70 cx—!. ITokasano, uro na6monaesas moJioca cKopee
ornocntes X nepexoay 31, —X38 .-, yem k OJKHAaBIIeMycs
nepexony 'M,—!Z,+ TonoGHoe nccnenobanie NIPOBEJEHO
TaKaxke. ¢ MoJekyioit SiCy, cneKkTp KoTopoi panee na6uio-

A3a/1C1 B H3JYYEHHII 3Be3[. ITornowenite HAYIIHACTCSA OKOJIO |

4963A 1 comepiur cepio T0J10C, 44CTb 13 KOTOPBIX MOJXKET
OLITL OTHeceHa K MoJsteky1am Sig, SisC - Si,C,. v
_H3 pesiome aBTOPOB_

$
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N 22 B515.  Teoperhueckoe MccaefoBaHue anexrpouuoﬁ 370 8
CTPYKTYPH MOJEKYJl, COAepXKalnx Sp-rHGpHaNble aTOMBbI, év
1I. Monekyna C;. Julg André, Pellégatti Alaln

—~2Recherches théoriques sur™1a stritcture €lectronique de mo- L. __ ..
_|1écules contenant des atomes hybridés en sp: II: La molé- ; ;

cule C,. «Theoret. chim. acta» 1964, 2, Ne 3, 210——214
(ppanw.; pes. aurL., HeM. )q
PacueT mMonekyabl Cg N0 YAyYILIEHHOMY. \Ierony MO JIKAO. . 3

‘{CooGurenne I, POKXum, 1965, 14583) nponanenennnnyxi ‘1\,

~~BapHaHTaX' Ge3 yuyeTta SVIEKTPOHHOrO ‘CMeELUEeHHS BllOJ‘lb 3 \

'§-cBAA3H M C yueTOM TaKoro cmewenuss. TIpu pacuere no! NS
‘nepBOMY BapHanTy nonyqam‘cx CHIHIUKOM BbICOKHE OCTAaTOY~; N
jHble 3apsiabl y Kpaitnnx aToMoB (gy 1t g3). Kpome Toro, He' \
“¢a0.1101ae TCA PaBEHCTBA 3HAUEHHIl AT HHTErpasioB 0CTOBaL-- | ...
il30 11 Iy, YKasaHHble HeNOCTAaTKH YHaeTcsi H3GexaTb BO'
-BTOpOM BapuanTe. ITpit 5TOM BLIYHCJCHHBIE 3aPAALI PaBHLI- \
gy =¢g,==0,09; nonyuenHoe B pe3yJbTaTe PaCYeTa MeXK-|

- atomnoe paccrosune C—C paso 1,286 A u xopomo co-- - ...
TIACVCTCSA C OMBITHBIM 3HAYEHHEM. Paccqu-raxmue snepr;m

‘nmepBbix ABYX N — V- -nepexo/10B 1E+—>12 = 4,7 98,
.'12 —+A,=4,8 56. ITo naHHBIM, MONYUEHHBIM NMyTeM nsyqe-t___
uum CneKTpOB KOMET, SHEprilll 3THX NePeXONO0B NOJKHbI|

- ™ Snte > 4,1 s6. M. AnpamoB! - . .



TPYKTYPbl MOJIEKYJI, COJlepKAIHX Sp-rHOpHAHble aToMmbl. 1.
Monekyna C;. Julg André, Pellégatti Alain.
‘Recherche¥TItoriqiies” sur la structure electronigue de
‘molécules contenant des atomes hubridés en sp. II. La ,
‘molécule_C;. «Theoret. chim. acta», 1964, 2, Ne 3, 210—214' . .

“(¢panu.; pes. aHruI., HeM.) ]

Pacuer mMosekyant Ca mo yayuwennomy mMerony MO JIKAO
npou3BefleH B ABYX BapHaHTax: Ge3 Y4era 3JeKTPOHHOro
CMelleHHst BIOJb O-CBA3H H C YYETOM TaKOro CMelleHHSI.
Ipu pacuete no mepBOMY BapHAHTY NOJYYAIOTCS CJHIIKOM

BBICOKHE OCTaTOUHBIE 3apSAEl y KpaliHuX aToMoB (§; M q3). s

C) ( o A 1UB. 1eopeTHYECKoe HCCaea0BaHHEe QNEKTPOHHOH, Igg ¢ '

= Kpoye Toro, He paBHBI HHTerpajibl ocTtoBa [yp i [y. Yka-.
3aHHBIX HEJ0CTATKOB YyHaercst H30eXaTb BO BTOPOM BapH-
‘ante. TIpi 5TOM BBIYHCJEHNbE 3aPAALI PABHBI §y=g3=0,09, (
TIOMyuyeHHOe B pe3yJbTaTe PacyeTa MekKaTOMHOe paccTofl-
> nie C—C pasuo 1,286 A 1 Xopoluo coryiacyetcs ¢ onbITHbIM
3gayeHHeM., PaccunTaHHble 3HEPTHH MepBBIX ABYX N—-V-re-;
pexonos 'Zgt—>13,~, 1Zg+t—>Ay paBHbl coOTBETCTBEHNO 4,7
'1_4,8 36. Ilo naHHBIM, MOTYYEHHBIM TIyTEM H3YYEHHS CMeKT-
pOB "KOMeT, SHeprHH 3THX NepexXoa0B JAOMKHBLI GHITh Bhlwe -
uem 4,1 8. U. I c™, ped. 54107. M. Anamos.
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C /41192, AHoMalHH KOJeGaTeNbHbLIX CHJIOBBIX NOCTOSiH-| /96‘/
3 ibix. Pitzer Kenneth S, Strickler S.-J. Abnor-
‘malities™ in" vibratiofial ™ pote'ltla] “constants. «J. Chem.:
‘Phys.», 1964, 41, Ne 3, 730—732 (aur.1.) i
Hpuneuenbx BEMYHHB! CHIOBLIX MOCTOSIHHBIX YI/Ia MEKAY
ABONHBIMH cBa3saMH =C= u =N= aas 9 auHelHbIX ¥ KBa-
3uMnHelHbIX Mosiekysn. OTmeuena Goabwasi o6JacTh ee
uamenenns (ot 0,095 -mo 7,7-10-12 3pe-. 2pad-2), Manoe‘
3HaueHre cuyosoit nocrosnHoit yrma C=C=C B Moaexyse'
" C30, noszonsier obbsacuuth ee MK-cnextp. Ouenb Hu3koe:
Fa's 3Hauenne a1 Cs, mosyueHnoe M3 CHNEKTPOCKOMHY. JaHHAIX, )
MPHBOANT K 3%_‘%@&@%@%( TepMOIH- .
‘HaMHY, BeJaHuHH. bu6Ja. 13 Ha3B. . .. _. : C.:
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Spectroscopy of carbon vapor condensed in rare-gas matrixes (
at 4 and 20°K. /1.  W. Weltper, Jr., P. N. Walsh, and C. L.
‘Angell (Union Carbide Res. Tnst., arrytown, N.Y.). J. Chem.
Phys. 40(5),--1209-1305(1964). The mols. vaporizing from
graphite at 2300-600°K. were trapped in Ne, Ar, and Xe matrixes———~
2t 4 and 20°K. The near-ultraviolet bands of Cs, beginning at
4050 A. in the gas, were observed in the absorption spectra of
. ithesc matrixes, but shifted to 4057 A. in Ne, 4102 A. in Ar, and
_,._-‘14226 A.in Xe. The Ne spectrum is strikingly similar to low-___ _ .
- temp. gascous spectra, including cometary spectra, but the matrix.
___!bands_occur in groups about 100 cm.~* wide. The infrared spec-
trum yields a strong band at 2038 em. ™! in Ar (2042 cm. ™ in Ne)!
~ which is assigned to »'’, the asymmetric stretching frequency of .
C, in the ground clectronic state.  When the Ar matrix is allowed|
To warm up, diffusion occurs, and larger carbon mols. Cq, Cs, Cs,'
“etc., are formed, causing the appearance of many new bands in
the infrared. The Swan bands of C; are observed in Ne and Ar,
matrixes, but only after somc anncaling of the matrix has oc-""""""
curred by warming. The vibrational frequency of C, in the
- ~=--|oxcited 1, state in a Ne matrix is 2094 cm. 71, exceeding the value———-—
found in any other matrix or in the gas (1750 cm.™ ). The pos- '
sibleappearanceof G, Lrl its 1Z,* ground state in Neand Ar matrixes——----
_Cco™ T : RS

Cote - hefad~
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is discassed briefly. IL__William Weltner, Jr., and Donald
McLeod, Jr. Ibid. 1305-16. The vaporization of C-sub-
stituted carbon has established the isolation of Cs mols. in the
matrix and the assignment of the »'’ frequency observed in the
infrared spectrum. A -vibrational analysis of the near-ultra-
‘violet spectrum (the well-known 4050-A."gas bands) of Cs trapped
in a Ne or Ar matrix was carried out. The presence of a large
Renner effect (e = -}-.Q.SGG? in the bending motion in the excited
state of this I, <tX 1Z,* transition was confirmed. Infrared
and- fluorescence spectra- also support the assignment of a low,
bending frequency (~70 cm.™!) in the ground state as recently.
proposed by Gausset, et al. (CA 60, 128k). Then the following
vibrational frequencies apply: I, state »" = 1125 cm. ),

vaT = 305 e}, vy’ = ?; !Z,* ground = 1235 cm. 1
v =270cm.}(2), w'" = 2(J~ﬂ;cm." V2! is still doubtful because
Tt docs not yield thermodynamic funictions for C; which agree
with those derived by mass spectrometry. The f number (oscil-
Jlator strength) of the 0-0 band is ~7 X 107*in a Ne matrix.
"The properties of a long-lived cmission (lifetime = 0.02 sec. in
Ne) at 5856 A. indicate that it is the 1T, — *Z5* transition of Cs.
‘Another, rather unpredictable, system of bands near 4200 A.
‘was also seen in absorption and emission, but the mol. producing’

_‘these bands was not identified. An attempt was made, via a

' 'linear chain model, to assign the stretching frequencies of the

‘larger carbon molecules, Cy, ..., Ciz, which were observed in the
Linfrared after solid-state diffusion was allowed to occur. RCJQ



(\ 11 J{178.  CnekTpocKonusi MapoB Yrjepoaa, CKOHACHCH- .
x) poBaHHBLIX B MaTpuuax peakux rasos npu 4 u 20°K. I. 1%’
’ Weltner W, Jr, Walsh P. N, AngellC L. Spect-
- ‘roscopy of Carbon v vapor 5t coridensed” in -rare- gas matrices:
Cus - -at 4° and 20°K. L. «J. Chem Phys» 1964, 40, Ne 5, 1299— !
1305 (aura.) i
IMpoBeneno cnekTpaJsbHOe ncc.nellonamle (oﬁnacrb 4230—-:
~3790 A) metomom MaTpHuHO{T H3oaswun npu 4 1 20°K mo-|
JIeKyJ1 YyrJepoia, ToJiyyeHHBIX — McnapenieM H3 rpadura.’
B kayecTBe peAKHX ra3on HcnoJjbs3oBaHet Ne, Ar u Xe. I'Io-1 .
snocel_morqowennst_Cs B Oanskoit Y P-oGaacri, Haunpaio-: >

i, Witec B rase npi 4050_A, chpHUYTHEL B_CIEKTpax \xa'rpuu
' (M) K 3057A B Ne, k 4102:1A. B_aproue n 4‘? GA B XNe.

'.CneKTQ C, B _neoinoBoit M cxojieH cO_CnekTpoM rasa HpH'
HH3KOIl T-pe H_co CﬂﬂﬂDMmmL_CuaquLﬁK-nonoca

4 *morsomens 2038 cu~! B Ar (2042 csu—! B Ne) omec‘e‘uﬁ"
. . 'K_Vy —UacToTe NECIM. Bajl, KO/ Cj B OCHOBHON 3MEKT-
N ; " pomHoM _cocrosinmi, - Harpepanue apronosoit M BH3EBAeT

nosiBJenNe HoBEX FK-nosoc BeaeicTsite nitddyani Mone-
Kya C; 1t oGpasosauinst mosekyn Cq4, Cs, Cs 1t T. a. HaGaio-:
aensl cpan-nosock noryouteHnst Co. Yactora koneGaniii Co
B Bo3Gyxnenion *Il-cocrosumi B HeonoBoit M (2094 cu~1)’

‘ TPEBOCXOUT MO Be/uuHiie aHanOrHuilkle YacToTH Koseba-
Q ‘,96 "f- //% niit Co B _novrux M n p_rase (1750 ca~!). BuGn. 32 nass. &



3 I175.  CnekTpockonust mapoB YrJepoaa, CKOHAeHCH-
POBAHHBIX B MaTpHuax peakux rasos npu 4 u 20° K. 4. Il
Weltner William, Jr, McLeod Donald, Jr.
Spectroscony of carbon vapor condensed in rare-gas mat-:
rices at 4° and 20°K. II. «J. Chem. Phys.», 1964, 40, N> 5,
1305—1316 (aura.) _

[TpoxoaikeHo cnekTpaabHoOe HCC/AEAOBaHIE MOJEKYa Yr-
Jepoaa B o6aacti 4200—3520 A meToaoM MaTpHYHOIl H30-
aauun B Ne u Ar npu 4 u 20° K. Jlan xoneGareapHEli aHa-
JiH3 CNEeKTPOB TNOIVIOMIEHHsT W HCNYCKaHHs MaTpHi, COAep-
xawnx Modexyast Cz n Cl3-3amemennbie  Moaekydast Cs.
[MpuBeleHbl cJefyioOllHe OCHOBEblE -JaHHble OTHOCHTEILHO
3JeKTPOHHBIX H KOJ. YypoBHeil 3Hepriun MoJexkyas Ca:
40350 A-0—0-nonoca nepexona 'Il,<«>X!S.+; B po3Byxkaei-
HoM 'ITy-cocrosinun v’=1125 cu~!, v;'=305 cu~!] napa-

(,; , 196
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Metp Pennepa £=+0,566. B 0CHOBHOM 3JEKTPOHHOM CO-
CTOSHUH  'Sg+ :v”=1230 cy~!, v,"=270 cy~!, vy"=
=2040 cx~'. Cuna ocunanstopa 90—0-nosock 4050 A
j=7+10-4, 0—0-nosoca nepexona 3II,<«-X1Z,+ pacno-.
Jg#ena okono 5856 A. Bpems mnsnu B TpuUMIETHOM cO-
-iJHEN B HeoHOBOIT Matpuue npn 4° K pasuo 0,02 cex.
Hosbi€ ‘nonocs norowenns, nospasiomwnecss B o6aacTi
1300—3600 cx~! npn marpesanmn MaTpHIBI, OTHeceHsl K
BaJ. KoJ. JuHneiinbix Moaekya C;, Cs,..., Cjo. BuGa.
20 na3p. Y. I em. P)Kdus, 110178,
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Brabson G.D. ‘
U.S.At.Energy Comn. ULRL— 11976
1965, 128pp

Spectroscopic 1nvcst1gution'of high
temperature species isolated in inert gas
matrixes P

J . - CA.,1966,64,N 5, 5936a
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| 5‘?’ MIieH -1V (G5
C 6 1244. Cnektp C; B maTpuuax npu 4 u 20°K. Bar-
: gerR. L, Broida H. P. Spectra of C; in solidified ga=~
-.)) ses "at"4°"ard "20° K «J.”" Chem. Phys.», 1965, 43, N2 7,

- 2364—2370 (anra.)
HMayuen cnexktp mosexyn C; B Matpuuax us Ar, Kr, Xe,
" —_ Oz, N, CO,, SFg mpu 4 u 20° K. Mcrounnkonm MOJIeKyasip-:
C’v\j(_,/.c,u;??\\ HOTO TIyyKa yriepoia ¢ H3BECTHOIl MI0THOCTbIO Ca cayskina:
! abdysnonnas sueiika, narpesaemas g0 7-pst 2900° K. B 06-
aacti 3000—4500 A nosyyeHsl MOJIOCH NOTJIOLIEHIIs, OTHE-
= Vo cemnie x nepexony II.—X!'Zg+ monexyast Cs. Ipubemensr
k JJHHBL BOJIH, LIHPHHBL H HHTEHCHBHOCTH JIHHHIT 3TOil MoJo-
Cbl. Bbluncriensl ocHoBHble KoseGaTesbHBIE YAacTOTHI vy H Vy
\\ anst sepxuero cocrosuns I, W vy AJs OoCHOBHOTO coctosi- -
2 . una 'Sg+, no¢rosuusie Pennepa ans ve cocrosmus I, i
cina ocunasiropa anas nepexona !'Tg+t—II, monekyant Cs.
Bo Bcex MaTtpuuax. Cuzia ocuiiastTopa oxasanach ONHHAKO-
BOIT BO BCeX cayyasx H paBHoii ~6-10-2..OGuapyxeno, yto
wxpuHa aunnit C; MeHsieTcsi B pasiuyHBIX MaTphuax or 40
‘20 500 cx~!, a matpuuiit casur or —410 go 1065 cu-l.
bu6a. 17 nass. - , . A. Bensesa:

B (966, 6D
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Kohn W., Sham L. J.
Quantum density oscillations in an inhomogeneous electron gas.
Phys. Rev., 1965, 137, N 6A, 1697—1705.

KpantoBbie KoaeGaHHs1 NJOTHOCTH HEOAHOPOAHOro 3J1€eKTPOHHOTrO
rasa.
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| Spectra of C; in solidified gases at 4° and 20°K. " R. Lt
‘Barger and H. P. Broida (U.S. Natl. Bur. of Stds.,\&.@ﬁl
‘Colo.). T Chem. Phys. 43(7), 2364-70(1965)(Eng). Wave-"
‘length, line width, and intensity measurements were made,!
13000~4500 A., of the spectra of triat. C mols. trapped in solid:
‘matrixes of Ar, Kr, Xe, O, N, CO;, and SFsat 4 and 20°K. The
-C source was a Knudsen cell, operated at temps. up to 2900°K.,’
from which effused a miol. beam with known ds. of C;.  Absorp-.
‘tion transitions are assigned to’ vibrational levels of both upper,
and lower states of the MI-X'Z;* 4050-A. group of C;. The
~ ‘fundamental vibrational  frequencies »;_and »; for the upper,
I, state, »2 for the ground 1Z,* state, and Renner consts. for i
‘of the MI, state in these matrixes are given.” Measurements of,
absorption intensities- give an oscillator strength, averaged for!
‘all matrixes, of 6 X 1072 for the C; group. Little or no matrix:
‘effect on the intensitics is found. However, exptl. detd. cor-]
'rections to the intensities are necessary for effects caused by ap-:
b parent diffusion of C in the matrixes to form nonabsorbing Ci
,{ 0 j‘aggrcgatcs. C; line widths vary with matrix from 40 to 500
’ﬁ/ lem.~1, and C; line shifts vary from —410 to 1065 cm.™* All
5 .'matrix shifts are to the red, except in the case of the CO; matrix.’
¥ No definite cffect of temp. on line widths or shifts is found. |
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i . _Analysis of the 4050-A. group of the C; molecule. L. Gausset,
.-%— ! G. Herzberg, A. Lagerqvist, and B. Rosen (Natl. Res 'C'o"lfn'cil,‘\}/ g_
Ottawa,” Catti)o™ Astrophys.™ "J. ™ 142(1), 45-76(1965)(Eng).
| - |The C; bands at 4050 A., prominent in the spectra of comets,
; CM,P were obtained at high dispersion both in absorption and in
1 7 |fluorescence in the flash photolysis of CH:Ny, in a multireflecting’
u n f .. |tube, at pressures of 0.005 to 0.040 mm., and mixed with N in" ----
= & | the ratio 1:100. The bands represent transitions between
.|vibronic levels in the lower !Z,* state and the upper I, state.!

The results of the analysis agree with those predicted theo-!
retically for a inol. with 3 equal nuclei lying on a ‘straight line. ;.
The similarity in the distribution of intensity in these bands in!
comets and in lab. sources is attributed to the near equality of;
the internuclear distances in the upper and lower states. Details

~ of the measurements and analysis are listed in the tables. :

e Q-_C,-.Kics:S___i FLadds
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—§_ BLIMOTHEHBl JJIs1 MOJeKyJbl Cs, A5 KOTOPOIi OMpeie/cHbi

11165.  K-yasoeiHe B JHHEHHBIX MOJEKYJaxX B COCTON- 73/ o
nuax . Johns J. W. C. K-type doubling of linear mo- {-"f""s
lecules in 'II electronic states. «J. Molec. Spectrosc.», 1965,
Bpawareasusie ypoBHii, cOOTBETCTBYIONIHE KOJICGATENDL-
HLIM ypoBusM ¢ cumMerpheii IT B s/ekTponmbix coctost- (C\ -
nuax II anneiinbix moaekys, nperepnesaior yapoeniie. Ono \\
'00yc.10B/1€H0 B3aHMOCHCTBISIMIL Bpauleliisy ¢ KoaeGamis-
MH H 37eKTponubiM Apikennem. O6a Tna p3anMopeiicTBii
)~ MOryT paccmatpuBatbest oTAeabHo. [Tomyuenwt ¢-abt gias—
TIONPaBOK K 3HEPrHH, COOTBETCTBYIOLUIHX OGOHM B3aHMOACI-
—— CTBHsM. Bolulicieniie BLINOMIENO BO BTOPQM MPHOIZKCIHIH
Teopiit po3myutennii. TTonpanki BbipaKkewbl uepes lxacrormcz\\

¥ KoJaeOaultil, KBauToBble 4icJa (npaularenbuble 11 Koxeba- )

Teablible) i nocrosnnble Kornoanca. Uneacnubie pacueTnt :

3HavueHHs rmapaMeTpa yABOEHHS NpH pasfiHYHLIX 3HAUCHHAX ‘__
Koae0aTeIbHBIX KBAHTOBBIX UHCEA. 3HaKH 3TOro napamerpa
COBMAAAIOT CO 3HAKaMHl ONBITHLIX ero 3nayennit. Oanako B_¢

alc. 3HAUCHHSIX HMeloTcs  GoJabliHe pacxoxnenus.,

-

28 i i . . M. Konuep— AN\~
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" 58996d C; and transition-metal oxide molecules. William
Weltner, Jr. (Union Carbide Res. Inst., Tarrytown;”N.Y.).\"
“"NASA"Accession No. N65-31322, Rept. No. AD 467028. Avail. :
.CFSTI83.00cy, 115-18(1965)(Eng). An unsuccessfulattempt to i
_observe another electronic transition of C3(*T,* . X1Z,*) in a Ne b
matrix at 4°K. is described; the spectrum was measured ouf to |
‘the edge of the vacuum-uv region at 1900 A. By reasoning from !
- the ground states of TiQ and TaQ, M.O. may be constructed !
ywhich allow a prediction of thT ground states of the transition-
metal diat. oxides of Groups IIIB to VIB of the periodic table. |
‘A predicted !Z* ground state has been confirmed for ZrO by |
matrix-isolation work. WO, WO,, and the larger fungsten i
‘oxide mols. are briefly discussed. From Sci. lech. 7 erospace ;
Rept. 3(20), 3390(1965). . _TCST.__"°
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3 i Spectrum of C;. L. Gausset (Univ. Licge, Belg.). Mem. Soc.:

: : Roy: Sci. Liege, Collection in-8° 12(1), 413-16(1966)(Fr). Fluo-
et e -————— === rescence is used to provide the cometary emissions of Cs.  The ™

‘initial Boltzmann distribution, the method of cycles, and sta-;
tionary states are used to establish the theoretical outline of the:~
iprincipal band. Parameters have been found for L, the no. of;
-~ - ~imechanisms necessary to attain cquil., R, the parameter of the;
stationary states method, and N, the no. of levels with population!
=104, ) : ___V.Sutula_ —
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{},E/Z/ * 11 181.  CneKTpbl M CTpOCHHE TPEXaTOMHBIX CBOGOTHBIX
/ papukanos, T'epuGepr I. «)K. Bcec. XuM. o-pa’
v [ U MGiigencenas,” 1966, 117Ne 2, 146—153 '
0OG63op. Haetcst KpaTkoe nanosxeiine CMEKTPOCKOMIY. pa- .
(’ : "60T, B KOTOPBLIX M3yYaJHCh TPCXATOMIUDLIC CcBOGOANBIC pa-’
AHKAJEl, B TOM ulcJe MOCACANHX HCOmyGIHKOBAlHBIX pa-:
3 Gor Jna6opatopiuu npod. T FepuGepra  (Hawionaabubtit -
— nayunslit coser Kawnaawt). M3 nmpusenenioro oGsopa pia-
HO, UTO B TCUCHHE MOCAENHNX 15 JIeT moJjyueHsl M ‘H3yHe- !
Hol Y®-CnekTPLl 0BOJBHO 3HAUNTEJBHOTO wiicaa Tpex-!
aToMHLIX pajnkanon. Hekotopule 13 3THx pajukanon gap-!
HO H3BECTHLI XHMHKAM, }HO YYacTHC B XHMHY. peKaisx.
- TarHX panmnkanos, kax Cs; NCN, BO,, pance paxe e.
npennosiarasiocb. Kpome Toro, B psife cayuaes, na Korto-
‘PBIX 0co60 mamo orMeuth CHy, ycramonaeno, uto kak.
TPHIVICTHbIC, TAK I CHHIVICTHLIC HIJKHHE COCTOSIHMS BechbMa,

| L C)'UIQCTBV(;VH'HN, ' ‘. 5 e oo s
. 1966 19 %4
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Molecular constants and thermodynamic functions of some:
linear symmetrical molecules, _G. Nagarajan (Oklahoma State
Univ., Stillwater). Acta Phys. Austriaca 21(4), 355-65(1966)
(Eng). A brief vibrational analysis including fundamental
frequencies and internuclear distances of Ci, Si;, Ges, and
XeF; mols. possessifig a linear sym. structure is giver:— Mcan-
S 2mplitude quantities, generalized mean-sq. amplitudes, and
mean amplitudes of vibration for the bonded and nonbonded
atom pairs were caled. by following Cyvin’s method (CA 54,
5235d) but with different notations. The values are reported
at the temps. T = 0, 298, 500°K.. - The numerical values of the
Bastiansen-Morino shrinkage effect are given at these  temps.!
The mol. thermodynamic functions, such as_heat content, free
V-(Y energy, entropy, and heat capacity, of Si;, Ges, and XcF; mols.’

'\' % A J)(Pitzer and Clementi, CA 54, )2849b) were caled. at 100-2000°K.’
on the basis of a rigid rotator, harmonic oscillator-model. 50
references. ) . G. F. Goethel '

‘
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Spectroscopic studies of molecular constants in some poly-

At A AR~ %6
5 fall

et atomic molecules. G. Nagarajan (Oklahoma State Univ., Still-
water). Z. Naturforsch., a 21(3), 244-51(1966)(Eng). Force'

S,‘ consts. have been evaluated by the Wilson group theoretical!
method (CA 35, 1280%) for various 4j; mols. possessing a planar:

5 trigonal symmetry. Mean sq. amplitude quantities and mean;

. amplitudes of vibration for the bonded as well as nonbonded-

atom pairs have been computed at T = 0°K. and. T = 298°K. ;

Qe T for S Sipand XeFy by-the Cvvig._ethod (Cyvin, CA 57,
X 7927g). The molar_thermodynamic functions have been caled.’
from _spectroscopic_data for_Si;_and_ X n the basis ofa

rigid “rotator, harmonic oscillator model. astiansen-Morino
shrinkage effects (C., CA .57, 14445d) have been caled. for vari-

ous linear asym. %, linear sym. 3, and tetrahedral 1j¢ mols, at:
T=0andT=208°K. ~ ~ F.Schossberger '

3 7
C.H 176 .65 2 &



! 7p28. Koppeasiuus s.nepronHou CprKTypbl H CHJIOBOM
C Jxom:r:um.l H3rH6a B HEKOTOPbIX JHHEAHBLIX MOJIEKYJIAX.
3 Smith Wm. Hayden, Leroi George E. Correla-
“tion “of "electronic” structure’and bending force constants in.
some linear molecules. «J. Chem. Phys.», 1966, 45, Ne 5,

. 1784—1786 (awura.)
W‘m B pamkax merogos MO H BaJeHTHLIX CXeM HCCJEROBaHA!
KOPpEIsAUNs Me&Iy CHIOBOIl KOHCTauToil H3ruGa u 3JEKT-,
WM POHHOIT CTPYyKTypoii MoJaekya C C;Ng. C302, CaSs, CiHa,
0 CCN; CCO, NCN, .BOy, NCO |NNO, CO;,. Tlpusesenbl 3KC:
LM_ t O fepum. SHAUCHNA_UACTOT_IT cnnonulqumulr "Paccuorpe-;
Hiie merogom MO NPHBOAHT K BLIBOAY, YTO OCHOBHOE BJIIis-
.HHe Ha BeJHYHHY CHJOBOIl KOHCTAHTBI H3rH6a LeHTPaJbHOro
wm aToMa OKa3blBaeT 3JIeKTPOHHAST MJIOTHOCTb Ha BbICUIell 3aHSA-.
__Toit opOute. TakuM nyTeM ynaercst oObSCHHTb SKCMEPHMEH-:
Koetedr., tansho oGHapyzKeHHbIT POCT CHJOBBIX KOHCTAaHT H3rH6a Ans,
uentpagabioro atoma C B papy Cy=C30:<C3S,<CiHi<
<COs,. _ B. JleGenes

+ | | ‘
2196 -F : . ' &
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- 12 B126. CnekTpockonus napos Yraepoaa, CKOHIEHCH-

POBaHHBIX B MaTpuuax u3 muepruix razos npu 4° K. I

Weltner William, Jr, McLeod Donald, Jr.
Spectroscopy of carbon vapor condciised in_rare — gas
matrices at 4°K. III. «J. Chem. Phys.», 1966, 45, Ne 8,
3096—3105 (anra.) :

Heenenosanst Y®-cnexrpur noraoutenns (8900—1950 A)-

TapoB Yr/epoaa, CKOHZEHCHPOBAHHLIX B MaTpHuax n3 Ar
1t Ne npu 4° K. OTaeueHo HaJiyne pasjnylibix MeCT 3aXBa-

Ta B Marpuue. Peryanpyemuii pasonpes matpnunt 13 Ne,

(946



coiepKalleil napnl yraepoaa, BLI3BIBAJ HCUE3HOBEHIle MIO-
JKeCTBCHHOCTH MecT 3axpaTa. aas mouekya Cs, utor cro-
coGeTByeT Goslee Ompeae/IcHIONMY OTHECCHIO KO/IEGUTE bHLIX
nepexoaioB B cucreme I, <-XI1Zg+. Bocs mo 1950 A B!
matpiite u3 Ne ne naGmoaanocs nepexofa 'But-«—X1Zg+
anst C;. B pesyabrate nayuennst crektpa_C,; B HeoHOBOI
MaTpHue 70 M mocie pasorpesa ao 12° Ko Toasepraercs
COMHENEIO OoTHeceHie ‘nojoc- B obaacti 4000—6000 A x
cicteme Cpana aas Cp; NpeanokeHo HX OTHeceHiie K 66.b-
M MoJekyaanm yraepoaa. ITosioca 2320 A B Ne oTiecena,
K nonoce (0,0) cucremul d'S,+<«—=X1Zg+ ans Cp. Cpenan
BBIBOj, uTOo 3axpaT Matpuuami C, B BO30YJKACHHOM CO-
crosiniy 3IT, Meree BeposITCH, UeM B OCHOBHOM COCTOSIIHIL
X112+, Otmeueno, uto B Mmatpiue H3 Ne npi gobap.exiit
0,06—0,5% N, npoucxomut p-uus ¢ o6pasosanies CNN.
B cnekrpax monekyn1 C, ofGHapy»Kelo MHOro HOBBIX KoJe-
GaTtenblLIX MOJMOC; yTBepxkAaercsi, uto Mojekyay Cy Jayuuwe
samicwiBaTth B pije ‘C=C—C=C-, CooGu. II cy. P)KXuy,
1966, 135128. C. Bypeiiko
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) 5 J1208.  Cnexfpockonuueckoe n3y4eHie NMapos yriepo-.
Ad, KOTMIEHCHPOBAHHBIX B MAaTPHUAX M3 HHEPTHBIX Trasos,

‘mpu 4°K. I1l. Weltner Willjam Jr, McLeod Do-:

nald, Jr. Spectroscopy of carbon vapor condensed” in:
raré-gas matrices at 4° K. III. «J. Chem. Phys.», 1966, 45,
Ne 8, 3096—3105 (anra.) :
“ Heeaenosanbl Y-cnekrput noraoutenis '(8900—1950 A).
apoB yr/iepoja, KOHAGHCHPOBAHHBIX B MaTpHuax n3 Ar it

"Ne npu 4° K. OrmMeueHo HaJiule PasiHyHLIX MeCT 3axsaTa |

B smaTphre. Peryanpyemblii pasorpes MaTpilbl H3 Ne, co-,
‘mepiallleii Mapbl YriepoAa, BHI3LIBAI IHCUE3HOBCHHE MHO-!

- JKeCTBEeHHOCTH MecT 3axpaTta jJis "MoJekya Cs, uTo cnoco6-|
cTByer GoJiee omnpeieneloMy OTHeCeHHio ‘KoJe6aTebibIX! |

epexoniop B cucteme I, —>X!Zg+. Buaots 10 1950 A B
matpule H3 Ne He HaGm0AanoCh Nepexoaa 15,4« X1Zg+
‘nnst Cs. B pesyabTate mayuenus cnektpa Cp B HeOHOBOIT
‘MaTpuue_jo u_mocde pasorpesa_ zo 12°K_monsepraercs

1961,
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“Comhennio oTiecenne noAoc B o6aacti 4000—6000 Ak
ciucreme. Cpana aas Cy; npedjsioskeHo HX-  OTHeceHie K
G6mbwM Mosekynam yracpoxa.’ ITosoca 2320 A B Ne
orHeceHa K woncce (0,0) cucremnt d'E *t<X'Z .+ nast Co.
JHenaercs BLiBod, uto 3axpaT Marpunamu C, B BO3GyxaeH-
HoM coctostnmi 3T, Memee Bepo:TeH, ueM B OCHOBHOM CO-
crosinn X'Zo+. Otmeueno, uto B Matpuue u3 Ne npu go-
Gapuaennyu 0,06—0,59% N npoucxoant peakuus c¢ o6pazp-
BanieM CNN. B cnekrpax Mosexya C, oGHapyKeHO MHO-
TO HOBBIX KOJe6aTelbHbIX TM0J0C; VTBCPXK/AACTCS, YTO B
.COrIacHH ¢ TeopHeil MoJekyay C, Jyulle 3anuchiBaTb B
e ‘C=C—C=C. Bubn 28. Y. II cm. P}Kdus, 1965,

I Q6 R —— . C.: Bypeiiko
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i Spectroscopy of carbon vapor condensed in rare-gas matrixes

Co b A-(Aip - WEE
5 oo ; (S

jat 4°K. II. William Weltner, Jr., and Donald McLeod, Jr.i

e 4(Union’ Carbide Res:Inst.; Tarrytown; N-¥ 2o J=Chem—~Phys.

R : i45(8), 3096~105(1966)(Eng); cf. CA 60, 7580k. For Gyl

cme—emme—m .. - - -y-:controlled warming of Ne matrixes contg. C vapor caused the
. = Imultiple sites for C; mols. to disappear. The assignments of
e .- — ...;vibronic transitions in the NI, «— X 12,* system could then be
T & . jmade more definite by using the parameters of Gausset, e al.
___A____J( CA4 63, 17319a). Two unaccounted-for bands were attributed
to transitions involving »;’ = 840 cm.~! This low value was
..rationalized by comparison with other similar mols. The

R © TZJ* < X1Z,* transition of Cy in a Ne matrix was not observed
. jin the uvout to 1950 A. For Cs, the spectrum of C-~Ne matrixes, |
— ~~+- { -7 ibefore and after warming to I13°K., indicated that the absorption

ibands, 4000-6000 A., are probably not the C; Swan system but

e s ————<{may be due to a larger C mol. A band at 2320 A. in Ne was
2R0 . 6D 1) attri (0,0) i 13,
C‘ /? . /Q\g ,;égj [‘Z)a_t_t;r_x_b@_u_tgd to the pq band of_»thg» ,Mulhk{en system (.t [

»
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.x‘E,*) of C;. These and other observations mdlcatc that the|
.trappmg of Cp i in the excited I, state in matrixes is doubtful.!
{CNN is formed in Ne matrixes contg. N by the reaction of C
iatoms in C vapor with N. The proportion of C atoms in the
rvapor and the formation of CNN can be enhanced by vaporiza-!
i tion of C from thin W or Ta cells because of the formation and}
-vaponzatxon of the solid carbide. For Chs carefully controlledi
i diffusion of C mols. relatively concd. in a Ne matrix led to the;
'appearance of many new vibrational bands. These were
‘analyzed in terms of 2 extreme linear chain models. If‘ is con-x
icluded, for example, that C4 is probably best written as*+C:C-}
1C:Co, 'in agreement with theory. RCJQ

i




23 5104.  M3yucitiie  CneKTPOB MOTIOLIEHHST CBOOOANBIX
paaukanoB B naamenax. Jessen P. F, Gaydon A. G.

-Stidy ol tlie absorption spectra of free radicals in flames.
‘««Combustion and Flame», 1967, 11, -Ne 1, 11—16 (anrs.)

Ias onpenedseliisi CEKTPOB MOIJIOMICHHST CBOGOAHBIX pa-
'AHKaJOB B IJIaMeHaX CKOHCTPYHpOBaHa CHCTEMa C MHOrO-|.
KpatneM (mo 12 pas) orpaxenuenm Jyya cpera. FsoGpaixe-
Hiile TOYEUNHOro HCTOYHHKA C BBICOKOI SIPKOCTHOIT T-poit (iM-
‘yJbcHOIT JaMnbl) (OKycHpyeTcst He Ha NMOBepXHocTAX cde-
pHu. 3epkan (KaK 3TO fenaetcst oGbIuIO), a B 30HE MAAMEHH
Ha HeGOJbLIOM PACCTOSIHHH @ .OT OOLIEro UeHTPa KPHBH3HBI
(000HX 3epKaj; MOSTOMY OHO MaJo MOPTHTCS HepaBHOMEpiio-
‘cTAMM [I0KasaTens mpesoMaenus o T-pe. Ilocsenyiouuie
‘n3o6pazKenns IOJYYalOTCsl TONMEpeMeHHO B ABYX TOYKaX IO
‘o6e CTOPOHBI OT IeHTpa KpHBH3HLI (B HHX pacnosaraioTcst
'ne ommunaxoBbIX ropeiki). Uucao oTpaxenuit (u, cregosa-

&)



' TeJIbHO, OmTHuecKas AAHHA MyTi) 3aBHCHT OT @ H AHAMeTpa,
1 3epxas. Ilo cnexkTpy MOrJIOI(EHHST KHCIOPOAHO-aUeTHACHOBO-!
:TO -MJIaMeHH 3aperHCTPHPOBAHbI C/CAYIOU(HE PagHKadbl: B
 BepxHeit ‘yactH peaku. 3oubl B Goraroit cmech (CpHp: Op=!
. =6:5) — HHTEHCHBHBIl  3JEKTPOHHO-KO/1e6aTe bl0-BpaILa-;
i Teabubi}_cnektp, C, ¢ uentpom npu 5165 A, crabas nonoca,
: Cy nipn 40515 % (oGnapyzkena Brnepsbie) H — B GoJee Gef-i
‘TE)T(‘%\EE_—_&MQMM nonoc CH_npu 4315, 3900 u 3143 A.!
: Hornomenne C; u Cz (o ne CH) naGmiomaercst Takxe '
‘BblllIe peakl. 30HBI (BHYTPEHHEro Kouyca), 4TO BecbMa HH-|

‘TEPECHO C TOYKH 3PeHHs MeXalH3Ma oGpa3oBalHs yriaepoa
‘B MJaMeHH. P. Bacuases;
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J652." Cnexktpnt norsoutennss C; u CyH, ;A‘r'lb'onyx'ronl 5[/ 5"

nmpyaschoro ¢otoansa guasonponina, Merer A, J. Absor-
C(z([)/{(/ ption spectra of C; and C;H. from the fl1ash photolysis of,
"‘(7’ ~diazopropyne. «Canad. J. Phys.», 1967, 45, Ne 12, 4103—{

L. N 4111 (anra.) . i
/L. . Hccneponano norsomenne NPOAYKTOB HMIYJbCHOrO (ho-|

Tomuza nauasonponuna (HC,.CHNg). Cnektp mormomeHus;
.cBoGonnoro paankana Cy B6am3n 4050 cu—1 (1Ha—123’-cu-i
crema_C,), nossasiomuiicss cmycts 40 pceK. mocae HMIyJb-|

s . /

S |
® (96399 2



«ca (oTOBO36YKACHHS, MOACGeH cnextpy Cg, noayueHHOMY /
{IpH HMIIYALCHOM  (hOTONH3E AHa3OMeTaHa, HO 3HAYHTEJBHO
fIPEBOCXOANT €ro Mo HHTCHCHBHOCTH, IIpopeach KoJaeoa- !
« TCIbHBIT aHan3 MoJoc, He HaGMIofleHHbIX paHee B cmekTpe:

‘pamukana Cj. YToumeno' nosomente YPOBHSI v,_',='6 (I=0)|
Ha  “OCUEBMIMMT™ YAaCTHYHOrO  BPAlATEJLHOrO ananmsa’
000—060-nos0cH! IHu-——Zg. Onpenenena wuwacrora Ban.'

Kox. v;=1224.5 cu~! B_ocHoBHOM cocTosmmi. B oGmacti
'31000—3700 A o0Hapy:keHa HOBasi CHCTEMa I0JOC norJo-:
Liennd, oTHecennas kK cBoGoanoMy paankaay HCCCH B!

A ——
CHHIJIETHOM cocTosiinH. Ananns cnektpa CyHy™ HeBo3Mo-)
JKEH- BCACACTBIC UPE3BLIYANIHON CHONKHOCTH KoJMeGaTenbHoit|
‘CTPYKTYPbl M NOJIOMEHHST KOPOTKOBOJH. KPasi MOIMIOLEHHS;
-"Hu-—lzg--cu(:'rcubl paaukana Cz. BuGn. 12. A. M. M,

-
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"°14502y  Absorption spectra of C; and C:;H; from the fashl
‘photolysis of diazopropyne.... A, wMerer (Natl. Res. Council
,Canada, Ottawa). Can. J. Phys. 45(12),4103-11(1967)(Eng).
:The flash photolysis of diazopropyne HC:CCHN; provides. a
iparticularly strong absorption spectrum of the free C; radical.
:About 40 pscc. after the photolysis flash, the appearance of the;
My — 1Z,* (4050 A.) system of C; is similar to that obtained in
ithe flash photolysis of diazometRane by Gausset, e¢ al., though
{much more intense. The intensity of the spectrum has per-
‘mitted a study of the /-type doubling effect in the ground-state
'level 6v,, of which the Z,* component has been found to lie at
:4568.2 cm.=! At shorter time delays (<20 usec.) the spectrum is

{complicated by bands arising from the levels n'’ (1224.5 cm."1)}
.iand 2y"’ (2436.0 cm."!). Below 3700 A. the C; spectrum is

{overlapped by absorption bands belonging to a new free radical,
! which has been identified from the intensity alternation in the ro-

Ttational structure as the HCCCH radical. The vibrational struc-

Iture of this system is exceptionally complex, and analysis has

:not been possible. The bands extend to about 3100 A., but are

' predissocd. below 3450 A. RCCN
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47699z Synthetic profiles of C; cometary emissions. _Denis-
GanssetL.; Sauval, A. J. (Univ. Licge, Licge, Belg.). BTl
—=80¢: " Roy. Sci: Licge 1968, 37(1-2), 48-54 (Fr). By using normal
resonance-fluorescence calens., the emission band at 4050 A. was
caled. for the Iy — 12,* electronic transition ina Cymol. The ™ —
3 basic calen. methods used gave differing P and R branches for!
the same Q branch. Spectra of 2 comets and a high resoln. solar TE
spectrum were used for assessing the results of calen. No choice}
could be made among the caled. spectra because of the inadequacy —

of resoln. in the observed comet spectra. 21 references. :
N 00 . _S. Goldwasser__‘+—

& s_ﬁ_'.__/.qJ
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ler J. W, Linnett J. W. Electronic structure of™C3+

"Cs, and C3=."«Trafs;"Faraday Soc.», 1968, 64, We 5, 1163—

1164 (aura.) .

Ha npumepe monekya Cs i monos Cs* 1 C3~ pacemotperr

___BHGOpP eXHHCTBEHHOrO. HalJyyuero HaGopa  CrielHabHbIX.

CMHH-OPOHT HecnapeHubX 3JeKTpoHoB. B kauectne Gasica
___1CMOJb30BaHBl JHHellibie KOMGHHALHI C/AefTePOBLIX onpele-

JHTesel, cocTaBaeHHBIX H3 P-opOHT aToMoB yrJaepona. Bei-!
___ylCJeHbl SHEPTHH psifa nuskoaexaumux opout Cst+, Cy ut Ci=

Il pesyJbTaThl COMOCTABJCHLI ¢ peayabrartaMi meroaa MO.’
___TToka3aHno, 4yTo METOJ HECMAPEHHBIX OPOHT MPHBOAMT K NMpa-.__ 7 _

BHJBLHOMY OMHCAHHIO 3JACKTpoHHOM cTpYKTYpH Cz u C3~, a
__nas Ca*t x ayumiemy pedyJabTarty npHBoguT Merog MO. Boer- _

yHCACHO TaKXKe pacnpejelienne 3JeKTponnsx cnunon 8 Cst, .
__Cs u Cy~ nas pasanunblx Gasucubix ¢-umit. Passuta npo-_ _ _

HeAypa DLIYHCJEHIST AaTOMHBIX HHTETPas’oB, — COAEPKAILHX
. Hecnapeiisie OpOHUTHE I PacCMOTpEHO MPHBEACHHE BCKOBOrO ___
yp-HHs 1O CHMMCTDHH M. P. Aaues

11 4135. uektponnas crpykrypa Cot, Cam C3~. N1Db- /g‘g

A ———— —




+ 1B63. 3aektponnoe crpoenne Cyt, C3 u Cy~. Nibg
c ler J. W, Linnett J. W. Elecironic Structife of ca(
g ——C3,and 'Cy= < Trans. Faraday Soc.», 1968, 64, Ne 5, 1153—
J 1164 (anra.)

eiieeee——— | — TloKa3ano, uTO BOJHOBHe (yHKUHH, MOCTpoeHHble 13 MO~
Il Hecnapenuplx mpocTpanctsennbix opGuraneit (HI1O), na-
_— 10T HalJyylee MpocToe Omicanie 3JeKTPOHHOTO CTpOeHHA

g Cs+, C3 n C3—. PaccmoTpena 3ajaua HAHAYULIETO HAXOXK-
o b b ACHIST  MPOCTBIX OAHO3HAUHBIX CMHHOBBHIX  COGCTBEHHBIX

’ ¢yukuii, nocrpoennbix u3 HITO. Hcencnopanbi aApa Me-
—  |——T01a: B TNEPBOM HaNAyullee CMHHOBOC pacnpefesenné Bbl-~
Giipaercst ¢ MOMOLIbIO ONepaTopa ChiiHOBOTO TNPOEKTHPOBa-,
- !-=——uus, TOraa KaK BO BTOPOM MNOJHOCTHIO HCKJIIOUAIOTCSt HAH-T
Melice MOAXOAsUINE CIHHOBHIE pacnpefenenus. Paccmorpe-i
—_ HHe Pe3yJbTATOB COOTB-UMIX —DAcyeron NOKa3blBaeT, 4To:

: BTOpOIl METOAX siBAsieTcss B o6UleM cayuae GoJiee yCnewHbIM. |
Pesxoxie




2 | ’; 1963

_ 7 #T17246¢>> Electronic structure of Cs*, Cs, and C—: _J. W.
 Nibferand J. W. Linnett (Univ. Cambridge, Cambridge, Engl.).
Y Tyanse Faraday Soc. 64(Pt. 5), 1153-64(1968)(Eng). Calens.
‘for Cs*, Ci, and C;~ show that M.O. and N.P.S.0. (nonpaired
___spatial orbital) functions provide the best simple description of.
the electronic structure of these species. The problem of the™
best a priori method of generating simple, unique N.P.S.0.spin’
—= eigenfunctions has been considered. Two methods ivere in-——-—
vestigated; the first emphasizes the most favorable spin distribu-,
— tion by means of a spin projection operator, while the second——
excludes completely the least favorable spin distribution. In
—— applying these methods, the double-quartet scheme permits the._ .
necessary qual. ordering of the spin distributions. A summary:
__of all relevant N.P.S.O. calens. done shows the exclusion method: ____
to be generally_more stccessful._ 18 references. . RCTD_

.
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9 J1208. Yacrora jaedopMauiioHHOTO kosneGauns moae-!
kyast C3. Liskow Dean H, Bender Charles F,, |
Schaefer Henry F., Il Bending frequency of the !
C, molecule. «J. Chem. Phys.», 1972, 56, Ne 10, SO7E— |
5080 (anra.) l

Hesumupieckny Metogom CCIT MO JIKAO B Gasueax |
rayccosbix ¢-wiit: mo 4 ¢-umn s-THna H 2 p-tina (Ga-}
airc 1), mo 4s, 2p & JAONOJIHHTEIBIO 1 ¢-umur d-muma «(Ga- |
auc 2), no 4s, 3p u 1d (Gasuc 3) Aas KaKAOrO aToma i
C, WCCacA0DalHo 3JCKTPOHIOE CTPOCHHE  IMOJCKYJIBI . Ci.:
BapbnpoBaJjcsl BaJCHTILIT YroJd B HiTcpbaje 60°—180° 1
AHIbL cBsi3eil, HO C coxpanentey civyerpiit Caop. [las Ga-
3nca | mpopeieH pacueT € YdeToM Kougurypai. B3aHMO- .
xeitictoust (KB, 656 xongurypaunit). ITpirbesenut moaubie

H opﬁmanbuue sHeprui H 3HCPTHH KOJXC68TCJIb][le-YpOB-'



Heit 11c<1)op\1au fx\o.fxe6avuum OGnapy KCHO, .YTO C Gaancou
1 moamast aneprust Kaxk ()-uus BaJcHTHOTO YIJia H3MCHsICT-

i ca nauGoaee Guicrpo. PaBmopecnast yiaiia cBsisn MaJo 3a-

BHCHT OT BaJCHTHOro yria. Basic 2 B OTTiHule OT OCTab-

HBIX HCTMPABHJIbHO IIPCACKA3LIBACT GOHbmle CTa0HIbHOCTE,

uzornyTtoit koudurypaunin monaekyas. Basuc 1 1 KB mpu-
BOIAT K vactoTe fmedopyal. Koaedauus oxkodo 320 o~
yTo OGJH3KO K TawoBBIM JJ51 POJACTBCHHBIX MOJCKYJ, HO
3HayHTe abHO Goaplue onbiTiioro 3nauenms 64 cm—i M Toab-
Ko Gasnc 3 mPHBOAMT K XopolueMmy 3uauemiio 69 cm~';

|
'
i

COOTBCTCTBYIOLLAA JIOTCIHLU. KpHBasg aurapMolHyna. C mo-

MOLLBIO {IiraTpaMM YoJqura ﬂoapo()mo obcy:aeHbl 3aBicCil-

. MOCTH OpOHTAJLHBIX 3ICPrHil OT BAJCHTIONO yraa M mpl-
..Pofa xmu. cnnsu B MOJCKY.JIC. B. JI. JleGeaen



C,
(V)

11543v Bending frequency of the C; molecule. Liskow,

Vg7

. Dean H.; Bender, Charles F.; Schaefer, Henry F., III (Lawr- )
ence Berkeley Lab., Univ. California, Berkeley, Calif.). J.

Chem. Phys. 1972, 56(10), 5075-80 (Eng). Ab initio calcns.
were made to det. a potential curve for the bending motion of

C;. The work was in part motivated by the disagrcement be- .
tween theoretical and exptl. values of the entropy of C;. Three

basis sets were used, with (4s2p), (4s2p1d), and (4s3p1d) cen-

tered on each Catom. Both SCF and configuration interaction .
(CI) (656 configurations) calcns. were carried out with the small- °

est basis. The CI wave functions were obtained by a method

which may be viewed as an extension of the pseudonatural or- .
bital technique of Edmiston and Krauss. By using the smallest .

basis, both SCF and CI calcns. yield  “‘normal”’ bending fre-

quencies, ~320 cm~!. Electron correlation has little effect on

the bending frequency. The larger (4s2p1d) and (4s3p1d) basis |
SCF calens. yield much smaller bending frequencies, the latter

being 69 cm ™, in good agreement with the unusually low exptl. .

value of Gausset, Herzberg, Lagerqvist, and Rosen. The
bending potential is predicted to be quite anharmonic. These
results are discussed qual. in terms of a Walsh diagram and the
importance of d orbitals by symmetry considerations.

C.H# 1H H 4
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21 B56. ~ Cusiopbie mocTosHbIC BO30YKICHHBIX COCTOSI-
zgm'i HCKOTOPLIX JIHCIHBIX H H30MHYTBHIX moJsiekyn tHna XYo.
amaswamy K, Balasubramanian V. Excited
. slate force constants of some linear and bent XY, type -
molecules. «Indian J. Pure and Appl. Phys.», 11972, 10,
Ne 12, 853—857 (aunrt.)
Tloysmmupnucckas soaeas 3apsiics ¢Bs3ell, npel10KeH-
* .nast Bopxvanom s ITappoy, npisenena w15 BLIYHCICHHST
KBAIPpATHUNLIX CHJIOBLIX NOCTOSIHHBIX OCHOBHOTO COCTOSIHIIST
uvw,% M HCK-PLIN BO30YZKACHILIX 3JICKTPOHHBIX COCTOSIHHII n{0.C-
e xya Gy, BO,, COx*, CNo, HgClz, HgBro, HO, 11 ClQ,. (st
s, BCeX COCTOSINIE, B K-PGLIR PATCNATPIFBACMLIE MOJCKYJLI He-
w © 10T JmHeilnyio KonQuNypaIio, noayuelse 3naucHs CH10-
BBLIX TIOCTOSIMHBIX OYCHb G:III3KH I HX SKCHEPUAL 3HAYSHHSAM,
~ Ilas cocTosinmit ¢ menneiino KOHpurypamueii nupn coxpa-
HCHHI 3HauCHINT TlapaMeTPOB MOJCTH pacxosKiacHile MeKAY
BLIYIFCICHHLIMIT H 9KCNEPIM. 3HAUECHIISIMI CHIOBLIX TIOCTOsII-
HLIX YCTPAHSICTCS, €CH TPEANONOKHTL PaBCHCTBO 3haye-
MUt CIVIOBOIT MOCTOSINHOI B3aHMOACICTRHS CBs3ell 1 OCHOB-
HOM J BO30YXKIAEHIOM COCTOSIIMAX. M. P. Aanes

o 4972
C,

$F

Q{mm(&'&'(. /@

X. 4973 »val &) X
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11 4319. " CHnoBbIE NOCTOSIHHbBIE BO30YXKACHHBIX cot:'ron-(
HHIT HCKOTOPBIX JHHEHHbLIX H H3O0THYTHIX  MoJeKya THma\l
XY;, Ramaswamy K, Balasubramanian V.
Excited state force constants of some linear and bent,
XY, type molecules. <Indian J. Pure and Appl. Phys.»,.,
1972, 10, ‘Ne 12, 853—857 (aur.1.)

Ha ocuose Mcrona  bBopxmana u ap. '(P)Kdus, 1969,
5 176) nenaercs .nonbrrx,awﬁzlaj CHJIOBBLIX MOCTOSITHHBIX *
I BO3GYXKICHHBIX COCTOSTHHIT JMNCHHBIX H-
u30ruyTHIX Monexya muna XY, YKasauuslit nosysMmHpHY.
MeTo O A ) JICTABJIEHHH IOTeHuHana .
B3aHMONCIHCTBIS  BOJAH3N  TIOJOXMKEHHS PaBHOBECHS HJIS”
JBYXaTOMHBIX MOJICKYJI, TMPHMCHCHIH _TCOPEMHI BHpHaja It
1CTIOJBb30BAHHS SKcnepHM. HaHHbIX. Jlas JuHelHBIX MoJje-
Kyn HafilcHO Xopollee COIVIACHE PACCUNTAHHBIX NAHHBIX C
SKCMePHMEHTANBHBIMH, JJIS H30THYTHIX MOJIEKYJ COrJacHe-
XyiKe, HO TIOJIOXKCHIE 3HAYHTENbHO YJyyulaeTest — mocie
BBCACHHS JOMOJHHTEJLHOTO  TIPCAMOJIOMKEHHS O TOM, UTO*
NPONOJbILIC CIJIOBHIC TOCTOANHBIC HE 3aBHCAT OT BO30YK- -
TeHHST MOJIEKYJIL. A, 3emGexos:

g
~N
%"
{
3
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Cj‘) 8 1192.  Ksantosas momens AehopMaunonnbIX Koneba- )
HHIT M TepMOAMHAMHYeCKHe Xapaktepuctiku C3. Han-, ,~ \\\
.sen C, Fredérick, Pearson Walter E, A quan- i [ .

tum model for bending vibrations and thermodynamic
properties of Cs. «Can. J. Phys.», 1973, 51, Ne 7, 751— . I =

8

| 760 '(anra.; pes. ¢panu.)

- Tlposenen pacuer ‘suepreriy. cmextpa xpaman BHIpOXK- - | !
M. &+ ACHHBIX Ie(pOpMALHOHHBIX K0/eGATEbHBIX MOX MOJEKYJbl 1
© ¢ Gy uaxonsmeiics B ocuoBHOM cocTosmmi. Memoabaopan ~
(MOTEHLHAT B BHAE TPSIMOYrOJbHOIl SIMBI ¢ GeCKOHeuHO Bbl- -
'T.(jzcl:). COKIMIL CTCIKAMI € 10GaBKOil B BHAE TAPMONMHY. BO3MY- °

PACCUNTAHHSIX HH3WHX 6 KoseGaTesbHbIX ypopHeil 0! (v —
Lionnoe kosebarenbhoe uHCaIO medopall. Mo, I —ux yr-
JI0BOIT MOMENT) ¢ 3KCNepHM. 1aG10aaeMbIMi 3HAYEHHSIMH
B HNH3WIEM BPallaTe;lbHOM coCTosiHiH. CBA3bI0 C BpalleHHs- -
MIU_MOJIeKYALL. _H _[-yaBoenHeM _npelie6perasocs. Paccros-

' 4}& V7 @

ienus, BblGHpae.\lOl"I H3 YCJOBils -HaHJyyllero CoBnaxeHHs m
O



Hife MeXKAY BHICHINMI Ko/MeGaTCJLULIMH YPOBHSML clicTe:
matiueckl  ysennunpaercst (~v). ITockonbky B Mojfeadi

JOCTHraeTrcsi MakclMaJbHO BO3MOXKHOE yBesHuyetie, Hail- -

melifas W3 CNeKTpa CTATHCTHY. CyMMa TIpHUIIMaeT —Hait-
Mefibliee BO3MOJKHOE 3Haucuue. BKIaj OCTaNbHBIX xoJseba-
Te/bHLIX MOJ YYATHIBAACA ~ B TapMOHIL. npHOTHKEHI;
BKaax ppauiennii — B NpPHOJHIKeHNH YKeCTKOro poTaropa.
Bruuicnen psix TepMOMHHAMHY. XapaKTEPHCTHK. IIposereHo

CpaBHenie De3y/AbTATOB pacyeTa C SKCMEPHM. JAHHBIMH.

e, 10, T, Jleed



ng L= 4689~ K10 /Ja

T 153150j Quantum model for bendmg vibrations and them

'(}l)yﬁnic_%gitx_gé\of triatomic ¢Arbon. ~Hamsen, C. Frederick;
€arson, (Ames. Res. Cent., NASA, Moffett Field,

Calif.). Can.J. Phys. 1973, 51(7), 751-60 (Eng). A quadrati- !

cally perturbed square well potential was used to derive quantized '
bending mode vibrational energy levels for C;. Coupling with

2 i rotational modes and / doubling was neglected for simplicity. |

! The model was constrained to a best fit with obsd. lower vibra- °

()‘ . tional levels in the lowest rotational state, and subject to this !
constraint, the upper vibrational levels have max. possible di-

. vergence. Thus a lower limit for the partition function and the |

entropy of C; was established; the neglected rotational coupling

7. *. has little influence on these quantities because the splitting .of
l?/ 7) s levels is almost sym.. The limits obtained support the classical
model of Strauss and Thiele for the thermodn. properties of C;

i gA V ( (’ ' rather than the ests. listed in current JANAF Thermochem.

Tables, and imply that“fecent graphite vapor pressure measure- '
ments made by Zavitsanos and by Wachi and Gilmartin are more ‘
_correct | than earlier measurements. _ ———

e
Cp. 195IE N2 Q @f‘w‘




C e W}(,C\Jf%t/ﬂ\/t Hm,,g b ' w
5 §
‘« [7/""“7/? ‘ @ZZ@U:. Sy ¥
e SO RS

CM‘V‘}M Y ?‘7 (/7- KL uéd&vw/cy of 'é} ECLL.
( +opll cocnoiicitii "

e /& ! 5&// ///




Cy -

&)
(4 H@

D BT L Ohon "‘h::r.v

O-711 222el E-LC (/ 6 [;2/6
¥ -/132

1993

Pt Ay TR SR E OB W LTI - on RMR S ¢ D ge T se e STnen

Kopdis J.Ginzenich Keie
I

ID? 9. 99 ’25{\58"‘5(\,‘60 |
R |

@ (cu. CP;7)



11 1326.  Bpawareasnas SNUCPrus anneitnoii 'Monexy.ivi’

B anexTponnom T-coctosmmm, MMeTennn A. H. «Ontixa’

i cnexTpockonus», 1973, 35, Ne 1, 35—4] g ;

\A/ ) / Pacematpuzaeres sansine cnabioro SJEKTPONII0-K01eGa- ,
(,jl TCALHOTO BanMoxnciicTsust (ap(exra Pennepa) na spama- -
TCABHLIC YPOBHI JINNCITHON MOMeKyabI. Iokasano, uto mpu

Hammunn sdgexra Pennepa sdexTuBran Bpamarteabnas |

¢ TIOCTOSTHHAST MOJIEKYMbl 3aBHCHT OT ‘BEIHUINHDI 3JICKTPONHO-
KosIe0aTeabHOro  B3anMomeicrsis, TIPOCKILHH  BiGPOHIOTO

MOMCHTA Ha OCb MOJICKYJAL, a TakkKe OT Goablero, mno

CPABIICHINIO €O CIyYaeM 3/CKTPONNOrO X-cocTosms, wuiicaa

71973
C5 ;o .

5- TOCTOSTHIBIX aHrapMOHNYHOCTH. Bhluncaenube mo TOMYUCSH- |
L HBIM  (-1aM  3H2UeHuSt S((eKTHBHBIX BPAWATEABHEIX N0 -
CTOANNLIX st paxukanos C; u NCN Haxoxsites: B Xopo-

- e _cornaciin € 2xenepiaT maAliHGIcT, Pesioye

249723 p 11" . @E




C 2) " 98703k Rotational energy of a linear molecule in a 'IT elec- .
. tron state. Pefelin, A. N. EUSSE). Opl. Speklrosk. 1973, 35- . .
s “1 T (D), 3521 (Russ). The effect of strong electronic-vibrational
interactions (Renner effect) on the rotational levels of a linear |

. / ) -{=~ == mol. in a I state was studied. The Born-Oppenheimer method -
C j * was used as an initial approxn. In the presence of the Renner

- effect, the effective rotational const. depends on the value of
electronic-vibrational interaction, projection of the vibronic .
_ moment to the mol. axis, and the large no. of anharmonicity -~ -~
consts., as compared with the case of electronic T state. An
) obvious dependence of the effective rotational const. on the char--
( \,U . VL )  acteristics cited was revealed for XYas-type mols. The values of
i H

effective rotational consts. for several electronic-vibrational |
states for C; and NCN agreed well with exptl. data.
S T — J. Moravec

e o 7’:7__\— S
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C y 22 !552. - Bpawarenbnas aHeprust JHHeitHOii MOJIEKYJIbl
\5_ B aackTpounom !II-coctosiumu. fTetennu A. H. «Ontuka

1 cnekTpockonusy», 1973, 35, Ne 1, 35—41 :

PaccyoTpeno Bamsine CHIBHOTO 3JACKTPOINHO-KONCGaTeD-
| Horo B3aimvoneiicTBust (appext Pennepa) na spawatens-!
Hble ypOBUI JHHeiiHoiT Mosiexyabl. ITokasano, uto nmpu na-.
muni 3Qdexrta Peunepa addekTuBunas ppawartenniast
- MOCTOAHHAST MOJIEKYJ/BI 3aBHCHT OT BEJHUHHBI 3JCKTPOHHO- |
K0/1e0aTeNLHOr0  B3aHMOMCIICTBHSA, NPOEKUHH BHGPOHIOTO,
( é,’ MOMEHTa Ha OCb MOJICKYJLI, a TaK¥e OT GOJbllero, no
¢  CpaBHEHHIO CO CJY4YaeM 3JCKTPOHHOTO -COCTOSIHMS, WYIIC--
g " Jla MOCTOSTHHBIX aHrapMONHYHOCTH. Bblulcsientbe no mnoay-
,UCHHBIM _¢-7aM 3Hayeinss 9(QQEKTHBHLIX  BPAlATEbHBIX.
“NOCTOSTHHBIX inﬂ"p'ammanor{;___(;;_u NCN_paxonarcs B xo-
_POLICM COrJIacHH '€ SKCmepfiM. MaHHBLIMH. Pesiome,

A \".

B @ ey

. 1973 AL - @D N -



by

90{64::4%

Cie kTP

7‘6& 4 Zac//cf/é v

[ots /%¢ 2

)i W @a/ [&z« w«/wow?ﬁq’
1977 3f Wz, J17F -




C; K8 5529, |

_i 31774 Matrix. Isolation study of the_vacuum ultraviolct
 Photolysis of allene and methylacetylene. Vibrational and elec-
i and C;H;. Jacox,:

; tronic g i , C;H, C:H,, 3
| D A0l e specicd. ’ln':;'t'.’l\{:ucr. Res., Natl. Bur.

. Marilyn 13:; Mitligan, Dophus E. (
tStand., Washington 1.C.). - Chen, Phys. 1974, 4(1); 45-G1 -
(\)") cotand., Washington, D.C.)." Chem, Phy Bl itaited

i (Eng). - Upon H-discharge photolysis of norrital or Share
' hylacetylenc u’n an i\r or o N matrix at 14°K, ir:

i.allene or met

copm sy @




absorptions of all of the Cil1, species with n.< 4 appear.” A -
!(lcf()rm:\liun'ifumlmncnlul of Calli was identificd in the far-ir.,
IThe ir studies of the partially D-substituted methylacetylenes!
lindicate that extensive photoisomerization oceurs... The obsd.
i products are consistent with those predictéd using the previously,
{postulated gas-phase photolysis mechanism. The uv spectrum’
‘of CiHly corresponds closely  with that characteristic of the gas-,
' phase mol. . Comparison of the spectrum between 1900 and 1000

1A of photolyzed mcthylacetylene with that of ip:\tri.\_'-iqu'{lbd‘
;graphite vapor has indicated that any new clectronic transitton of
i Cain thisregion must be weak, Fag s ety wled e e

’ ' 555
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17 B78. Biiiamie KpHBOJMHEiHoro mBMiKenus "Ha ne-..{ﬁy
topmaunonnoe KosaeGanue, c 60abIOI amnantyaoit [B Mo- .

ackyae] Cs. Hansen C, Frederick, Hender-
son B~J—Pearson Walter.E. Effects of curvili--

* hear motion in large-amplitude: bending of Cs. «J.- Chem.:

e

1979
VS F

Phys.», 1974, 60, Ne 3, 754—759 (amra.) .
PaccmoTpena - Mofenb s jAed. KO ‘Jaunefinoit roMo-

' siiepHoit TPEXaTOMIOI MOJICKYJILL C. Y4eTOM KpHBOJIHHEI- |

HOCTH J[BIDKelHs H TpOoBeAeH pacueT COOTB-IIHX KoJae6a-

" resbliblX -yposiieit - sueprin  Mosekyast  Ca. 3a wnavajo
.oTcueTa MpuUAT LEHTp Macc 0; ocb napajiesbla- JHHHY, |
coenHnsiolleil KOHIECBEE aTOMBI; OTKJIOHEHHE-IEHTPAILHOTO, |

aTOMa BJIOJb OCH 'CHMMETDPHI. BTOPOrO MOpSIAKa, (y) -oT.0 .

pasto 2 r, KOHUCBBIX — 7'; Ha OCH" Y BBEJAeHa TOYKa A, pac-

cTOAHME XK-poOil OT 0 pasuo 36r—r, roe §-— mapametp, a

paccrosiuic OT A 10 KaKI0ro KOIICBOTO aTOMAa MNMOCTOSIH- |

Ho M paBHO napaMerpy ‘d. Bpauenne BOKpPYr OcH X 3a-

jaeTcst YrjaoM @. B xoopmunatax r, ¢ raMibToHHan H -

[peAcTaBJell - Kak OGLIYHDIT  HEBO3MYLIEHHELT - ONMEepaTop .
Hp0=p,.2/2u+p(gz/2uf2+ Vo wu . :BoaMywemne H'= +VP,
F=f(r,8,d)p:*/2p, TRe p; 1 pg— ONEPATOPH HMNYJILCOB,
conpsKenbx 7 1 @, a f(r, 6,d) -

. — H3BCCTHas OTpHIATENb-
1o ompeftenenas_dyuxuist. Onepatop  F_xapaktepmayer

omnscsss 205G



KpHBOMHICiocTs NBIKenns. B Kau-Be Vo Hcnoss3oBau |

anGo rapmouny. Ilr, nu6o Il THma npsmoyrosbHoit 1O-
TCHUHAJbIONT AMBI, a B Kau-Be - V/— KpapTuunmit IIT. .
. Boamymennne H’ yunteiBanoch B NepBoM NOpsiAKe TEOPHH .
- BoaMyutennit. [Mapamerpst 6 1 d onpemeneHel mas Moue-
- Kyant C3 M3 ycsoBHS, YTOGH! BBIYHCJIEHHBlE CpPeflHe 3Haye-
i HHg BpamaTtesabHoit noctosinnoit B, B 3aBHcHMOCTH OT U
coBmajani ¢ 3KcnepHM. 3uawenusmMu: 6=0,8112 u d="
=1,287 A (sxcmepuM. paBHOBecHoe paccrosiuie C—C
1,277 A). OrtMedeHo, UTO TOJABKO COBMECTHHII yueT KpHBO-
VIHCIHOCTH IBIJKEHHST H KBapTHYHOTO BO3MYILUEHHS NpH-
BOMHT K COIVIacHIoO ¢ onmblToM anasi. v=0—6. Ina onHcaHusa
SKCNepHM. TNOBCAEHHS YPOBHelt ¢ v>6, Gosice NPHTOAHBIM |
okasmBaercst IIT mpsMoyroabuoit ‘aMel. -B nesnom, omepa-i
Top F BHI3BIBaeT MNOHIKeHHE YPOBHCH 3HEpPrHH, OTHOCHT.!
BeNHYHHA 3TOTO NOHHXKEHHS NJS BCEX YPOBHell npHMepHO !
onunakosa (~10%) mast v or 0 xo 50. To o3nauaer, 4TO °

npH OGBLIYHOM aHaJH3e HOPMAJbHEIX KOOPAHHAT NOAGOPOM .

CHJIOBBIX. NMOCTOSINHBIX MOXKHO 3()(CKTHBHO -y4ecTh' nomnpas- -
* KY, OGYCNOBJIEHHYIO KPHBOJHHEIHOCTBIO JBHXKEHHA, TaK |
‘9TO" OORYHBIT aHaJH3 OKAa3BIBAETCSI NpPHLOAHBIM H  J/IA |
! KoseOaunii ¢ GoapluuMH aMmantymamu. H. ©. Crenanr:

-
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fett’ Field, Canr ),

* analyzed, with

‘tun no.. “The eflect of this

- Effects of ‘curvilinear motion in large-amplitude
triatomic carbon. Hansen, C, Frederick; Hender-
l'c-'lrson.-\\’altcr_ E. (Ames Res, Cent., NASA, Mof-
J. Chem. Phys. 1974, 60(3), 754-9 (Eng).
ree-amplitude bending of linear, homonuclear, triat. mols. is

126225x

son, B

coordinate bending included. " The curvilinear motion js deduced

variation of rotationa] const. with

eigenvalues;
decreased most, 1 ]
than harmonic bending potential.

of Gy is fitfed to the obsd. rotationa] const. within 0.6, and the

‘bond d{'sxance bcﬁ\'ecn'ntmps_in the lingnr coniiguration of G is

curvilinear departure of the atoms from normal .

1974

A

-

Ommucic. 20576



.

1.287 A; noticeably larger than the av. internuclear distance ot
the vibrational ground state. 1.277 A, First order perturbation
results, including the effect of a quartic perturbation potential,

. approx. duplicate the pattern of enervy levels obsd.  Square well

bending potential wavefunctions are presumed to represent a
limiting approan. for hixh vibrational fevels of Cy since these pro-
vide the divertence of upper levels required. to fit the measured -
- vapor pressure of craphite.  In this case, the eflects of curvilinear
. motion are similar to those obtained for the harmonic oscillator

~ model, although somewhat larger decreases in energy are ob- .

‘tained. In either case, the av. energy decrease is relatively _
const.—the order of 10¢;-—over 2 wide runge of vibrationar~
“quantum no. . This means that e usual normal mode anal. can
be adjulted 10 approx. the effects of curvilinear motion and ex-

. plains why nonnzl mode approxns. can »ften be extended beyond
the limits of small-amplitude bendiiag and yet give reasonably

good results. - | L
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110113,  Tapamerpsl K-yaBoenust aas. JuHeiilbix Mo-
aekyn b IT-anektponHom cocrosumn, Brown J. M. K-ty-
pe. doubling parameters ‘for lincar molecules in I elect-!
ronic- states. «Mol. Spectrocs.», 1975, 56,' Ne 1, '159—162
(anrJa.) : g

B muswiux NOPSAKAX TEOPHI BO3MYIICHHIT paccunTanbl

napaMeTphl K-yapoenns 3-atomuuix_ MoJdekyn B II-a;ex-
TPOHHOM : COCTOSIHHIL B xauecTBe -OnepaTopa BO3MYIUCHHS

. nb16npae'rc51 KOPHOJIHCOBO B3alMogeiicTBlE, BKJIoyalomee
onepaTophl yrJIOBOro MOMCHTA 3JEKTpoHa Ii Kose6aTesb-

Horo YrJoBoro smoMenTa., Pacuer. cpaBunn {crne-

PHMEHTOM jaist, COCTOSIHMS Ay mozekyan Cs. .
~E. M. Jauwesckas

s S ’“,—“
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& S 1975~

~7 L & £7328r The vibrational spcctrum of triatomic carbon

10 the 5-micron region. “Ireffers, Richard R.; Gilra, Daya P.
TUep. Astron., Univ. California, Berkeley, Calif.). Astrophys.
vt D0 - 1y, 1975, 20233, PLO1), 8539-43 “(snp).” A band near 5 a4 was—.—...

e found in the emission from a C tube furnace at 3100°K. It is 2
broad nuresolved feature centered near 1850 cra-l and is ~370.
cm-! wide (full width half max.). It is shown to be the
m(asymmetric streteh)rotation-vibration band of Ca. A sccond
band at 3200 cm-1 is present but weaker; it is possibly consiztent™
with the combination band m 4 v3. These bands may be opacity :

“lsources in cool carbon stars.
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assiznments: of the 2

267 Co raaical. ‘t'heoretical study of the elecirenic
n of C3 via the cquations of motion mecthod.
, Geoffrey R. J. (Res. Sch. Chem., Aust. Natl. Uni\
Aust.). Chem. Pnys. Lett. 1975, 33(3), 582-+4 1"')
cited states of the Cs radical were studied by us m" the
ns of motion method: This study confirms the e\ptl
lowest energy excitations obsd.
radical and suggests an assignment for 2 other weak transitions
that have becendetected for this system. :The expected

< ok o . . . o Ay
IL: 'L, transition is predicted to lie at an energy of 7.68 ¢V

and o have an mull llnr \lr( n;:lh nl () ‘) 2

Brsy

for this.

3



c, 1| K6 -16067 7721
o~ 3'B66. Pamukan C; TeopeTHueckoe  HCCACLOBAHHE
arexTpounoro cnektpa C; ¢ NOMOUILIO MCTOAQ YPaBHEHHN
pewkenns. Williams Geoffrey R. J. The Cs radical: - N\—r—
a theoretical study of the electronic spectrum of Cs via [
the equations of .motion method. «Chem. Phys. Lett.», |—
1975, 33, Ne 3, 582—584 (anra.) :
SR —- - MeTonoM yp-uHit ABHXKeHHs1 B GasHce CrpyNnHPOBAHHBIX e

deﬁf%é,rayccoaux dynxumit (tuna 4—31 T'®) paccunran snek-
— = f"-rpounnlit cnekTp Mosexyan Cs ¢ reoMerpeil, OTBeyaloulei —'\b{*—‘

.
Citls /é,' SKCNEpPHM. TeoMeTpHH OcHosuoro coctosnus 'Zg+. TMoay- A
ghocf CCRN —a

e 5z 3D g 5 — e R . [+

~

|
_X/P2E_ A 3 \' P




i +
YeHH BepTHKa/bHBIC 3Heprun BO30yxaenns AE n cumr

- ocuuansTopos [ Ansi 15 Bo3GyxuenHwmx cocroshmit. Hux-

HeMY M3 BO3GYMCICHHBIX CHHTJIETHBIX COCTOSIHHIT- OTBEYaeT
AE=3,63 3B, uTo corsacyercs C 3HeprHeil eIHHCTBCHHOIC
SKCMepHMEHTAIbHO HaGJI0NABIIerocst B ra3oBoil dase mne-

‘pexona 'MI,—!Zg+ (3,06 3B). Cnektp (pocthopecueHH’
'C; npH usoasiumi B Matpuue (2,12 38) MoxeT GHTb NpH-

MHCAH Tepexo4y H3 HHXKHCTO TPHIJICTHOTO COCTOAHHS My,
nast k-poro AE=1,73 sp. Pacuer npeickasbiBaer cyule-

‘cTpopanie mepexomia !Syt—1Zgt ¢ AE=T7,68 3B f=0,92'
.(SKCTIepHM. H3MepeHHsi BHINIOJCHbBl B OGJACTit SHEPTii, e

npepbimaiomix 6,4 sp). PeayabraTht pacuera NO3BOJIAIOT
TakxKe NpPHOKCATh -JBe caalble  MOJOCH npn 2812 A
(4,41 3B) u 2320 A (5,34 2B) 3anpCLIEHHDIM nepexofaM
IA,—IZg+ (AE=4,18 3p) n 'M—'Zg+ (AE=5,02 3r3..
Ouenxa noTenuiana nonusauun Cz Ha OCHOBaHMH TEOPE-
mpt Kynmenca aana suauenne 12,7 .38. A. B. AGpaMeHKOS-



XU ~1006 1 FOTL
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2 0146. Papuxan Cs; TeopeTHyeckoe HCCJe/L0BAHKC {
3JIEKTPOHHOTO CITRTPa=€] METOAO0M ypanucmm JIBHIKCHHS.
Williams Geoffrey R. J. The G radical: a theore- "~
tical study of the electronic spectrum of Cs via the equa-«
tions of motion method. «Chem. Phys. Lett», 1975, 33, °
Ne 3, 582—584 (aur.i.) -

Sueprun E BO30YXACHIBIX cocTosnnit paankana Cy u
ciiibl  OCLHJJIATOPOB [ TNepexoloB B 3TH COCTOSIHHSA  BHI-
qHCJeHBl MCTONOM yp-HHil JBHIKeHHs. IMox uuMH noapasy-
sepatorest  (PK®n3, 1968, 7B73) BapnauHoHHbIE Yp-HHA

» s oncparopos, npoBOASILUHX  BOJH. (b-llHlO OCHOBHOTO !

COCTOsIHHSL B BOJIH. (-IHH COOTECTCTBYIOLIHX BO36YKICH-
Huix. PacuerT BLINOJHCH TIPH SKCNEPHM. TCOMETPIH Modqte: T
Kyast B Oasice CTO-4-31 T. Paccymotpennl Bce 52 0nHO-

~

KPATHBIX BO30YHKACHHUA" ¢ __ueTnipex BepXHHX ‘3@MOJHCHHBIX

e 3

W r A A,




MO na 13 HHKHHX BaKaHTHBIX, TNpPHYEM BJIHAHHE 1BYV-:
KpaTHbix BO3GYXKICHMUIl YUHTLIBAJIOCH METOXOM TEOpHil 303-:
Mymenit, 3 NoayucHHBIX NEPEX0/0B OTMeueHb! CCAyIOoLLe.
MMepexox 'Mu+«'S+,, c E=3,63 3B, paspcuenuuii ¢ [f=.
=0,13, 6an3ok x nosoce 3,06 3, naba01ennOfl B rasoeoit
dase. [epexoa Mu<'Z+, sanpeutennnlii no CouHy, ¢ E=
=1,73 3B, Gmusok K mojoce ¢ocdopecuenunn npu 2,123
Wa MaTplle NpH HH3KOii T-pe. DTy I0ZOCY yiKe OTHOCIH'
NpPeANoNOKHTEALHO K 3TOMY 2Ke Tepexoly, roJjaras, 4T10:
OH YaCTHUHO pa3pelllcd H3-3a MOJMCIIHBAHNA yriomiHasiue- |
rocs mepexoia npu 3,63 3B BCACACTBHE Cnuu-0p6HTANBHOTO |
p3anmoseitcreis. HaGaonacmble cnaduie nosocht mpi 441
1t 534 5B COMOCTABJASIOTCS € MOAYUCHHBIMI 31eCh Nepexo- .
nami 'Au<1Z+g 5 Mlg«'Sg cOOTBETCTBEHHO C E=4,18 u!
5,02 3B, 3amnpeulcHHBIMH [JHIOJBHO I TPOSABJSTIOUIEMUC,
110-BiAIMOMY, BCICACTBHE BHOPORIBIX B3aiMOAeficTsHil. 3a
upejesaMH  SKCNepHMEHTaNbHO HCCJACIAOBAHHOTO HTCpBala
(1.e. npu E>64 3p) npeackasan cuabnuiit (f=0,92) pas-
pemenubtit nepexon 18y t—1Sg+ ¢ E=7,68 3s. 10. E. Diiznep
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A1 Kymyaenos. Tpexuentposbie cpsiam, apoGusic cpsam 1
{yraiophie cuyioBble noctosinublie. Brown Leo D, Lips-

jcomb William N. Localized molecular orbitals for .

cumulenes. Three-center bonds, \fractional bonds, and
bending force constants. «J. Amer. Chem. Soc.s, 1977,

99, Ne 2, 3968—3979 (anra.) _
Meronom MO JIKAO CCII s NPHONHIKCHEE YacTHYHOro
‘COXpaHeHisT ABYXaTOMHOro AHddepenyuanbHoro nepeKkpol-
BaHud B mHnHM. Gasuce OCT paccunransr MO COCaHHe-
it Cr0, (k=1, 3, 5, 7), Cx (k=3, 5, 7), HoCrO (=1,
, 67 W HoCrhH, (k=2, mmlsmmx

L2 4
r/ﬂf/mrony bofica.” Tas tpex MoJaekya: Cs;, H,C,0 n yr-

JI0BOIt Ko opaaun CO,, BbINOMNEH TOWNLIT HESMMHpHY,
pacuer c¢ nocaeayloutei Jokamusamei MO o daMucTo-
ny — PionenGepry. O6a KPHTCPHS JIOKANH3AUME XAt mnoy.
TH WACHTHUHBIC pe3yabTaTol aaa C, p CO,; (£0CO=
=125%, 1o Pasmmunnie  aas_H,C,0. st Monexyn

i3

1974

“23 B52. " Noxanmsonamisie MOJeKY ASIpiisie opGHTaIN .

®x



"HaCrHo 1 H,C,O mnoJyucHsl JI0KA/H30BAHHEIC J(BOITHBIC
cBsI3I C—C, cpazp C—O spascrcs POMEIKYTOUHOIT MCH-
‘1y ABoitioit H tpofinoit. B cayuae moJjekya Cr H CiOq
JloKaJH3alisg AaceT CcKopce TPEXIUCHTPOBLIE c—C—C css-
3, ueM JBoillbC KyMHIIpOBaiHbIe, HacTb cpazeit C—C
i cssisn C—O mumeioT ApoOulit Xapakrep, ABJSAACH TIPO-
MCIKYTOUHBIMH  MCIKAY ABOtHEIMIT H TPOTIHBIMIL CBAIAMI
Boaee mpocrast 1 yAofuas  CXCMa nokaausosaunsx MO,
nosyuaercst TpH pasfenbHoi JIOKaNH3auHH - i m-op6H-
rancit. Tlpuseacibl HIACKCH cBs3cil, BAJCITHOCTH H 3aps-
7l aTOMOB H CHJOBBIC xoncraytol (k) yraobbixX KoJic6a-.
ymit. [peanoxena clCA. KOppensuist MeXIy BCJIHMHIAMH |
(k11 3apAaaMi aTOMOB: MaJblc aavelns £ HMelT KoseGa-!
jHsA  (parMcuToB, B BCPUIHNC yraa, K-puIx HAXOLHTEH
'aroM CO 3HAuHT. OTPHL. 3apALOM (¢parmenTsl TPCXLCHT-
'poBbix cps3eit) Goabulic apauctis k OTBCYAIOT Kose6a-
‘s, u3rnbarouuy pparment ¢ [OM0KHTEbHO 3apsizKel-
‘HBIM aTOMOM B Bepuuiie (¢pparmeuTet C JApOGHBIMH  CBSI-
3SIMI). B A. Kasruna

p—— —————



Huntress w.T.,Jr..
Astropb,ys. J .Suppl. Ser.,
1977, 33, (4),495-514,

7977
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87: 191568v- Shock tube measurcments of ‘the optical ab=

" sorption of triatomic carbon. . Jones, Jim J. (Langley Res.

Cent., NASA, Langley Station, Va). NASA Tech. Memo. '

1977, NASA-TM-X-74025, 40 pp. (Eng). Avail. NTIS. From

Sei. Tech. Aerosp. Rep. 1977, 15(18), Abstr. No. N77-27908."

;o 2 The spectral absorption’ of Cis was measured in a shock -tube |
é/é(,’/zf 2 _using a test gas mixt. of acetylene dild. with Ar. The absorption !
5 of a pulsed Xe light source was measured by means of 8.

[ .
/207¢ 727
J ;7 drum camera. The postshock test gas temp. and pressure were
é y 5 . varied over the range 3300-4300 K and 0.36 to 2.13 atms., resp.
5 / Sy The results showed appreciable absorption from Cs for the
wavelength range 300-540 nanometers. The computed electronic
oscillator strength varied from-0.12 to 0.06 as a function of temp.

.. photomultiplier channels to a spectrograph and an accompanying

@ A, G5 LE v
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/GEA~

{1 .
é,,:? . 3B71." Pacuer MeTOLOM KOH(HIypaUHONHOTO B3AHMO-
e JefiCTBIHS MOTEHUMANBHBLIX KPHBLIX MOJCKYanl C; B OCHOB-"

HOM M Hu3umx II,-coctostunsix. Peric-Radic), Ro-
melt J, Peyerimhoff S. D, Buenker R. J..
Configuration interaction calculation of the potential
? curves for the C;3 molecule in its ground and lowest-ly-
ing II, states. «Chem. Phys. Lett», 1977, 50, Ne 2,
344—350 (amra.) : :

/é‘l‘;/#[/[[;f ~ BGam3i paBHOBCCHBIX TCOMCTPHY. ~ KOH(DUrypaimiit ‘pac-
7"  cuHTalbl MOTCHUHAJDIILIC TMOBCPXHOCTH H YacTOTH KoJseGa-

/:/I:((:[’;‘tc .llill'[ OC]IOBI(IJOFOI/IIEI;+ I BO3GYKACHIBIX ‘-3Hu-coc'1'ofmnﬁ
paankana C;. Hcnoabsosan OGasmncublii Ha6op ABYX3KCIMO-
HeHTHBIX ~ CTPYNMNHPOBAHHBIX rayCcCOBBHIX  (YHKWHI §- 1

p-THNA, JAOMOJHCHHNLI NOJSAPN3Al. - CBA3CBHIMH (PYHKILHS-
MH S- M p-THNA, .ILCHTPHPOBAaHHBIMH Ha cBsassgx C—C.
BouncacHlst  nmpoBesensl B pamkax  mpoueayp CCIT i
xoudurypau. Bsanmopeiicteus (KB), mpiuem B mocsemienm

cjayvyac B pacyeT BKJIIOYaJHCh KOH(i)HI‘ypZ]HHH OAHO- H
JABYKpartHo BOBGy)K}ICHHUC OTHOCHTEJIBIIO anGpalmoro HC-

p Wﬂ(g xonnoro na6opa komdurypaunit cpasuennst. Haiineino, uro
; /) BO_ BCCX TPCX COCTOSIHIAX MHHHMYMY SHCPTHI OTBEYaIoT



aunciinpie. cuMM. Koudurypamin.  Iloayyennsie  MeTOI0M
KB paBuoBecnbiec PacCTOSIHIS MEXKAY COCETHHMH aTOMaMH
yracpoaa cocrapiasior 1,308; 1,311 un 1,317 A aas co- -
crosiunit 'Sgt, 30, 1 Iy, COOTB., TOrAa Kak aHajJoriulbe
BeaHUHHB!, noayuenusie  MerogoMm  CCII, pasubi- 1,285
1,288 u 1,295 A. Orycueno, yTo AJs OCHOBHOTO COCTOS-
Husa sxcmepnM. pauunsie (1,277 n 1,287, A) Oamzxe x XxapTt-
pu-okoBckoMy 3nayennio. OaHAKO 3Hepriist Bo3GyACHHS .
13+, (3,06 3B), paccunrtanias B PaMKax NPOLCLYPHI
KB, npakTHueCKH TOYHO COBMNAaZacT C SKCICPHM, BCJHUM-

1oit, B To Bpems Kak Meron CCIT mpuBoant K OwIGke
nopsiaka 1,5 38. Ha ocHoBe pe3ysbTaToB — BLbIYHCJICHHH
naGmojacmas B cmekrpe mosoca 5900 A ortieccna Ko
sackrponnomy mepexony 'Sgt—-S1Ty. s pacCMOTPCHHBIX
NCpPEXOAOB NpOBeAclibl TAK:Ke pacuerTsl CiJ OCLUILKIATOPOD
1 ¢axropos Ppanka — Koupnona. ~A. B. Hemyxun

=
CToTL
ex.



P /77K
v

LI

. 2 J1106. ToTeHuuanbHble KPHBbIC OCHOBHOTO M HH3KO-

aexawux IT,-cocTosinnit Mojgexyasl Cj, BbIYHCICHHBIE Me-

TONOM KOHQHrypauuontoro ~s3aumopeiictsus. Peric-

Radié¢ J, Romelt J, Peyerimhoff S. D, Buen- |
.ker R. J. Configuration interaction calculation of the
- potential curves for the C; molecule in its ground and

lowest-lying II, states. «Chem. Phys. Lett», 1977, 50,
Ne 2, 344350 (anr..) .

Metoaom CCIT u KB - BoimoJmen  HE3MMOHPHY.  pacucT
YaCTOT CHMMCTPHUHBIX M aHTHCHMMCTPHUHBIX ' BaJCHTHBIX

'KoneGanuil H CHMMeTpHunBIX Aedopymau. Kojebanuii MmoJe- -

Kyas C; B ocnobioM 'Zg+ 1 aByx mnepeeix Iy 1 M.

B036yaennux coctosinusix. Basuc na atome C cocrosia !
H3 CTPYNMIpPOBamibIX rayccouix ¢-uuit (4s, 2p), monyuen- |
HBLIX C NOMOIUBIO pa3jozenHa JlanHHIra, ¢ BKJIOYCHIEM :

MOJSPH3YIOUIX S- H p-(-1i, UCHTPHPOBAHHLIX B CCPCAM-
ne C=:C-csisH. DkcmomeHTHl & (s) H «(p) 3THX ¢-unit

‘ontumusnposanst nmo CCIT: pacucraM  paccMaTpHBAEMBIX

cocrosimii 1 pasust 1,25 1 0,7 COOTBCTCTBEHNO. B BeKOBOM
yp-HHH yuTCHBI BCC JOMHHHPYIOUHC ORHOKPATHO H ABY-
KpaTHO BO3Gy:KacHible KOHPHrypauun. Bkiaaa ocCTasbHLIX
KOHGHIYpauuit - yuuTLIBAJACS C  TOMOIIBIO  SKCTPAMOJSLIL,




Bo Bcex Tpex COCTOSIHHfAX MOJICKYJa OOHApYIKHBACT TEH- !
JICHUHIO K COXPANCHHIO Jiciinoit - cuMMerpHi  (4acToTHl
nedopmau. KosneGamuit Maawt). Haitaeno, uto uacrtortul Ba-
JICHTHBLIX KoJleGaHHil B OCHOBHOM 'H  BO3GYXKJICHHOM CO-.:
CTOSIHHAX MaJo OTJAHYAKOTCS, UTO CBS3aHO - C HCGOJBLINM
. YBCAHYCHICM PaBHOBECHOI JJHHLI CBSI3H B BO30Y:KACHHOM
cocrosanHi. C MOMOLIbI0 YacTOT KoJjcGaunii, paccynTaHHBIX
Metoponm KB, nmosmyuenst  sueprin  BoaGyuaenus Mlu- u
3 y-cocTosinmil, cocrasnsiie 3,06 1 2,04 3B CcOOTBCTCT-
Benno. Jueprust  Bo3Gyxacuust  cocrosmis I, Xopoo
corsiacyercst ¢ mauajom nosocsl (000—000) B crmektpe Cj'
(4049,8 A wair 3,03 3p). Hasmuse cepuir JIHIN OpH 4ac-
ToTe 5900 A (2,10 3B) cBs3LIBaeTCS C MEPEXOJAOM B CO-
crosunie °Il,. Paccuntaunl Takike paBHOBCCHBIE DPaccTos-
HHS MEXKAY aToMaMil yrjepoad, BPeMs JKH3HH COCTOSIIHS
Iy 1 dakropu ®panka—IKongona Aas nepesoga B 3TO
‘cocrosinie. IompoGHo - o6cy:KaaeTes pasHuic pe3yJbTa-
iToB B Merogax CCIT u KB, mnpopoautcst cpaBheHie C
SKXCMCPHMEHTOM I pe3ysabTaTaMH APYrHX aBTOPOB.
: S _A. B. Tonbuos
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K 87: 174909q Configuration interaction calculation of the
j potential curves for the triatomic carbon molecule in i
round and lowest-lying I1. states. Peric-Radic, J.; Roemel:
i Peyerimhoff, S. D.; Buenker, R. J. (Inst. Phys. Cher
a Univ. Bonn, Bonn, Ger.). Chem. Phys. Lett. 1977, 502,
344-50 (Eng). Ab initio SCF and CI calens. are reported for the
Ca mol. using a basis set of double-zeta plus polarization quality
Potential curves are obtained for the sym. stroteh and bendin,
" and antisym. streteh vibrational coordinates for the rround ang
, day == Lwg ML, excited states of this system in order to eale, the
L"///? L intensity distributions for the assocd. electronie teansitions, The
caled. To value for the ', - N3¢ transition of 303 oV s in
! - quite good agreement with the loeation of the oricin of the
4().")04(‘ band system in Ca, confirming its previous ussﬂ:nmcm to
this electronic+transition; the lifetime of the 1, upper state i
also obtained in the Cl treatment. A value of 2.04 oV is caled,
for the corresponding 311, +—= X1¥# origin, which result in turn
suggests that the weak feature starting at 5900 A should be

assigned thereto. <
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/\3 5 1257, BricokoTemnepatyphsle 1 Mex3pesamble Mo-
Jaekyab. Weltner William Jr. High-temperature and
‘interstellar molccules. «Int. Conf. Matrix Isol. Spectrosco-
py. Diskussions tag. Dtsch. Bunsen Ges, Phys. Chem.
- West — Berlin, 1977. Extended abstr.» Berlin, s. a.,
164—169 (anra.) I
Paccmotpenst gocronucrsa merosa MaTpHYHOil H30MsAUHH
A1 MCCACAOBANHS TYromIaBKuX coeaunenyit. ITo cnekTpam
é TiO B Matpuuax B Y-, sumnmoii u MK-o6nacrax ycra-
CALeLss/ 6%/:’ HOBJICHO OCHOBHOE 3JICKTPOHHOE COCTOSIHHE 3TOf MOJIeKy-
aut 37, yTouHeHB! TeopeTiuy. gacueTm ec opOuraneil, a mno
4 JIa3CPHBIM HCCICA0BAHHAM OGHAPYIKCHO 2 HIIKHIX CHHD-
e iliy s JICTHBIX COCTCANHS.. YNoMsHyTl paGoThl  mo H3YUeHHIO
THAPHIOB, KapGHAOB M HHTPHAOB NCPEXOAHBLIX METAJIOR
B Marpiuuax. IlpupeseHb peayabTaTh Hccaen0BaNIs yrie-
poaupix mMonekys Co, Cs3 n Cy:, KapGumon KPCMHHS 1 MoJie-
Kyan Siz 1 By Omicansl pesysbrarnt HCCJICIOBAHHST C TIO-
Mompio Matpuunoii Texuukn HNC n CoH, 06HapYIKEeHHBIX
B Mex3Be3nHoit cpeae. BuGa. 37. : M. Touxkos

2, L
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2 © 12 ]1850. Tpoueccsl penakcauuu  H30ANPOBAHHBIX B
s ' matpuue modekyn Cy3 Bondybey V. E, Eng-
lish J. H. Relaxalk{’:l processes in matrix isolated Cs.

«J. Chem. Phys.», 1978, 68, Ne 10, 4641—4643 (anri.);

[Moayucuul oneKTpul BO3GYXKACHHS 1 JCHYCKaUHs MOJC-

kya Cs, usoanposanueix B Ar- 1 Ne-maTpuuax mpu T-pe

4° K., Monckyant C; moaywannm B pe3ynabTate  (OTONN3a .

~(A=1216 A) amnena, OCaMACHHOTO 1A  OXJaxIacMoc

6”/_//5/4/ L, Pt-sepxaso. Tunmunnie KOHL-MH aJjicHa B MaTpHHax 'co-
crasasan 122000. CnexTpsl Bo30y:KAaJHCh Jasepom Ha

2l Ll kpacnrteie. B gesy(.)nbrare lz;na.‘rmaa CHEeKTPOB E030yKAeHHS
' C 24 600—27 600 cm~ M CHCKTPOB  MCHYCKAHUs
2 ?'7'//;’7?7 (-136 460-—24 700 cm~!) m3snyucnne ModeKyin Ca r}; 06.12-

ot ~17000 cM~! mpuifcano  nepexoay  asll, —>XT8 .+ -
{foxazamo,4To0 Ko.acbaTenblast pPeJakCauns 2 COCTOSIHIN
A'II,, mponcxoaut ouenp Guicrpo, OOGcyikIeno Bausmue .
OKpY/KCHIsI Ha XapaKkTep NPOUCCCOB  PCIARCIUMH  Mode-
Ky Cs. Buda. 19. ., ) = .

- FHB VA
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89: 67948w Relaxation processes in matrix isolated triatomic
carbon. Bondybey, V. E.; English, J. H. (Bell Lab.,, Murray
Hill, N. J.). J. Chem. Phys. 1978, 68(10), 4641-3 (Eng).
) The low value of the bending frequency v2 in the upper ANl
1 Cfe A;é[zg” state leads to efficient vibrational relaxation. The (0,0,0) level of
2 £~ this state populates by efficient intersystem crossing a lower
é L0 . lying triplet state. The vibrational ground state levels involvin
el = (z'/é excitation in the low frequency (~65 cm-!) »2 fundamenta
exhibit severe lifetime broadening due to strong mixing with the
lattice modes. The excited ground state levels involving only the
stretching frequencies are, on the other hand, sharp.
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22 B82. IpumeHenue GYHKUHH IpHHA K MCCJELOBAHHIO
xumuueckux Bo3Gyxpuenuit. G oud Slacha, B alasub-}
ramanianV, Gupta B. K. Green's function applica- |
tion to chemical perturbation studies. «Proc. Indian:
Acad. Sci.», 1978, A87, Ne 10, 353—358 (aura.) . ¥

Metoj ¢yukusn puna B dopmymiposke [le Beiimca —'
ByJadpema HCMO/Ib30BAH AAsl paciueTon H3MeHeH il CHI0BOrO
nonsi AF mpi Tepexoie OT ORHOIl MoJeKyahl K_Apyroi
Ans caefl. nap MOJeKyJ: XYo—ZYy 1 XYz—XZp, npuueMm.
XYs, ZYs # XZp CyTb JuHeiinbic TpeXaTOMHBE MOJEKYJH,
pasjnyalolHecs B Ka¥/10it TMape Mo ONpeleneHHOMy THIY
«XHM. BO3MyluewHsi»: JiG0 1EeHTPaJbHAEIM aToMOM, JHOO
KONLEBHIMI aTOMaMi, JHOO THIOM 3JICKTPOHHOTC cocrosi-
HHSL /51 OMHOI 3 TON K€ MOJICKYJIBL. IMpu pacyerax B3ATH
nannsie s Monexys. Ca,_BOs, CO2%, CN,, HgCl;, HgBr2
a CO,, npHueM AJs NepBHIX UeThipex H3 HHX =10 HECKOJb-,

KM 5JEKTPOHHBIM COCTOSHHSM. Ilonyieno xopouuee corna-
cie Mexkay AF BEIGHCTOHNIBIMH N0 HCMOJB30BAHHON MeTO-
QMKE W MO PasHOCTH CHJOBBHIX noJeil cOOTB-UX MOJIeKY!

I I _,,,_____'______HLCTenauoB
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2 B39. Pacuerpl HeIMNHPHYECKHM METOMOM MO KB
anekTponnoro cnexktpa pamukana Cs. Romelt Joa-
chim, Peyerimhoff Sigrid D,gBuenker Ro-
bert J. Ab initio MRD CI. calculations for the electron
spectrum of the Cs radical. «Chem. Phys. Lett>, 1978,
58, Ne 1, 1—7 (aura.) e .

- HeaMmupuruecknM MeTOLOM CCIT MO JIKAO c yderom
B3aUMOJCICTBHsA HanOosee CYIeCTBEHHBIX MOHO- H JABaNK-

.ABl BO30y KACHIDIIT KoH(HTrypauuii paccunTan 3J1eKTPOHHBLT
“criekTp mnorJiowenust pagukana Cz M TCOMCTPH Cro K-

AHX BO30yKACHHBIX cocroauuit, Henonb3opano 1sa OHaKC-
MO CHIHAJIBHBIX TayCCOBLIX Gasuca C JOMOJHHTEJbHBIM

BKAIOUCHHCM B pacueT ToJsipu3all. (yuxumii, Bcero 42 i :

56 crpynnipopaHibiX rayccoBbIX ¢ynkunit. Tas yuera KB
JCTIOJIb30BAN  MHOTOKOHMNrYpall. MeTOA AJs_ OTOGPaHHBIX .
: 'b30BaH  MHOMOKOMMMLYPAR. o Al Lo

X SBrp a2

4



- Aetepmunantos  (MOJI KB). Toxkasairo, y16"8ickrponnas
KOH(HIYpauust ocnoBHoro cocrosnust Cy...405230,,2157,4-
I5tg® “Hummmm BO3GYKACHIBIMH  COCTOSINISIMH - SIBJSIOTCST
(B cxobiax mnpupeneiy SKCTCPHM:  Beanunnet) 311, 2,11

(2,10) 3B u I, 3,16 (3,06) -3p, K-pble COOTB-BYIOT mepe-

X04y 30,—111,. Buime  aeskar  cocrostmig Mg Mg
2,82—292 H'4,17 3B, coors-uuc nepexoanl 40,—11I1,: Bee
‘COCTOsHNS, COOTB-IIIC nepexony 1II,—1ITg snexkar B 06-
¢ JACTH 4 3B 32 HCKJIOYCHHeM 1Z.* 8,13 3B, nx TIOPSMOK
D Byt 3A,, 33,-, 1Zu=, WAy 1 13,+, PunGeprosckite me-
_pexoapr 1I1,—3s mmeror SHEPrHH BbIWe 9 3B. Awnanusy-
. PYIOTC (hopMbl nota;
BO30YXKAeHHOro (-lHu»lng) ¥4+ cocrosmmii.

HIRATBLHEIX KPHBEIX “AJIS1” OCHOBHOrO 1

I 4 Bypmreﬁ}{;
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I 2 JI132. Heamnupuqecxne pacueTH MeTomOM MP)I KB
3JICKTPOHHOrO cnextpa pagukana C;. Rémelt Joachim,
Peyerimhoff Sigrid D,*Buenker Robert J
Ab initio MRD CI calculations for the electron spcctrum
of the C; radical. «Chem. Phys. Lett.», 1978, 58, Ne 1
. 1—7 (aura.)
é:p/'“ % ' Meron xondurypanuonnoro n3anmojeiicraus (KB) npu-
CP e TEL | menen pan HCCAC0BANHST  HH3KOJEKAUX ~ PHAGCPrOBLIX
~ ' 5]CKTPOHHLIX COCTORNNil; @ TaKXKe COCTOSHHII, BO3HHKIO-
%ﬁ“%{;— IHX NPH BO3GYKIEHHH' 3JICKTPOHOB 3aHATHX opOHTalel
" 404 # 1w, na opbutanu n*-Tuna B pamukaie Ci. Hcnonb-
30BaHHbIi GAa3HC CrPYMNHPOBAHHEIX TayCCOBHX (-uUHil HMH-
. THPOBAJ JBYXSKCTIOHCHTHDIi Ga3HC C/IITEPOBCKHX - opGura-
“oFeit C BXMOUEHHEM (B KAYECTBC TOJIAPHIAUHOMHBIX) ¢-UHis

: ~ “4+ M p-THNOB, UCHTPHPOBAHHLIX Ha cepeaunax cpsaseii C—C,

D, 19742




[Tpu pacuere yYHTHBANHCDH OHO-" H JIBAKABIBO3OYHWICH-;
Hble KOHGMHrypauHH C mocjefyloulei IKCTpano.suuei pe-’
' 3yJLTAaTOB Ha PE3YJbTATHl TOJIOro yHcra KB B HaHnHOM;
v Gasmce. TlosiyueHl 3HCPLHH BCPTHKAJBHLIX NeEPEX0n0p H3
" ocnosroro sackrponuoro cocrosiuus X'Zgt JMHeiiHOi MO-
JeKy/Apl B CHHIJICTHbIC M TPHIUICTHLIC COCTOSIHMA THIIOB Z,
7 M A, a TakKe PacCYHTaHL BCPOATHOCTH JIMTIOJIBHOTO TIe-
. pexoma 'Mu<X'Sg*. Tloayueunsic pe3yJbTaThl XOpOLO !
* corsiacyloTcsi C 3KCHCPHMEHTOM. - T cocrosiHus 'Zut
(ty—>7g), KpOME TOTO, PACCyHTaHa TOTCHIL. xpuBad, Hail-
ZcHa PaBHOBECHAss TCOMCTPHS M OLCHCHH xoJiebaTesbible >
—__YacTOTHI. _ . A. [ementbes

o
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89: 188446q Ab initio MRD CI calculations for the clectron
spectrum of the triatomic carbon radical. Roemelt, Joachim;
Peyerimhoff, Sigrid D.; Buenker, Robert J. (Lehrstuhl Theor.
Chem., Univ, Bonn, Bonn, Ger.). Chem. Phys. Lett. 1978,
58(1), 1-7  (Eng). Calcns. using the MRD CI method are
reported for the ground and low lying excited states of Cj.
Transitions from the Hay, 40q an(f lza MO's into 1w are
considered, as well as the 1xy —= 35 Rydberg species and the
corresponding ionization, and good agreement with exptl. data is.
obtained when comparison is possible.  Potential curves ealed,

for the ground and (1m, —> 1)1+ excited state are discussed,

(9 A, 7o LL AL
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(- 91: 201503u An experimental determination of {he cross
;} scction of the Swings band system of triatomic carbon,
Cooper, D. M.; Jones, J. J, (Ames Res, Cent,., NASA, Moffett
Field, CA 94035 USA). . Quant, Spectrosc. Radiat, Trans[cr
1979, 22(2), 201-8 (Eng). The spectral absorption cross scction
of the Swings band of 83 was detd. from measurements behind
incident shock waves that heated q Bas mixt. of Ar and CzH,.
These measurements spanned the spectral region between 300
Ao 72/ bs7 and 540 nm, and were obtained at temps. between 3200 and 4000
e An electronic oscillator strength of 0.033 was deduced from
- t S T e T T 5 e
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4B125. dKcnepuMentanbHoe onpeaeseHHe CEYEHHS no-
raowedus 8 nonoce CBHHra cucTempr Cs. Cooper D. M,
Jones J. J. An experimental determination of the Cross
section of the Swings band system of Ci. «J. Quant.
Spectrosc. and Radjat. Transfers, 1979, 22, No 2, 201—
208 (anra.) :

IKCNepHMeHTaLHO OMpeACHeHb ale. ceveHHs mormouwe-
s B nonoce Cpuira oicrems Cy p AHanasoxe t-p 3200—
4000°K u3 mamepennit mo HarpeBy ra3osoit cmecy aprona
H aueTHsieHa ynapHoil BoaHOf (MeToq YAapHOR TpyCH) B
CNEKTpANILHOM aHanasone 300—540 j. Crpyktypa, Habmo-
Aalolascs B 3aBHCHMOCTH BeHUHHLr CNEKTPAJILHEX Ceye-

NI0Ka3aHO, 4TO OHa 1260 M3Menseres NpH H3MeHenny T-Phl
" cocrapasier 0,033 aas Beex H3MEpCHHI, yTo Haxoaurcg
B COOTBETCTBHN ¢ 3KCNEpHMeHTaLIo H3MEPEHHBIMU y Teg.
PETHUYCCKH DaCCYHTAHHBIMK BeJHUHHaM} SJICKTPOHHEIX ey
OCLHJIATOPOB, HMEIIWHMHCS B JHTepaType. B. A. Capaep
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6 B58.  Heammupnueckoe nccaenosanue addexra Pen- =
Hepa B MoOJeKyae Cs;. Peri¢ M, Radi¢-Peric ;
‘Ab initio investigation of the Renner effect in the Cs
‘molccule. «Chem. Phys. Lett.>, 1979, 67, Ne 1, 138—141

BapHalnonHbM MTOAOM B Gasice BOAHOBHIX (-1iit ABY-

‘MepIHOro rapMoMi. OCIIAISATOPA BBIMHC/CHB HUSLINE BHOG-

‘pounble yposHH 3HEPriil - MOJICKY bl C,. Heawmmupuu. Tm0-

ys ( rel “BCPXHOCTH MOTCHILHAJbHOM SHEprHIl AT koummonent 'By 1
y £ - iA, 5JCKTPONHOTO COCTOMINIA 1[I, 3auMCTBOBAJHCh H3 pC-

@ ¢kep— 3ymrard jeoMmupHu. pacdera H npeAcTaBAsaNC, B BHI1C

' qosnoma 6-it crenen 1o koopauHate r aed. KoJ. Cs. YBe-
ﬂém&ﬂ/f , uenne 06asnca HCMOJb3YeMbIX ¢-wiit TMO3BOMILIO TPOCC:
W AHTbL CXOAMMOCTb [0/107KeHHsT BHOPOHHBIX ypoBHeit, BBYHC-
JICHHBIX TIpH OTCYTCTBHH B3aHMOcHCTBHA C BaJICHTHBIMH

KA, M. 1 AHTHCHMM. KOJIeOaHHAMIL 910 006CTOATENLCTBO,

H 'BO3MOIKHO, OOBACHICT HeGoablioe PAcXOXKAeHHe TEOPHH,
< okcnepumentoM. Jp. oGbsiCHEHHE 3aKIOuaeTCH B TOM,:

ato BHOpaHuble aanabaTHi. MOTEHIHAJB! CIHIIKOM 6LICTPO
-'B03pacTaloT &u yBeJIHYCHHH- T. , . E. Hugutii,

/ BG—- Y ~F HE - TEE
3
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[‘5 g2 13048w AB initio investigation of the Honner eflect in
the trintomic carbon molecule. Peric, Miljenko; Radic-Perie,

Jelena "(Inst. Fiz. Hem., Prirodno-Mat. Fak., 11600 Belrrade, ‘

Yugoslavia). Chem. Phys. Lett. 1579, 67(1), 133-41 (Eng).

mcthod is developed for the ab initio treatment of tae
coupling between the electronic and vibrational'mouons i tria,

mols. "It is based on a polynomial expansion of the wol,

A‘;/r W potential and the use of a variational method for calans, 01
/{W vibronic levels and wavefunctions. The results for the il state

/

of the Cs mol. are reported.
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/’_ 4 [1154. Heamnupuueckuit pacuer adpdexra Pennepa B
& moaekyae C;. Ab initio investigation of the Renner ef-

fect in the C; molecule. Perié Miljenko, Radié- o
Perié¢ Jelena. «Chem. Phys. Lett.», 1979, 67, Ne 1,
138—141 (aura.) ,
- Ilpeanoxen MeTox pacyera SHEPTrHH H BOJH. b-uuit s
3JIEKTPOHHO-KO/Ie0aTe/bHHX YDOBHEl TPEXaTOMHHMX MoJe-
Ky ¢ yuetoM sdekra Pennepa. MeTox ocHoBan Ha mpes-
o [ e e CTaBJIEHHH NOTeHWU. (-UHH B BHIE IMOJHHOMA, BHLIYHC/EHHI
/(//.. LY, K03(. sTOro mosHHOMa MO CMOCOGY KOHQHTYypal, B3aHMO-
‘%/4,‘»,‘%‘7 ACHCTBHAL H NyTeM WHCJICHHOTO  PelleHHS  BHGPOHHOrO
yp-unst llpeaunrepa Bapuau. MeToAoM. UHcneHHHii pacder
SHEepriH mepBHX 11 KoJeGaTeJbHHX YPOBHefl 3JeKTPOHHO-
ro cocrostuus 'I1 Mosekyam C; Aaer ynoBJeTBOpPHTENbHOE
corjacHe C 3KCHEpHM. AAHHBIMH. M. P. Anues

@
e
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90: 212521d Carbon's high-temperature behavior. Comments,
Strauss, Herbert L. (Dep. Chem., Univ. California, Berkeley,
Calif.).  Science (Washington, D. C.) 1979, 203(4386), 126
(Eng). A polemic concerning a paper by A. G. Whittaker (ibid.
1978, 200, 763) is given concluding that the gas phase spectra ;
provide no evidence for new forms of Cs. R —

&“”"/’ "; f’;‘?’/" 24
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Hoswii moaxos K 3aniich ramAnbToliiaia s

:\‘\leifg{,mx monekya, Sorensen Georg Ole. A new

approach to the hamiltonian of nonrigid molecules. -
«Top. Curr. Chem.», 1979, 82, 97—175 ‘(amra.)
OJY4CHB OGIIHE BLIPAZKCHHS i abdexTHBHbIX noc-
TOSHHBIX,  BXOASIHX B MOZCAbHHIC - TAMHJIbTOHHANBI,
NpHMeHAGMbIE IJIg onHcanms KOJIeGaTeIbHO-BpaIaTe b bix
COCTOSIHHI MOJNeKYN ¢ GOMbIUHMH AMIUIMTYIaMH  KoJe6a-
Huit. Pacemorpenne POBC/ICHO B paMKax NpHGaHxKenus
Bopua Onnenreiimepa. OGcyxnaen o6uuit NOAX0A K BHI-
Gopy KOOpmMHAT, a Takke oWt (popMasuay peuienns
KBaHTOBOMeX. 3ajsaun. OcCHOBy MeToja CocTaBisieT He-
TocpeacTBenHOe Npeolpa3oBanye KHneTyy, SHEPrHH K 0606-
LICHHBIM HMOyJabCaMm. B kay-pe NpHMEpa H3yuen ramugp-
TonHaH Buabcona-Tosapya, PacCMOTpeHH  BO3MO KBl
06o6uenHsl, BO3HHKAIONUHe NPH 3aMeHe yCJ0BHj; Okkapra
yeaosusamu  CeiiBuia, IMocrpoen O0IHiT BHp LaMHJIbTO-
HHaHA JJs1 HeXeCTKojl MOJICKYJI, M3 K-poro c ‘oMosio
npeoGpasoBanus Ban-®uexa noayuen sdekTHBHB q1o-
JIYHECTKHIT BpallaTeblblji oneparop. PasButhij noxxop
TIPONJLTIOCTPHPOBAN  KOHKPETHBIM pacyeTO Monﬂ%
Bu6a. 85, _ - B. U. Xumincrny
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(’ 90: 212522¢ Carbon's high-tempcraturo behavior., Reply
\3 to comments, Whittaker, A, Greenville (Woodland Hills,
Calif.), Science (Washington, D. C) 1979, 203(4386), 1266
(Eng). A reply to a polemic by 1, I.. Strauss (ibid, 1979, 203,
1226). o .
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12 147, Anaautuyeckue GyHkuHH gan NOTeHUHA b

bIX MOBEPXHOCTEH OCHOBHBIX cocrosunin  Cy(X13,%) u
N(X'2+). Analytical functions for the g state

Cs

2, -
* potential surfaces of C3(X'ZgY) and HCN(X1=+), Ccar- N
“ter S, Mills L M, Murrell J. N. «J. Mol. Spect- \}
rosc.», 1980,,81, Ne 1, 110—12] (anrur.) \
Moayuenn  ananntny, BLEIDAXKEHHS Aas  -uuit NOTeHI.
.‘/{{ 7 SHeprin Monekysn C; u HCN B ocrosihix 3JIEKTPOHHKIX
/ coctoanmsax X¥gt g Xi13+ COOTBCTCTBEHHO HEOGXOMHMLe k

Z(’,aycwr%w/ \?OCTMH“HE B MOTCHLU. (-UHSIX, BKIOYas KBapTHYHHE yje- l
(7 \1Bl, MOIyYeHEI METOAOM HaHMeHbLUMX KBaJApaToB Ha OCHO- )
ga‘/{' /J;_(/‘ C 3KCICPHMEHTANbHO  ONpefeldeHHEIX TGOMCTPHY. KOH(H- k
g TYPallHH H OCHOBHEIX 4YaCTOT KoJeGaumi MOJIeKyJ1, a Tak- N
/W&:cz/ /% 4) K€ TOYeK Ha moTehu, TIOBEPXHOCTH, MOJYUCHHBIX B He-
¢ SMNHpHY. pacyetax. Haiigenunle &-UHH noTeHu, SHEpruy ¢ 5:
»BBICOKO#  TOYHOCThIO BOCIPOH3BOASIT ROCTyNHHIE 3KCrepH-
{v MEHTA/IbHLIC H TeOpPeTHY. NaHuLle no FeOMCTPHH, CHJOBHM
<. f)) IOCTOSSHHRIM B CTaOHJBHLIX KOH(opMauHsx, a Takxe AaH-
1 bie N0 pa3JHYHBIM TPOAyKTaM JAHCCOUHALHH  MOJIeKy.I.
/] i C noMomwio aHaauTHY, &-winit noren, 3HEeprHil NocTpoeHH
?f/fé’ﬂ I sHepreTHy. KoOHTYpHbie KapTHl, oTBeualowHe  pasAHUNBIM
/V/’Z « -Koudopmauusm C; n HCN. A. Hemenrbes
C
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94: 340855 Analytical functior: for the ground state potential
surfaces ¢t Ca(X123¢*) and hydrogen cyanide (X1X+), Carter,
S Mills, & M.; Murrell, J. N.  (Dep. Cheni., Univ. Reading,
Reading, ¥agl. RG6 2AD).  J. Mol. Spectrosc. 1280, 81(13

110-21 (Ex'gs. Analytic functions were obtained to represent the

potential energy surfaces of Cs and HCN in their ground
electronic states. These functions closely reproduce the availuble
data on the energy, geometry, and force consts. in all stable
conformations, us well as data on the various dissocn. products,
aud ab initio calens, of the energy at other conformations. The
form of the resulting surfuces ure portrayed it various ways and

discussed bricfly. e
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1 B664. Ananutnueckmue GYHKUMH A8 moTeHuManbHLIX
MOBEPXHOCTEH OCHOBHBIX COCTOSIHMII Ca(X!Zgt) wu HCN--
(X'Z+). Carter S, MillsI—M—Murrell J N.

Analytical functions for the ground state potential sur-

faces of C3(X!12,+) and HCN (X!2+). «J. Mol. Spectrosc.»,
1980, 81, Ne 1, 110—121 (aura.)

Ioayueno amanutnu. npeacransaenne nosepxHocTeit mo-
TCHUHAJILHOH SHEPIHH AN OCHOBHLIX 3JEKTPOHHHIX COCTOS-
HHIT JIHHEHBIX TPeXaTOMHBIX Monekysn C3(X!Zg+),  HCN-
(X'Z+). ITapametps HCmOAB30BAHHOIL byHKUHOHANBHOIT
GopMbl moxGHpalOTCT B Kaom clyyae TaK, 4TO TOYHO
BOCNpOH3BOAATCA SHEPrHs, TEOMCTPHS H CHJOBHE MO-
CTOsIHHbIe CTAaGHABHBLIX KoHDOpMaumii, a Takke SHEPrHH
AHCCOLHAUMH 110 BCEM BO3MOXHHLIM KaHanaM. Bdcnpowspo-
AATCA TaKXKe NaHHble HeSMIHDHY. PacyeTOB AJIS CICHHAJD-
HLIX KOHQHrypaumit, HanpuMep ANst MEPeXOAHHX COCTOS-
nuit. Ipusenenst pasmiunbie rpaduy. npeacTaBAcHHS mO-
IYYCHHBIX MOBEPXHOCTeit MOTCHUHALHOIN SHEprHH. -
A. H. Maeproiia
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(5’ ‘-c 93: 1946868 Laboratory spectroscopy oI silicon dicarbide,
/ triatomic carbon and related species. Gilra, D. P. (Dep.
Space Res., Uaiv. Groningen, Groningen, Neth.). Spectres Mol
2 Simples Lab. Astrophys., Commun. clloz. Int. Aseroﬂlys., 21
¢ Co 1971 (Pub. 1980),” 369 (Eng). Univ. Lisge, inst. Astrophn:
~ Cointe-Sclessin, Belg. In a spectral study (~2500-6500 A and
~600-3300 cm-1) of Cs in a Ring furnace after the addn. of Si,
the blue continuum reported by Kleman was obed. and i
wavelength dependence detd. As the temp. was increased the
cor:iinuumull):ctxge :tfl:ggger asn% f}nally _condensatign of small
- ~/solid crys identified as SiC- from X=ray powder spectrs)
7 ﬂ'.’x—’/.'.’,{'/4 required aborting the expt. From IR spectra, however?etcl?m
crystals were ruled out as the source of this blue continuun.
SiCs vibration-rotation was seen at ~1740 cm-1. Strong
; unidentifi eatures were seen' at cm-l, ectronic

7 identified fi 1100-1200 E!
N bands of SICy were weakly obed. It is suggested that IR spectna
@ of Si-C species_in a King furnace -can lead ‘to a detn. of

vibrational-rotational cnn“n particulat of SiCa.

AT T w2
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j 6 B88. Mudopmauus 0 CTPYKType MOJEKYJa M3 SKcme-
PHMEHTOB O KYJOHOBCKOMY B3DbIBY ‘nonos C3— u Cgt.

’7( Molecular structure “information from the coulomb exp-
j losion of Cs— and Cg* ions. Goldring G., Thie-
berger P, Wegner H. E. «Mol. Ions, Mol. Struct.

and Interaction Matter. Proc. 38 Bat—Sheva  Semin,
Haifa». Bristol; New York, 1980, 53—55 (anuri.)
MeTOZOM KyJOHOBCKOTO B3pblIBa HCC/ICAOBAlA CTPYKTYpa
; nouoB Ca— n Cat+. HMonbl yckopsii A0 3HCPrHil 4,67 M3B,
wa/l/ . I0CJE—Gero0 TX—3JCKTpOlILC 060/0uKIl OGANpanich B
4 yraepozaHoit doavre (1 mr/em—2). MHouwl, oCGpasyioutiecs
W /C/ nocje paszera siiep MHOTOKPATHO HOHH3HPOBAHHLIX 06-
’ JHMPKOil HCXONHBIX HONOB, PErHCTPHPOBAJH C MOMOLIbIO
7!7 @cumlunmu. 3Kpana, YCTaHOBJICHHOro Ha BXOAE TCJCBH3H-
onHoit Kamepbl. TeneBusnonnoe n3oGpaxenue ¢ororpadi-
, » POBANH Il AHAJH3HPOBAJI BPYWiyiO, MOCIE 4ro MpOH3BO-
_QX_D/) /.9 muoch mpeoGpasoBanne B 1ippoByio (opmy OTOGpaHHBIX
1)( ! / 7 s / u3oGpaenuii, HX nepejaua B 9BM u nocaeaymouui aua-
JH3 C BOCCTAHOBJICHIEM TCOMETPHH DACMNOJIOKeHHsT aToOMOB
/|/ 6 B HMCXOAHOM HOHE. YCTaHOBJIEHO, YTO MEXDbAACPHHE pac-

crosunsi B HoHe Ca*+ Gosblue, yueM B none Cs~.
__ E. Huxonaes
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(’ ~ 12 J1146. OpO6uTaJbHbIl YrA0BOil -MOMECHT B TpEXaToM=~
3 pix monekynax. IV. Cocrosinue A1, moaexkyan Cs.
rbital angular momentum in triatomic molecules. 1V.

he A'Il, state of Cs. Jungen Ch, Merer A J.

ol. Phys.», 1980, 40, Ne 1, 95—114 (aura.) :

C y4eTOM HeAHATOMAMbHBLIX MATPHUNDBIX S]EMEHTOB 3.CK-

onioro OpGHTaJBHOrO YrJIOBOTO MOMCHTA L u KBapTHi-.

HOrO uJicHa AHrapMOHHYHOCTH B TOTEHIL. SHCPrHH H3ru6-

vq Horo KoseGammsi BLIMOJHEH pacucT SHEprilH MEpBHX TPex
o BHODOHHLIX YPOBHEIT 3/ICKTPOHHOrO cocrosinusg A'Ily Mose-

kynu Cs. OTMeueHo, 4TO AJA TMONYHEHHS YIOBJIETBOPH-

TeNBHOrO COMACHS C SKCIEPHMEHTOM  CJeAyeT —Yuectb
3aBHCHMOCTb cpenmero suayenns (Lz) ~OT  BCHUHHLL
pagentioro yria C—C—C H 3aBHCHMOCTb JUIHIH cBA3H
C—C or peanunns yraa C—C—C. BhuHc/eHH TaKKe
3HaueHHs BpallaTeNbHON mocTosuHoit By and pasnHYHHX
BHGPOHHBIX COCTOAIHKIT H HAKTOPH dpanka — Konjona s
nonoc cricrems AU, —X!Sg+ u conmocrasjeibl C IKCMC-
pum. naununi, Y. ITL cm. oed. 12I1145. M. P. AnueB

9?54/:7(}7// /V/;jg
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[' J 24 B59.  Op6uTanbHbIil Yra0Bok MOMENT TPEXaTOMHBIX

monekya. 1V, A'l,-coctrosnme, C;. Jungen Ch, Me-

rer A. J. Orbital angular morrentum in triatomic mole-

J}cules. IV. The A'Il, state of C;. «Mol. Phys.», 1980, 40,
Ne 1, 95—114 (aura.) 5

Ha npumepe onucanns A'Tly,-cocrosiius JuHefiHON Mo-

Jekyant ‘C3 NpoaeMOHCTPHPOBAHA BO3MOKHOCTb CTPOTOrC

paccMoTpeHHsT 3 (eKToB, CBI3AHHBIX C YIVIOBEIM MOMCHTOM

V(/ TPEXaTOMHBIX - MOJICKYJ, XapaKTePH3YIOWHXCH  GOJbIION

147 amnautyaoit aed. koneGaumit. B pamkax passutoit o6uieii

TEODHH OMHCAHHE YpPOBHeHl NPOBEJCHO' C TOYHOCTHIO B

~20 pa3 npesblualouleil TOYHOCTb ONHCAHHS, LOCTHFHYTYIO

paHee NpH HCMOJb30BaHHH CTaHI. MOAENH MAJbIX KoJeGa-

nuit, OTMeyeHo, uTO 3HAYHT.  yJyulueHHE  Pe3yJbTaToB

IIOCTHTHYTO NpH yuere 3aBHcHMOCTH {L,) OT BaJieHTHO-

ro yraa. Jas nepexona A'Il,—X!Z,+ paccuntans Taxxe

¢axropet ®panka — Koupona. Iposeaeno cpasnenne 3Hep-

/ffﬂﬂ/M reTHY. YPOBHeHl JIHHEHHON W HeauHelioft MOJeKyJW B

/; ; OpPGHTAJIbHO BHPOKICHHOM  3/ICKTPOHHOM cocTosnuH. Co-
~ ~Bw. IIL_ cm. npea. pedepar. B. W XX rapzkuit

,
7



/950

0%: 44209k ‘I'ristomic carbon radical production, vibrational
reluxation and ¢hemical kinetics following IR photolysis of
allerie. Lesiccki, M, L. Hicks, K. W.; Orensteln, A.; Guillory,
W. A, (Dep. Chem., Univ. Utah, Salt Lake City, UT 84112
USA). Chem. Phys, Lett, 1980, 71(1), 72-6 (Eng). IR multiple

M &5 _photon_photolysis of allene (CaHy) is used to produce Cg(!Zs*)
which is probed by dye laser induced fluorescence. A kinetic
anal. is presented which considers vibrational relaxation and

iﬁ {; ’%, reaction with NO and Oz as added oxidants.

&
CAd /1990 93 ~v 4



/940

G

16 B191. TeopeTHyecKoe  McCAenoBaHHe  CTPYKTYpH
cnextpa nornomennst C3. Perié M, Radié-Peric J
Theoretical investigatiof of .the ‘structure of the
absorption spectrum. ““«Euac:*Xem. apywr. Beorpan»,
1980, 45, Ne 1—2, 145 (a#rm) "* .

5 -, TIposeseHo Teop. HccacioBamHe KonebaTesbHOl CTPYK-
A Typhl 3JEKTPOHHOTO CNeKTpa norJoulenus papukana Cs
¢ 13+ =
- (nepexox IT,—X'Zg+) na Gase noHHOMHAJIBHOTO INpel-

CTaBJEHHS NMOTEHUHANa [Js MepBoro BO30YKAEHHOTO 3JeK-

A, 17 tponnoro cocrosiiis I, MO.IeKyJbl, MONYYCHHOrO METO-
17 . nowm -ab initio CCIT u KB. PesyabTaTel pacuera Xopouio
COrs1acyioTcst € 3KCMepHMEHTOM. B. M. Kos6a

Crcirr)

L 7950 /6
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8 B183. CnekTpajabHas Henpo3paiHocTb TPeXaToOMHOTO

yraepoaa, HamepenHas B rpadu1CBoil TpyGuaToii neud B

oGnacTh paun Boan 280—600 HMm. Snow Walter L,
Wells William L. The spectral opacity of triatomic
&/W carbon measured in a graphite tube furnace over the
980 to 600 nm wavelength range. ~J. Chem. Phys.», 1980,

W 73, Ne 6, 2547—2551 (aura.)

70&4% B oGractH 280—600 HM H3MCPCH CICKTP TNOrJIOLLCHHS
. MOJEKYJH Cwmmwmmmﬁﬂﬁm/
CCRNS[TOACM T-P, T-Pa IEHTPabHOil 30HL 2720—3060 K).\

[pHpeaeHa 3JCKTPOIIO-ONTHI, GMOK-CXeMa ycTanoBKH. Pe-

3yAbTAaTBl N3MCPCHHii MPCACTABACHLI rpaduuecKH B Biae

anavennit — InT (T — nponyckaHie) npi T-pax 2720, 2915,
2980. 3015 1360 K ¢ untennazom 10 wm. B. M. KosGa |

PR /sL e
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! ) 3 [1726.  CnekrpaabHOC NOrJOlLEHNAE TpexaToMHOro yre
_Ziepopa, Mamepensoe ¢ nomolblo rpaduToBoi Tpy6uaToit
Deun B AManasoHe JJHH BOJH 280—600 nm. The spectral
" .opacity of triatomic carbon measured in'a graphite tube
furnace over the 280 o 600 nm wavelength range.
P Snow Walter L., Wells William L. «J. Chem.
Cragrcse, Phys.», 1980, 73, Ne 6, 9547—2551 (aHra.)
/Zﬂ B cnexTpaibHoit 06racTi 9280—600 HM H3MepeHo IorJjo-
7[,5(2{0}/ lleHHe Tapos yraepoaa mpH T-pax 9790—3060° K. H3mepe-
* (@Hs NPOBCIEHE B 3ACKTPHI. rpaduTOBOIl MM, TPOAYBa
evoit moTokoy Ar. Ha ocHope TOJYUeHHBIX @HHBIX onpe-
AeJeHO CNeKTpasbHoC pacnpejeseriie ONT.d. TIJIOTHOCTH
napoB Yraepoad, 06yC/10B1CHHOII- MOTJIOLIEHHEM JHHEAHBIX
TPeXaTOMHBIX MOJEKY/ Cs. [pu BbIUHCACHHAX ocoboe BHI-
MaHHe oGpamcﬁU“mr"KtiWemnuﬁ yuer mOTepb CBETa B
Gnuxneit Yd-obnacti cnekrpa 3a cuyer paccesiHHsi Ha
MHKpOUACTHIaX € PATHYCOM oxono 200 A. Bubxn. 15. ‘

9"/&?/”_3 : L C. Jlutke
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* 93:176472q The spectral opacity of triatomic carbon

. measured in a graphite tube furnace over the 280 to 600 nm
&/féﬁ/f:/ 24 wavelength range. Snow, Walter L. Wells, William L,
' (Langley Res. Cent., NASA, Hampton, VA 23665 USA). .

Chem. Phys. 1980, 73(6), 2547-51 (Eng). The opacity of linear

Ca was measured in a graphite tube furnace from 280 to 600 nm.

ata are presented for a max. centerline temp, range of
2720-3060 K. _ e .

o 8. A958, I5 /8
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3’ ! 9L 1295508 Woleoing consiants of

5.0 and Cy molecules.

Prabhavathy, V.; Nivedita Devi, RR; Ramasamy, R.: Venkateswnrlu,

Vi K. (Dep. Phys., PSGR Krishnammal Cull,, Coimhatore, 641 004

b/t U Indiv). "Curr. Sei. 1981, 50(4), 170 2 (Fnet For S:0 and Cu.
X the foree conats., centritugal distortion conpet s

vibeutional nmplitudes wore caled. by using che available raptl

vibration frequencies.  "The free eneryy, enthalpy, entropy, and

heal cupucity of S,0) and Cy at 300 1000 K were caled. by using
the reanle, S ) . )

Al it -

v and mean sauage
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“"(d H{ )33 b1664. Tloraowenne M3AYYCHHA C AJHHAMH  BOJH

135—220 uM yraepoiomM H YIJeBOLOPOAHBIMH pajaHKaja-
.') {3 \ MH B yJapHo Harperbix auerusaene u merane. Shinn J. L.
h = 6 . Optical absorption of carbon and hydrocarbon species
from shock heated acetylene and methane in the 135—
220 NM wavelength range. <AIAA Pap.»,. 1981, Ne 1189,
6 pp., ill. (anra.)
Hccnenosano morsiouienie HaJyueniss B AHANa3OHE AJAHH
BoaH 135—220 HM yricpoioM H pamHKanamu, o6pasyio-
wumica npu pacnage CoH, n CHy 3a ynapuoit Bosuoil.
H3mepeHHsi NPOBOAMJIHCH 32 MPOXOAAULCT YAAPHOIT BOJHOI
npu T-pax 3000—4400 K. [Ipobenen pacuer pasHoBechoro
cocraBa npoayktos pacnaga CoH, u CHy. Ilpu 3750+

+100 K ocnocroe norsouwenue npoucxomut Ha Cs. Ilpu
YMCHBIICHHH JTHHBL BOJHLL OT MAKCHMYMa TOIVIOLIEHISt
(npu 158 HM) noraouleHie yMeHblIaeTcsl. -1gCae0BaHHbIe
JIMHHH TOIVIOIEHHST COOTBCTCTBYIOT —mepexoay X'y +—
—13 . C. B. Xomuk

X 1984, 19, N3. )
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11 J120. Uukanueckue crpykrypst Ci. Cyclic C,
structures. Whiteside Robert A, Krishnan
Raghavachari, Frisch Michael J, Pople
John A, Von R. Schleyer Paul. «Chem. Phys.
Lett.», 1981, 80, Ne 3, 547—551 (anra.)

Heammupuueckum Merogom CCIT MO JIKAO B 6aancax

) ) A ~ rayccoblx ¢-uuit OCT-3T®, -3-21T® u -6-31* TP (c yue-
?L['/laﬂlp- TOM noJsipudaunoliibix d-(-unit), a TakiKe ¢ yueTOM 3JEKT-
pOHOil KOppeJsiliil B YETBEPTOM NOpsiake Teopun Mén-

nepa—ITaeccera HCCJACAOBAHO 3JIEKTPOHIIOE  CTpOeHIe

cicrem  C3—C=C=C: " (I) ‘1 uUHKIHYECKHX — TpHKapGeHna

.(II), B. xoTOpOM Ha.KaxjowM aToMe C HAXOMUTCA Heno-

neqennas aackrponnaa napa (HS3IT), umnxaonponmuiize-

na (I11), B xotopo:x H3IT Toabko ua oamom atome C, 1

wkany, tpunaera (1V) — mukjonponenuminena, B KOTO-

poM Ha KaxjaoM - 13 (HOpPMaNbHO CBR3ANHLIX ABOINON

cBsi3blo atoMoB C HAXOMUTCS MO HCCMAPCHHOMY 3JCKTPO-

ny (cummerpus Il u IV —Dy, u 1HI—Cyy). Ilpusenenst

b /38), /8, NI/



/PaBHOBCCHASI TCOMETPIsl,  DICPreTHY.  XapPaKTCPHCTIKH,
rapMoHHY. uactoTbl. Bo Bcex. cayyasx nauwGoJee CTaGuMb- '
noit naitnena 1 ¢ xoudurypauneir  (0g)?(0u)?(0g)%(0w)*
(mu)?, 1Zg%F, -ocTanblile CTPYKTYPBI CYLIECTBCHHO MeHee
crabnanusl. CTpyktypa IV B TPHIJICTHOM COCTOSIHHMH 4B-
JSIeTCS JIOKAJbHLIM MUHIMYMOM Ha TOBCPXHOCTH TNOTEHLL,
aueprun; 111 sBasAeTcs CeANOBOI TOYKOI BLIPOKACHHOH H30-
mepusauui I; 3Hepris  aKTHBAUMII TAKOIl I30MCPH3ALIH
ouenena B 29 Kkaja/mMoab ( C yyeToM MNONpaBKH Ha pas-
IOCTh 3HCPruil HyJeBHIX KoJsebamuil). OTMeyeno CXOACTBO
nosepxuocteit noteuu. 3ueprin aas Cs u CaHo

. Bl = me B. JI. JlcGenes -

OLI0
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22 B78. lukaunueckue crpyktypst C;. Whiteside

Robert A, Krishnan Raghavachari, Frisch

2 Michael J, Pople John A, Schleyer Paul
wd von R. Cyclic C;3 structures. «Chem. Phys. Lett.», 1981,

80, Ne 3, 547—551 (anra.)
( &ﬂ m 4 [IpoBeens! HEIMIHPHY. pacueThl NMOBEPXHOCTH MOTEHLH-
/ g aNbHOI 3HEPrHH (Hllgj‘cuumemoro W TPHIJIETIOrd - co-
A ILCW/ crosnnit Ca; HcclleaoBaHbl cTauHOHapHble ToukH 3thx ITI13,
,’_vl/ IMpeps——"BEIUHCJCHHS  BBHIIOJHEHBl C  HCNOJb30BaHHEM
/ OCT—3Tr'®d 1 3—2IT® Gasicos C MOCACAYIOUICH OMTHMH-
samueit reomerpun nHa 6—31T®*  Gasuce. Koppensius
3JIGKTPOHOB YYHTBIBaJach J0 4-ro MOPSiAKA TCOPHH BO3MY-
wennit Measepa—Ilneccera. CusoBHE KOHCTAHTLI H TrapMo-
HHY, yacTOThl KosieGaHHil BHIYHCACHB anaAuTHu. auddepen-
unposanueM. HauGosee ycroiiuuBoit mna cuuraeruoii III13D
Haitnena JuHeiinast ctpyktypa Ci. CTpyKTypa UHKJIONPO+
MHHHJAHACHA OTBCYAET EePeXoAHOMY COCTOSIHHIO Bupomueu-(
HOIl H30MepH3aIH JHHEHHO CTPYKTYPHl (JHeprus axkTHBa-

X /QS/n/a'ei /yAsz ~29 Kkan/Moab). IIpeas. BHUNCACHHS ANS TPHMICT-,
4 )



HOro COCTOSIHHSL yKa3blBAlOT HAa TO, YTO JHHeiiHast W -
KJIH4. CTPYKTYPhl HMEIOT CPaBHHMbIC 3Heprui. OTMmeuena®
UYBCTBHTEILHOCTL CHJIOBLIX MOCTOSIHHBIX K BHIGOPY Gasuca.
Boiunesn, 3nauennst yacror CPaBHHBAIOTCST C 3KCIEpPHMeH-
TaJIbHBIMH. ] . o . H. A. Aungun
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USA). J. Chem. Pryvs. 1482, 77(9), 4300~
UV absorption specirum to 1200 A wes obtained i-
from the evapn. of graphite at 2700°, trapped i
Based on correlations with the 1T-X13

n Ar at 8 K.

¢+ transition of C3 in the

/... o } near UV, the results of 13C substitution, and other observational:

2 _X 3 evidence, it is proposed that a band system originating at 1890 A
- 7

be assigned to the 1Z,+-X1Zg+ transition of Cs. Vibrational anal.
yields »1' &1080, o' 2300, and v3' =780 em-! for the 13,+ state.
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9B170. Bakyymubiit' Y®-cnektp_C; H30IHPOBAHHOTO B
aprone npu- 8 K. Vacuum UV specfrum of C; trapped]

in argon at 8 K. Chang Kok Wai, Gra-
ham W. R. M. «J. Chem. Phys.», 1982, 77, Ne 9, 4300—
4303 (aHrm.) 4
HMaMepennt crnexkTpn nornomennss B Y®- u paxkyymioit
Y®-061acTH NPOAYKTOB HCIApPCHHS rpadura * (Ta-suciika,
T ~2700°), n3onupoBaHHEIX B aproHopoii Matpuue (T=
=8 K). HaGmonanuch ase cucrembl moJsoc (onHOBpeMmeH-
HO HCue3alollHe NPH OTXKHre MaTpuubl) B o6aactu 1700—
1900 A u 4102 A, oTHeceHHBIE, COOTB., K nepexonam
—X1Z+ u I, —X1Zg+ moaekyast  Ca. B cucreme
12, +—X!3gt BHAeNEHH TPH NPOTPeCCHH IIOJOC, OXHA HH-
TeHCHBHast H ABe Gosee cnaGule. IIpHBeeHB! MakCHMYMBI
noJjoc KoJebarenbloit CTPYKTYpH ajs '2C; m BC; M mx
orHecenue. HanGosnee MHTEHCHBHAsI NpOrpeccHst CBsi3aHa ¢
CHMM. BaJ. Kol v," ~1080 cm~!. M3 amaansa pacnpene-
JICHHST HHTEHCHBHOCTH TIOJIOC B 3TOHl IpOrpeccHH caetaH’
BHIBOJ, YTO MeXwbsijepHoe paccrosnne C—C Moaekyan B

——/ BO3GYX/eHHOM 3JCKTPOHHOM COCTOSIHHH BHILUE, HeM B 0OC-



HoBHOM. Bropas mnporpeccust ¢ muHTepBasoM ~600 cm-!.
HHTeprpeTHpoBaHa kak 2v,'. Tperbst mporpeccHs csssana
¢ xojeGaHHeM v/, HO OJHO3HAUHO He HHTEpNpeTHpPOBaHa.
B 3aBHCHMOCTH OT OTHECEHHs, 3HaueHHe vy JHGO
~780 cm~!, anGo 1320 cm~!. B cnektpe HaGmoaasncs,
TaKxke psA noJoc, He npuHamiexkamux C;: WIHPOKHE TO-
Jocet 1730 u 1693 A, cucreMa mnoJsioc B obaactH 1660 A.
OGcy:xnaercss nx npoHcxoxachne. Ha ocnose 3wavenmii
vi’ H v3’ BHYHCJEHH BaJCHTHasi cHIOBasi nocrosuHas Ki
H CHJIOBasl- IOCTOSIHHAsI B3anMopeiicTBHs cBsseil Kyo. B 3a-
BHCHMOCTH OT BHGOpa vy moJyueHs caef. Asa HaGopa
snavennit (X105 gHjem): K =4,85, K;3=341 (v5
~780 cm~!) n K;;=6,18, Ky2=2,07 (vi/ ~1320 cm~1).
B. M. Kos6a



“ Lo 5799 ] 1992

4 1553.  Bakyymumii  Y®-cnektp ° Cs B Ar-martpuue
npu 8 K. Vacuum UV spectrum of C; frapped in argon’
at 8 K. Chang Kok Wai, Graham W. R. M. «J.'
Chem. Phys.», 1982, 77, Ne 9, 4300—4303 (aura.)
B obnacty aamn  Boan 1900—1200 A mccqenosans
CHCKTPEl NOTJIOUICHHSA TIPOAYKTOB #cnapennst (T=2700 K)
rpaguta, n3oMupoBaHHLIX B Ar-Martpuue npu T=8 K. Ci-.
cTemMa moJoc, pacnoJioxkeHuas B oGaacti 1890—1700 A,
4 Llé/) ' npunicana nepexoly X'Zg+—1Zu+ monexyant 12C;. Ompe-
/

L ] JesieHbl KoJleGaTesbHble HaCTOTH vy, Vo' H V3’ A4Sl COCTOfA-
Hist 134+ Monekynst 12C; B Ar-matpuue (~1080, 300 u

780 cM~! cootBercTBenHo). Bu6a. 31. . A.B. H.
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. 97:79239u Triatomic carbon (Cs) and NCO(+,0,-) molecu=
lar-ion structure studies by Coulomb explosion. Goldring,
G.. Eisen, Y.; Thieberger, P.; Wegner, H. E.; Filevich, A.
(Weizmann Inst. Sci., Rehovot, Israel). Phys. Rev. A 1982,
26(1), 186-98 (En&). Coulomb-exploded fragments of Cat+0-,
C+, Cs, Ce-, and NCO+o-, following stripping of high-energy
mol. jons in a thin C foil, were recorded, 1st in plastic sheet
detectors, and in later expts. with a new image-intensifying and
digitizing system. All of the ions studied in detail. Cs and
NCO+0-, appear to be formed in states of high bending
excitation perhaps close to the dissocn. limit. The intranuclear
sepns. for the Cs species were found to be similar to that of
normal neutral Cs, 2.5(1) A; and_for the NCO species, rather
small, 2.0(1) A.

L, G5, @l Mo ™"
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TOSTHUSI 5'('}3,,"‘ Cs. Gu Y, Lesiecki Michael L,

\; \)'6 B1560. JluHamMHKa KoJjeGaTeabHOii perakcauuH co-

(utmy

X-/983, /9,
)

BialkowsrrsStephen E, Guillory WilliamA.
Vibrational relaxation dynamics of the XZg+ state of
Cs. «<Chem. Phys. Lett.», 1982, 92, Ne 4, 443—448 (anra.)

MecTO/OM pa3peuicHHOll BO BpeMelH ONTHY, CNEKTPOCKO-
mun payopecuenuin Cy (Co'Zg+ nonyuamu nyrem MK-muo-
rooTOHHOIT AHCCOUHAUHH aJIeHa CBETOM 9,55 MKM B Ko-
neGaTenbHOIT MOAE ®9), BO30YXKAaeMOIl CBETOM MEpecTpan-
BaeMoro J1a3epa Ha KpacuTeJe B NoJsoce nepexona DO
—A'Ml,, u3yyeHa IHHAMIKA K0J1e6aTeNbHOI  peslaKCalunn
C3X'Sg+ B npucytetsun Ar, He, Nz, Oy CoH, (oGumee
nasa. ~20 Topp). Ycramnosneno, uto C; nmeeT koneGa-
Teabuyio T-py 850100 K uepes =2 mke u 280+50 K
yepea 500 Mmkc nocne HK-¢oromisa anncua.  Ilepenoc
SHEPrA MEIKAY BAJICHTHBIMM H AcOPMALHOHHEIMU KoJe-
GaHHsIMH NPOICXOAHT 3HAUHTEJbHO MeAJeHHee, ueM ycTa-
HOBJICHHC paBHOBECHs B Mpefeiax Kaxaoro u3 mux. Kon-
cranthl ckopocTH rubenn KoaebaTeabnblX coctosinmit  Cy-
(1Zg+, 110) B NpPHCYTCTBHH Ar, He, Np, O, C,H,, C;H,




pasusl  (1,57+0,06)-10% (1,45+0,16)-10% (1,78+0,07) -
-104,  (1,84+0,43)-10%  (4,64%0,10)-10% (2,0+0,7) -

-108 c—1-Topp—! ‘coots. Koncranra CKOPOCTH  p-IIHH
C3(XZg+, 000)+C.H, paBra (2,2%0,2)-10- cm3/(mose-
KyJaa-c). b ) 10. U. Hopodeen

- asr



0 - 55 1982

371684.  Iunamuka KoneGaTe_Jx_l,ﬂo_ﬁ_Rgilgﬁaunh_cocrog-
nns X'Sg+ papukana Cs. Vibrational relaxation dynamics
of the X!Z ¥ sfafe of Cs. Gu Y., Lesiecki Micha-
el L, Bialkowski Stephen E.,, Guillory Wil-
liam A, «Chem. Phys. Lett.», 1982, 92, No 4, 443—448
(aHra.)

HMceaenosanbl_npouecesl KoseGaTesbloii pelaKkcalii pa-

,eﬁ/l,&[ﬂ/ﬂw/(‘,%, aukanos Cs (X'Sgt vy, vz, vs). Paankanan C,; momyuanucs

MHOrooToHHOI AnccouHauuei aaena B nose COp-nasepa.

IVZJ&/CBMW C HeJblo no.nylxemm 3.710MellTaprIX KOHCTAHT CKOPOCTH
y /?\_/- pcnaxcalum H3Mepﬂ.ﬂHCb BpeMCHHbIe 3aBHCHMOCTH TMOIJIO-
room- X Z/

7 luenns uaayuenus npo6GHOro Jasepa B BHOPOHHBIX TOJIOCaX
y cucreMbl Cs (MIu~'Z4%). Paspeuwcnne mno BPEMEHH CO-

crapasao 10—20 nuc..ITocTpoena xuueTHu. MOJles1b, BKJIIO-
yaiomas 4 KoJeGaTeNbHBIX YPOBHS, CBSI3b MEXLy KOTOpHI-
MH 3aBHCHT OT pOAa Tyuwauero rasa. OnpegeneHs! Komu-
. 55 /g CTaHTel cKopocTH penakcaunn C; (!1Zg+ 100 u 110) B Ar
C}?. / 9 } L=/ He, Ny, O; u CoHy, a TakiKe KOHCTaHTa CKOPOCTH peakunn

A/\B Cs (1Zg+, 000) ¢ CoH,. , _ E. TI. Cmupuop
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3 3 b1187. BakyymHas Y®-CneKTPOCKONHSI Majabx MO-
“Jekya yraepopa H Kpemuust npu 10 K. Vacuum UV spect-
roscopy of small carbon and silicon molecules AT 10 K.
Bhepherd Richard A, Chang Kok Wai, Gra-
ham W. R. M. «Bull. Soc. chim. belg.», 1983, 92,
Ne 6—7: 16th Int. Symp. Free Radicals, Lauzelle-Ottig-
nies, Sept. 12—16, 1983, 671 (aur.x.)
CooGuiaercst 06 HCCACAOBAHHHI BaKyyMHEIX Y®-crnekTpoB
TIOTJIOIIEHHST MaJsbIX. MOJICKYJl YrJjepoja M KpPeMHHs, H30--
. aupoBankbix B Ar-matpuue (T=10 K). B cnekrpe mpo-
”. /) l) ILYKTOB HcrnapeHHst rpadura HaGaioganach cucreMa (og%-
v ) L) 0u2nu3ng!) 12y +— (0420, 2y ) X' 2+ Monexkyas_Ci B 06-
nacti 1890 A (vy'~1080, vo'~300, vy’~7807cM —1). AHa-
JIOrHYHasi cHcTeMa noJjoc nepexoxa 'E—X'S, kak mpexmno-

JlaraeTcs, JMOOJI?KHa HaﬁJHO}IaTbCﬁ H B CHCKTpPC MOJICKYJIBI
SiC,. » . , B. M. Kosb6a

X.198Y, 19,73 ®
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3 6 1474. Hccaenosanue CneKTPoB YriepoaCOAepIKaluX
coeputennii 3a ¢pontom yaapuoit Boaubl. Omnpepenenue
cnabl ocijuanaropa A'IT—X!Z nepexopa mogekyawnt C,.
Mounaxuu A, II, Kyauenosa JI. A, «Ontuka—TT
criekTpockonusi», 1983, 54, Ne 1, 79—84
\ 3a ¢ponrtoM yaapuoit Boaunl (¥YB), pacnpocrpausio-
weiicst B cmecH (CaFe+Ar) wmn (CHy+Ar), ucenenosanst
‘CIICKTPBl TNOIVIOUICHHST YIJCPOACOAEPKAIIHX  COCAHHEHHiL.
Kak 3a mapatomeif, Tak n 3a otpaxexuoit YB wna6aioaa-

mga ﬁ[;’l;u‘:[_ Juch moJsockl cHctemu CBaua MOJICKY/JIBI Cg H TMNCEeBIO-

rontnuyym A'Il—X'Z-nepexoga Moaexkyam C;, KoTopnie

!’f’”‘vﬂ/fﬁ ‘HAaK/MaAbIBaJHCh Ha HCMPEpPLIBHOE IOIJIOUICHHE, YBCJIHYH-

Baiouleecsi B KOPOTKOBOJH. o6iactd. ITokasamo, uro He-

—c _ NpepLBHOC TOLJIONICHHE OGYCJIOBJCHO KOHACHCHPOBAHHBIM

/4 W\X/Z/Miﬂ%mepoqon, o6pa3ylouumMcsi B NPHCTCHOYHOM cJoe. YcTa-
HOBJICHO TAKIKE, UTO KOHCHCHPOBAHHHIL YIVICPOA MOMKET

CywecTBOBaTb H B SIAPC NMOTOKA 33 OTpPa)KeHHoil YB

BCJCACTBHE OTCYTCTBHSL B CHCTEME XHMHY. paBHOBecHsi. Ha

‘9(') /QA"B’ /X OCHOBAHHH KOJIHY. H3MEPCHHIt HHTEHCHBHOCTH NCEBJOKOH-

, ¢

L %0/ tumyyma  onpesenena  cHAa OCHHJNATOPA  mepexona
/V6 ATI—X'S monekyast Cs f.=0,044%+0,020. ° _ _Pesiome



L./ 1983, 9% /6.
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-98: 134579¢ Spectra of carbon-containing compounds behind
a-shock wave front,. Determination of oscillator strongths of.
tho AUL-XIY transition of the carbon Cs molecule, Monyakin, A..
P Kuznetsova, L. A, (USSR). Opt. Spektrosk. 1983, b64(1), 79-84
(Russ). . The oscillator strength of the Alx-X132 trausition of the C,
mol. was detd. as fe:= 0,044 +.0.020 by the anal, of the electronic
absorption” spectra. which were studied over the wavelength range
300-500 nm behind a shock-wave front Propagating in mixts. of
hexafluoropropylene and methane with Ar. The spectra consisted of
a Swan ban system . of ‘the C; mol, a bseudocontinuum of the
Alx=X1Y transition of the Cs mol., CN and CH band systems, and a
continuum absotption increasing towards the short-wave region. The
latter was ascribed to a condensed C formed in a boundar layer at:
the shock tube walls, Alternatively, the C can be formc(f in a gas
flow core behind the reflected shock wave due to a Jack of the chem.’

equil. in the system,
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1 51072. TlepeceueHust NOTEHUHAJLHBLIX MNOBEPXHOCTEH
IJasi TpexatomHubix MoJsekyda. Potential cnergy surface in-
tersections for triatomic molecules. Carter S,
Mills I. M, Dixon R. N. «J. Mol. Spectrosc.», 1984,
106, Ne 2, 411—422 (aurs.)

Paccmorperst pasaHuHbLIe THIBI TCpeceyenHit noTeH-
UHAJMLHLIX NOBEPXHOCTE(l, MOABJAAIOWHXCS NPH Mepexofe K
JIHHEHBIM  KOHGHIYpaUHAM TPEXaTOMHBIX MOJEKYJI: 06-
cyxnen spdekr Pennepa — Teanepa s cocrostnuit cuu-
merpun II, A, @ u ap., a Takxke mepeceyenHsi NoBepxHO-
creit THna 2 u II, 3 n A, II u A. Tlpeacrasnen oGuuit
METOA  MOZAEJIHPOBAHHS  MNEPECCKAIOUHXCS IOBepPXHOCTEl
N0 aHAJOTHH C paHee Pa3BHTBLIM METOAOM MJS Cayuas He-
nepeceKaioutixcst nosepxuocteii. Ha mnpumepe psiza co-
croanuit C3 m NHp oTmeuenn ocnoBHble sTambl nphwetie-
HHST 3TOrO MeToa. ) H. ®. Crenanos.
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1]196. Teopernueckoe H3yueHHE BEPTHKAJLHOIO CPOA-
CTBA K 3JeKTPOHY W mnoTeHuuanos uouusauun pas Cs;. The-
oretical study of the vertical clectron affinity and ioniza-
tion potentials of Cs. Sunil K. K, Orendt Anita,
Jordan Kenneth D, Defreces Doug. «Chem.
Phys.», 1984, 89, Ne 2, 245—256 (anra.)

Beprukaabubie moTeHunanbl HOHH3AUHH M CPOJACTBO K
anektpony ags C; paccuntanbl ¢ moMomplo Merogos CCIT
MO JIKAO, MK CCIT n xoudurypai. B3anmomclicTius.
Hcnoab3oBanpl pasanuupie GasucHole haGopbl 13 Crpynnu-
POBaHHEIX TayCccoBLIX (-UHil ¢ BKJIIOUCHHCM PA3HOrO umeaa
AnpoysHbIX 1 noaspusauHonnnix ¢-unit. IIpn neGoabux
Gasucuplx 11a00pax pesyabTaThl  MeTOAA  KOHGHrypal,
B32IMOCICTBHA  CPABHCHBl C  Pe3yJbTATAMH NpHMEHCHHS
TCOpHH Bo3Myuennii Meanepa—Ilacccera. [Moka3zano, uro
npi yuere 3(exTop KOppeasumi coctoamua 2N, y 2%
noJ0:KHT. HoHa Cs* JeXKaT MiXKe MO IHEPLHH, YeM cocTox..

N/




une 2I1,. EauncTsenubiM cTaGHJbHBIM NpH JaHHOit rco-
MCTpHY. KOH(Hrypauun cocTosiiueM ammona Cs;— sBasercs
ocxosHoe coctosnne 2IlIg. ITosnyuenras ans atoro ageck-
TPOHHOro cocTosiHHsL oucnKa sneprun (2,0 aB) npekpacio
corjacyercst ¢ 3KcmepHM. oueHkoit (2,05 3B), muaitaennoit
Ha OCHOBAHHH 3KCHCPHMEHTOB IO  (OTONPHCOCAHHCHHIO
3JeKTpoHa K MoJekyae Cs. TrAEL AL K.
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1B51033.  Teoperhueckoe | M3yueHMe  BEPTHKAABHBIX
CPOACTBA K_9/EKTPOHY M. MOTEHUHAIOB HOHH3aLHUH MoJe-,
Kyanl C,. Theoretical study of the vertical electrofi affi-

‘nity “and"ionization potentials of C. Sunil K. K,

Faciem #es 7,

Woriemp-,

4
S

X85 N

e

Orendt Anita, Jordan Kenneth D, Defrees
Doug. «Chem. Phys.», 1984, 89, Ne 2, 245—256 (anra.)
" Paccunrann cpoxcrno x SJICKTPOHY (OCHOBHOE COCTOS-
nue Il oTpuu, wona) M nmoreHmnann HOHNH3aLKH (cocTos-
HHsL 250+, 28+ i 2[1, nomoxur, HOHA) - MOJICKy L Cy npH
¢duKcHpoBanHoit rCOMETpHY. Koudurypauuu aAep, pasHoO-
BCCHOIf JJISl OCHOBHOIO COCTOSIHHS C: B npubamkenun
CCII. Hccaenosana 3apucumocTy PC3y/IbTaTOB OT BHIGOpa
opGuTanbHOro Gasnca H Meroga pacdcra BOJIHOBOIT ynk-,
und. Hcnoabsosan Gasuc CCPYNNHPOBAHHLIX  FaycCOBBIX
¢ynkunit 6—3IT, a TakxKe Oasucel 6—31TX, 6—31IX*
n 6—=3II'X+ (X osuavaer BKmoucHue p Gasuc pmonosny-

24
acuce



TeAbHHX AHQQYSHHIX S M p OYHKUHA, % — OXHOKOMIO-
HEHTHBIX TNoJaspH3au. d-GyHKumuii, -+ — JABYXKOMIOHEHTHBIX.
.d-pynkuuii). Pacuer nposesen Mmerozom CCII, metozom
KOH(Hrypal. B3aHMOJCHCTBHSI C Y4eTOM OAHO- H JABYKpar-
HO BO3CYXKIEHHBIX KOH(QHIypaLHit MO OTHOWICHHIO K XapT-
' pH-(OKOBCKOMY JIeTePMHHAHTY, MHOTOKOH(HIypam. MeTo-
~aom CCIT u MmeromoM KoHQHIypall. B3aHMOAEHCTBHs C He-
| CKO/IbKHMH HCXOAHBIMH KoHdurypauusmu (KB HHK). Or-
{MEYeHO, YTO NpPH HCNONb3OBaHHH TcopeMnl Kynmenca u
npu pacuere Meromom CCII ocHoBHBIM cocTosinmem Cyt
.oxkasbiBaerca. 2Ily, Toraa Kak NpH-ydYeTe Koppeasuuu Go-
Jice HH3KYIO SHEPrHIO HMEIOT cocTosinus 2Xu* u 2Zg+. Ilo-
JiyyeHa BeJHYHHA CPOACTBA K ajeKkTpony 1,74 3B. He o6-
HapyKeHo BO30YXKACHHBIX CBSI3aHHBIX cocTOsiHHit Cy— mnpn
reoMeTpHH, paBnoBechoit aas Ci. Paccuntanbl Takxe smep-
run psina Bo3Gyxxkaennblx cocroauuit C;. Clenau BHIBOZ,
YTO NOYTH BHIPOXKACHHOCTb 3aHATHX opGurtaieit 30y, 40g
H |7y W HH3Kas 3HeprHsi BHPTyaJbHONl opGuTann lmg mpu-
BOAAT K TOMY, YTO Koppeasu. 3¢¢eKTsl Gojee BaxKHL B
npoueccax HOHH3aLHH , 1 BO30GYXACHHS, NPHBOASUIHX K
00pa3oBaHHIO AbIpKH HAa 0-0pOHTaiH, yeM npH o6pa3oBa-
HHH JBIDKH Ha m-opOuTamu: st yyeTa KOppeJsiLHH HC-
T0JIb30BaHa TaK¥Ke TeopHs Bo3MyuleHHit Ménaepa — I[laec-,
oy CCTA; IPH yHETE OAHO-, ABYX- H YeThipeXKPaTHBLIX 13036y>K7
AcHHt B 4YeTBEPTOM NOPSIAKE TEOPHH BO3MYLICHHIT NOJY-|
yeHbl pe3yJbTamThl, OJH3KHE K- pe3ysnbraTam Meroaa KB
HHUK. : . - A. A. Cagdonos,




2 o 1963 | 1989

| 101: 177865r Theoretical study of the vertical electron affinity
and ionization potentials of carbon (Cs). Sunil, K. K.; Orendt,
Anita; Jordan, Kenneth D.; Defrees, Doug (Dep. Chem., Univ.
Pittsburgh, Pittsburgh, PA 15260 USA). Chem. Phys. 1984, 89(2),
245-56 (Eng). The electron affinity and first 3 ionization potentials
of Cy are caled. using the MC-SCF and CI methods and by
Moeller-Plesset perturbation theory. Whereas Koopmans' theorem
and SCF calcns. indicate that the first cation state is 2Il., upon

& inclusion of correlation effects both the 2¥, and 2¥, cation states are
found to lie lower in energy. CI calens. indicate that the ground

e state (2I1;) anion is stable by 1.74 eV. Allowing for the error in the.
caled. electron-affinity of the carbon atom, Cs- is estd. to be stable by

20 eV, in excellent agreement with the 2.05 eV value detd. from
recent photodetachment measurements. No excited anion states arq
bound at the equil. geometry of the neutral mol. .

e A 198Y, [0/ mAo
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Y23 51042. TloBepXHOCTH 9HEPrHH HH3KOJEXKAIHX C€O-
CTOSIHHI Energy surfaces of low-lying states of Cs.
Jones K. O. «J. Chem. Phys.», 1985, 82, Ne 11, 5078—
5083 (ahra.). Mecro xpanennss FTTHTB CCCP
Meronom (yHKIHOHAJA JIOKAJLHON CMHHOBOM MJOTHOCTH
paccuntansl ceueHusi I1B MOTEHUHAJbHON 3SHEPrHH OCHOB-
HOTO M psiaa BO3GYXAGHHBIX  COCTOSIHHI MoJeKyan Ca
Pe3yibTaThl B LEJOM XOPOUIO COT/ACylOTCSl C JAHHHIMH
pacyetoB Meromamu CCIT u KoHHIypall. B3aHMOZENCTBHA.
/ ué { /7) B 4aCTHOCTH, BOCMPOHM3BOAHTCS HH3Kas yacToTa Aed. KoJa.
B OCHOBHOM COCTOSTHHH MOJIEKYJIbI, TMOPSANOK  CJeAOBaHAS
'B036YKICHHHIX 3JEKTPOHHBIX COCTOSIHHIi, 3ABHCHMOCTH Op-
GHTaJbHBIX 3HEPTHIl OT BAJIEHTHOTO YrJa MOJEKYJH (nHa-
rpaMMbl Youauma). OG6cyxAeHB  OCOGEHHOCTH — CTPOeHHS
NIBYX- H TPeXaTOMHBIX MOJIEKYJ, coaepxauinx csasu C—C.
1 A. B. Hemyxun

X. /986, 19,035 @
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103; 27528k Energy surfaces of: low-]ying states of triatomic

carbon, Jones, R. Q. (Inst. Festkoerperforsch., Kernforschungsanlage

Juelich, D 5170 Juelich, Fed. Rep. Ger.), J, Chem. Phys. 1985,

82(11), 3078-83 (Eng). D. functional calens. were performed for the

- energy surface of the ground state ['E,t(1A1)] and low-lying excited

states [*11u("B1,2A1), 1T(AB2, 3A2), Uly, HIg) of the Ca mol. The exptl.

. geometries and sym. stretch frequencies of 'A; and 'll, states are

, reproduced well, and there is good agreement with CI calens. for the

/{a 24 : triplet states, The enerpy surface of the ground state is described

: W qual, better than by CI calcns, and dues not show (he unusual

24 square-well form found in Hartree-Fock ¢alens, The splitting of the

7/)/) . @&0/)&0 ;,Lf?) Born-Oppenheimer surfaces in the IT states (Renner-Teller effect) is

» A discuased, and thde qua(l]. fcutui_eshof the bonding presentlcd in ‘t\o,:rms
L i} e geometry dependence of the one-glectron eigenvalues

/Z/[)ﬂwé; { the g y dependen ne-eloct ge es (Walsh

diagrams), Together with earlier results for Cz, the calcns. provide

1 ¢ b2y an 1/66 in;jght_i_qt_q!he_g_niq_ge features of the C-C bond.
A RAe UL 1

C.A 1985, /23 Y
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"~ 105: 51000u Rotation-vibration energy levels of water and

triatomic carbon calculated using the nonrigid bender Hamiltonian.

Beardsworth, R.; Bunker, P. R.; Jensen, Per; Kraemer, W. P. (Max

Planck Inst. Astrophys., D-8046 Garching, Fed. Rep. Ger.). J. Mol.

Spectrosc. 1986, 118(1), 50-63 (Eng). A new computer program

was written for diagonalizing the nonrigid bender Hamiltonian, and

the program was based entirely on the theory as reviewed by P.

_Jensen (1983) and P. Jensen and P. R. Bunker (1986). By using this

/ rogram, the rotation-vibration energy levels can be calcd. for a triat.

ﬂ(/ m /' ol. from the potential energy function. The program is an
provement over an earlier version, particularly in the systematic

M( a_ treatment of all singular terms, and in the allowance made for the

/ w _ dependence of all perturbation energy denominators on the bending
quantum no. vz and rotation quantum no. K. The new program can

[& Wﬂ be used for sym. and unsym. triat. mols. The program was tested by.
applying it to the calcn. of the rotation-vibration energy levels of Cj -

) from an ab initio potential surface, and of H20 from ab initio and

exptl. potential surfaces.

(O 10
C.A./986, [05; w6
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'912 B1124. Teomerpuueckas crpykrypa Cz+. Geomet-
Tical structure of C3+*. Faibis A, Kanter E. P
Tack L. M., Bakke E., Zabransky B. J. «J. Phys. Chem.»,
1987, 91, Ne 26, 6445—6447 (anra.)

MetonoM KyJoHOBCKOro B3pbhiBa YCTaHOBJIEHO HeaHHeil-
Hoe crpoenne kjaacrepa Cz*. Mouek. monsr G*F, a Ttaxike
CsHs+ n CzHi+ noayuennt GomGapaupoBkoii3 rasa C,H,
SNERTpOHas—— CleNaHbl  BHBOAM O LHK/NY, CTpOEHHH
CsHs* u nuneitnom crpoemnn CsH,+. A, B. Heumyxun

B
O
X 1988 19, N 12,
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AN

- AFE95 1757
- 20 ¢
' 61153. Teomerpuueckas cTpyktypa Cgt. Geometrical
structure of C3*. Faibis A, Kanter E. P, Tack L. M.,
Bakke E., Zabransky B. J. «J. Phys. Chem.», 1987, 91,
Ne 26, 6445—6447 (aura.) :

C nomolbio MeTOoJa KYJIOHOBCKOTO B3phLIBa HCCJAELOBaHa

¢parmentauust nonos Cyt, CsHat u CgHet ¢ sueprueit
4,5 MsB npn cronkuoBennsix ¢ ¢oasramu. ITo manuelM = o

‘pacnpeaeneHnd CI)lel'MCHTOB Mo BEJHYHHE H HampasJIEHHIO

CKOPOCTH YCTaHOBJIEHA FeOMETPHY. CTPYKTYPa YrJepojioro
knacrepa. [lokasano, yTo ocHOBHOe cOCTOsIHHe HoHa Cyt
HIMEeT H3OTHYTYIO CTPYKTYPY, B TO BPeMsl ‘KaK  BHYTPH
CsHa* on nmeer npenmyulecTBeHHO HHKJHY. CTPYKTYpy, a
B C3Hy+ xapaxtepusyercsi smueitnoit reomerpueit.

LS. - '-- - T. H. Orypuos

@A’?_.

Db 1388 /8 N6
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108: 194898r A theorctical and experimental study of the
lowest excited singlet and triplet states of triatomic carbon.
Peric, Miljenko; Radic-Peric, Jelena  (Fac. Sci.,, Univ. Belgrade,
YU-11001 Belgrade, Yugoslavia). J." Serb. Chem. Soc. 1987,
52(6-7), 389-98 (Eng). The lowest excited singlet and triplet
electronic states of the Cj radical (1!ly, 13I1.) were investigntch by
means of the ab initio multiref. double-excitation-ClI method. The
vibronic energy levels and wave functions are computed by matrix

// / soln. of the corresponding Schroedinger equation. The calcd.
7 U U probabilities for the transitions between vibronic levels of the
v electronic ground state (1'Z;*) and the 111, state are compared with

exptl. obtained intensity distributions.

C.A. /988 108 N}k
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109: 179403¢ Infrared diode laser kinetic spectroscopy of the

r3 band of the triatomic carbon molecule. Matsumura, Keiji;

Kaunamori, Hideto; Kawaguchi, Kentarou; Hirota, Eizi (Seinan

Gakuin Univ., Fukuoka, Japan 814). J. Chem. Phys. 1988, 89(C),

34914 (Eng). IR diode laser kinetic spectroscopy was applied to

reaction intermediates generated by the photolysis of diacetylene and

allene at 193 nm. A strong band was obsd. around 2040 cm- and

was assigned to the vy band of Cs. The obsd. spectrum was analyzed

by using an energy level expression for a linear mol.; higher-order

? centrifugal distortion terms were necessary to be included in the
least-squares fit. The band origin was detd. to Le 200.0198 (8) cm-.

3 The rotational and centrifugal distortion consts. obtained sugrpest the
presence of a patential barrier at the lincar configuration in hoth the

ground and »3 stutes. s

C.A 1090¢ 106 ~, Ro
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7 6 51336. - Hudpakpacnas no.nynpoaduunxonau Ja3ep-

‘Has KMHeTHuecKasi crneKTpocKomHs mosocs vy C,. Infrared

diode laser kinetic spectroscopy of the v; band of Cs. /
Matsumura K., Kanamori H., Kawaguchi K., Hirota E. [}
J. Chem. Phys.— 1988.— 89, Ne 6.— C. 3491—3494.—
Anra. :

MeTOZOM KHHETHY. IMOJYNPOBOAHHKOBOI J1a3epHOM CIEKT-
POCKONHH H3MepeHa BpallaT. CTPYKTYpa TOJNOCH V3 MO-
gekynst C3 B 061 1900—2100 cm~'. Monekyan C; moay-
yasuch 'TIpH (OTOJIH3e alleTHJeHa, JefiTepoalleTH/eHa, Aua-
LeTHJeHa WJH aJjjieHa HaJydyeHHeM 3KcHMepHoro ArF nase-
pa (193 um). Havano monocu npu 2040,0198 cm~'. 3naye-
HHA (B cM—!) BpaIlaT. MOCTOSIHHBIX H IOCTOSHHBIX LEHT-
pobexHOro HCKaX{eHHsi (JHHeiiHAas MOLeNb  MOJEKYJH):
ocHoOBHOe cocTosiHHe — B=0,430445, D=7,42.10-7, H=
=-—9,43-10—1% cocrosinne (001)—B=0,435565, D—
=3,633-10—¢, H=1,11-10-7, L=—2,214-10-8, M=
=2,176-10-17. TloayyeHHHe RaHHBlE H, B YaCTHOCTH,
OTpHI. BeJHUYHHA NapaMeTpa Koje6aTesbHO-BpaulaT. B3aH-
mozeitcTBHA 13=—~0,005120 cM~!, yKka3nBalOT Ha TO, YTO
MOTeHIHAJbHEI Gapbep JIHHEMHOCTH B COCTOSIHHH Uz=]
BHIUE, YeM B OCHOBHOM COCTOSIHHH. B. M. Kos6a
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2 J1187. ~ MK-1HOAHO-1a3ePHAS KHHETHUCCKAS CIEKTPO-

CKomHa mosocul  vs Cs. Infrared diode laser kinetic

spectroscopy of the v; band of C; / Matsumura Keiji,
Kanamori Hideto, Kawaguchi Kentarou, Hirota Eizi // J.
Chem.  Phys.— 1988.— 89, Ne 6.— C. 3491—3494.—
Anra.

MerozoM IHOAHO-NA3CPHOI  KitHeTHy, HK-cnektpocko-
THIL TOJIYUCH CNCKTD MDOMEXYTOYHBIX NPOJYKTOB raso-
dasuoit peakunn ¢oroausa amauernicna i aljieHa H3ny-
UeHHEM ¢ AJHHOI Boanbt 193 um. B oGmacti 2040 vt
obHapy>eHa noJsoca IpocToli CTPYKTYDHI, HHTCPNPETHDO-
BaHHAasl KaK noJioca vy Mosekyasl Cz. Uacrorn 3aperucTpu-
POBAHHLIX THHHI NPHBEACHB B Tabaume. Auasns CTPYKTYpH
Ha0I0faeMOll MOJIOCH YKasmBaeT Ha JHHCIIHYI0  opmy
Monekyast Gy ITo noayueHneIM manmpbiy METOAOM HaH-
MCHBLINX KBAZDATOB ONpCACICHH BPallaTelblibie MOCTONH-
Hoe Cs B OCHOBHOM COCTOSIHHH M COCTOSHNH V3, a TaKKe
Jacrora  KOZCGAaTeNBHOTO  nmepexoga v, paBHas

2040,0198(8) cm-1, o oo H. H. o.
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7 16 51094. Toayyenne HEXKECTKOro raMujibTOHRZHA Ans
BpallleHHss ¥ BHYTPEHHETO JBHKCHUNS 60J1bLIOK aAMMAHTYABI
NPCH3BOJIbHOIT MOJEKYJIbL. Derivation of the nonrigid ro-
tation — large-amplitude internal motion Hamiltonian of
the general molecule. Szalay V. «J. Mol. Spectrosc.»,
1938, 128, Ne 1, 24—61 (anra.)

Jlnst npou3BOJbLHOI MOJICKYJb NMPCANOKEH MCTOL nocTpo-
enus - 5GPEKTHBHOTO TaMIILTOHHANA, OMHCHIBAIOWETO Bpa-
Leie MOJCKY/Ab KaKk 1eJ0r0 M BHYTP. ABHKeHHEe GOab-
qnoii aMmanTyAbl. MCTOJ TNPHMCHIM Kak B cayuae OJ1HOi1,
TaK H B Cydae HECKOJIbKIX CTencHeii cBOoGOALI A5 LBHXKE-
,(L' it GOJbLION aMIJHTYABl H OCHOBaH Ha MCMNOJb3OBAHHH
AlS]

W

‘KOHTAKTHBIX Tpeo0pa3oBaHuii  pasji. FaMHAbTOHHAHA MO
-GopH-OnieHrefiMepOBCKOMY TapaMeTpy magoctn. O0cyxnae-
Hbl TPH PasJHYHBIX cnocoGa BBeACHHA KOOPAHHAT AJA Ta-
‘KHX NBIDKCHH{I. B Kau-Be” KOHKPETHOrO NpHMEpa paccMoT-
‘peHa MoJjieKyaa Ca, A1 K-poit noctpoer 3 pextHBublil [Tt
-aas Ae¢. Koa. O JHT. AAHHBIM MOJHOTO HEIMNUpHY. pa-

cueTA. . . g - : o B. M. K i
H. JKununcknit

X /982,19, W (6
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<20 B51092, ToBepXxHOCTb NOTEHUHANbHON 3HEPrHH NS
MOJEKYJIbl C3,.pnpeneneuuaﬂ no 3CKMEepHMEHTAJbHLIM JaH-
HLIM. CBHJETEJbCTBO YIrJOBOA PaBHOBECHOH  CTPYKTYpHI.
The potential energy surface for the C; molecule deter-
mined from experimental data. Evidence for a bent equ-
ilibrium structure / Jensen P. // Collect. Czechosl. chem.
Commun.— 1989.— 54, Ne 5.— C. 1209—1218.— Awnra.
C npeasoxennbiM aBTopoMoM (//J. Mol. Spectr.— 1988.
— 128.— C. 478) MopenbHbiM ramuibtoHnaHom MORBID
TPEXaTOMHOIT MOJIEKYJbl (MpHOMHIKEHHE  XKeCTKHX MJIHH
cBsselt s nedopmall. ABHXKEHHS) H psila MO MNepeMeH-
HBIM Mop3e aJs BaJj. KOJ. HHTEPNPETHPOBAHBI HOBHIE 3JKC-
nepHM. AaHHBIE TO CNEKTPaM JiasepHOH  (uyopecueHunn
mosekysnsl Ci. TloTeHuHanbHast &-UHS NPH ONMpefeNeHHBIX
no 3THM AANALIM NapamerTpax OTBeyaer HeJIHHEeliHO/ paB- .
HOBECHOH TEOMETPHH  MOJEKYJAbl C BaJeHTHHIM  YrJoM
162,5:1°. Bapbep nepexona uepes JHHeiiHylo ¢opmy oue-
Hen B 16,543,6 cm~!. OTmeueno, 4To B LEJOM pe3y.abTa-
Thl COTJIACYlOTCSl C JIaHHBIMH HEIMNHPHY. pacyeToB Kpame-

pa, Bionkepa n Houmnmiune. A. B. Hemyxun
X /989, n 0
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111: 140979m The potential energy surface.for the carbon
triatomic molecule determined from experimental data, Evidence
for a bent equilibrium structure. Jensen, Per (Phys. Chem. Inst.,
Justus-Liebig-Univ., D-6300 Giessen, Fed.' Rep.- Ger.).  Collect.
Czech. Chem. Commun. 1989, b54(5), 1209-18 (Eng). The Morse
oscillator-rigid bender internal dynamics (MORBID) Hamiltonian for
triat. mols. was used to refine the gotentiul energy function for the
X12,+ electronic ground state of Ca by fitting to exptl.: data. * In
accordance with previous ab initio calens., Ca was found to have a
bent equil. structure. The MORBID calcn. reported yields a barrier
to lincarity of 16.5 (3.6) cm-! and an cquil. bond angle of 162.5°
(1,9°) with one std. error given in parentheses,

¢.A.[989) 111, v 16




%1989, w41

o 307 T /989

&) : g =
/11 167. TloBepxHOCTb MOTEHUHANbHOM 3HEPrHH AJR
Moaekyan C;, HaifiieHHass M3 3KCNEPHMEHTAJbHBLIX AAHHBIX.
Jl0Ka3aTeabCTBO H30THYTOR PaBHOBeCHOM CTPYKTYpul. The
potential energy surface for the C; molecule determined
from experimental data. Evidence for a bent equilibrium
structure / Jensen Per // Collect. Czechosl. chem. Com-
mun.— 1989.— 54, Ne 5— C. 1209—1218.— Amura.
Hannbe no (JyOpecuUeHTHOMY 3MHCCHOHHOMY CHeKTpy,
HHIYUHPOBAHHOMY Ja3epHHM H3ayyeHueM (Smith et al. 7/
J. Chem. Phys.— 1987.— 87.— C. 4435). Hcnosb3oBann
AAsi ONpENeJeHHs MOBEPXHOCTH IOTEHI, 3HEPTHH OCHOB-
HOTO 3JIKTPOHHOTO COCTOsiHHsL Moaekyan Cs. [loatmepax-
AeHo Hanuuke y Cy H3OTHYTOR paBHOBECHON CTPYKTYpH.
Haitaeno, 4To paBHOBecHHit yron u3ru6a pasen 162,5°, a
notenu. — Gapbep  AJs JHHERHON  CTPYKTypH paBeH
16,5 cm~'. . A lq Kanunun
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ON 34738 /989

?}9 B1322. Jluwonnas nasepHas cnextpockonus Ci: Ilo-
TMocH  Vof-vi—vVa,  2vo4-v3—2v, M 2vy-vs. Diode laser.
spectroscopy of Cs: The  vodvi—wy, 2votv;—2v,,. and
2vo+vy bands /‘Kawaguchi K., Matsumura K., Kana-

.mori H.,  Hirota E. // J. .Chem. Phys.— 1989.— 91,

Ne 4— C. 1953—1957.— Aura.

Ha HK-gnoanoM  nasepHoM — cmektpoMerpe B o6,
yactor 1920—2100 cM~! H3MepeHH  CHeKTPH  NOMIOCH
(001)2-—(000;2, ropsiyHx monoc  (011)II—(010)1T,
(021)A—(020)4A, (021)Z—(020)2 u xoMGHHAL. TNOJOCH

'(021)2—(000)= monexyan Cs. OG6pasen’ nofiyueri B pe-

ayabTate NHPOJH3a ajieHa HaH B BY-paspame umumkaonpo-
nasa uan ¢ypana. Anamuz HK-cnexTpoB Bumoamen ¢
yueTroM KBapTHYHOTO, CCKCTHYHOTO H OKTHYHOTO IEHTPO-
Gexuoro Hckaxenns o [-pesonanca. M3 pmammmeix no
l-peaoHanCcy OIEHeHBI 4acTOTH Vg AJs coctosHuit (010) u
(011), coors.,, 66 u 45 cm—l  Tloayyennme pe3yiabTaTH
NPEACTABJAIOT HHTEpeC AJsl acTPOQH3HKH H 30HAHPOBAHHSA
aT™MochepH. . C. H. Mypaun
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I'_!l]:'i-ﬂﬁl';‘-i{"ﬂihdo'lﬁﬁer.sﬁcctronbopy'of the carbon-triatomic
notoculor Lhe i oF g s pey 2 ok g3 ~: ) ‘and 2v2’ -+ p3' hands.
Kawaguehi,  Kontarous: S Matsumura; -Keiji; - -Kanamorl, Hideto;
Hicotn, Eiviy (Inst. Mol ci.,;' Myodaiji, Japan- 444).. J, Chem. ‘Phys,
1939, 0104), 118537 (Rep). " The 3 hot -bands (011)-(010),

{021) ~ﬁ(}20) ‘and ‘the ;rambinntion hand (021)—(000? .of Ca-wero obsd,
Q 7L 3 — 02 by adiole fazar spectroacopie mothod. . The Ca mol. vias produced by

‘ﬂrt",%ﬂ\'_r-if)!"“"'Df allent:or by the discharge in cyclopropane: or furan.
Aralzyve nol constal in-each: vibrational state-and also the energy,

aetiesn (020) ~and '(000), 5 The - derived vibrational
’ a.wwere comparad with' the reault of: a. Morse oscillator-rigid,
bendez internal dynemics (MORBID) calen, s & oo ifiin s —otoi]
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24'B1399. Hopne 3MeKTPOHHLIE CHCTEMH M0JOC OXAaX-
newvoro B crpye C; 266—302 um, New electronic band
systems of jet-cooled C;: 266—302 nm / Lemire G. W.,
Fu Z., Hamrick Y. Mi, Taylor S.,, Morse M. D. /[ J.
Phys. Chem.— 1989.— 93.— C. 2313—2319.— Aumra. '

B o6aacti 266—302 nm HaG.a0AaJHCh HOBasi CJOXHAs
HJIH HOBBIC CJIOXKHHE CHCTEMH IOJOC B CHEKTpe pe30HaHC-
HOlt ABYX(OTOHHOI HOHH3AUHH MoJjekya C; oOx/1aXAeHHBX
B CBEpPX3ByKoBoit ctpye., Mcnapenne B-Ba ¢ rpacurosoit
Is ("2C uan cmecn 2C u ¥C) oCyweCTBASJIOCH J1a3epPHEIM
HarpeBoM. AHa/H3 BpawaT, CTPYKTYpH II0KasalJ, YTO IO-
JIOCH TpHHAAJEKAT nepexolly Z,+—Z+ c obumuM Haya-
oM ansa Bcex mosoc (yposeHb 00°0 cocrosinus X'Zg+).
Hsmepenn Bpemena xusuu (T) mis psga mojoc (T Me-
HaoTca B npenesnax 0,4—2,5 Mxc). dTH RaHHHe corsacy-
IOTC C OTHeCeHHeM BEPXHHX YpPOBHell K COCTOSIHHSIM
.. 405 (30wt g (MI,)  mam .. .404%30, 215,31, (1A,).
B so6oM ciydae mepexoa HHAYHHPOBAH 3a cYeT BHODOHHO-
ro B3aumopeictBua Iepubepra — Tessiepa ¢ 3/1eKTPOHHKIM
coctosinneM 2.+, nepexon B K-poe paspemen, ITo rpauu-

e oOpHBa CreKkTpa (B KpacHyio CTOPOHY) OlCHEH BepX-

HHit npexen apnabathy. It nommsauun Monexyam Cg;
12,0 3B, ! 3 - B. M. Kos6a
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f 110: 144060z New electronic band systems of jet-cooled carbon
trimer: 266-302 nm. Lemire, George W.; Fu, Zhenwen; Hamrick,
Yoon Mi; Taylor, Scott; Morse, Michael D. (Dep. Chem., Univ.
Utah, Salt Lake City, UT 84112 USA). J. Phys. Chem. 1983, 93(0),
2313-19 (Eng). A complicated new band system or systems was
obsd. in jet-cooled Cs a 266-202 nm with use of resonant 2--photon
ionization. Rotational anal. showed the bands to be of Tu*+ - g+
vibronic structure, with all bands originating from the 0070 vibronic
level of X12+ Ca. Lifetimes of 0.4-2.5 us are reported for several
bands. These observations are consistent with an assignment of the
upper stale as either ... 40g30u2lmutlirg, g, or ... 405°30u2l mudl 7, 1Au.
In either case, the transition is induced by Herzberg-Teller vibronic
coupling to a 124+ electronic state, for which the 12,4 «— X1X¥+
transition is strongly allowed. An abrupt cutoff of the spectra toward
the red provides evidence of an adiabatic ionization potential for Cs
of 12.0 eV, which is in any case an upper limit. Vaporization of
mixed 12C and C powders produces mixed isotopomers of Cs,
demonstrating that Cs is not solely produced by intact ejection that
the laser-heated C surface.
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1989

-/ 9J1177. JlaGopatopuble HaOnoAeHHe KoaeGaTesbHO-
BpawareasHoro cnektpa Cs B rasosoit ¢ase. Laboratory
observation of the rotation-vibration spectrum of gas-
phase Cs / Moazzen-Ahmadi N., McKellar A. R. W,
Amano T. // Chem. Phys. Lett.— 1989.— 157, Ne 1-2.—
C. 1—4.— Awura.

CaMmoe BBICOKOYACTOTHOC aCHMMeETpHYHOe (yHAaMeHTaJib-
Hoe BaJsieHTHoe KoJeGanue vs ueneit C3 u Cs HaGJs10Aa/10Ch
B n1a60paTOpHEIX yc/aoBHAX B cMecsiX CoHzFHe u CH,+
+He (1:100), noMelleHHbLIX B MOJBIA KaToj AJs cO3j1a-
Hus paspapga. Mccienosanus, npoBOAHMBIE C HCIIOJbL30Ba-
HHEM CrneKTPoMeTPa Ha mepecTpaHBaecMOM JHOJHOM Jasepe,
npeaBapsiJiiCh IKCMEPHMEHTAMH MO MAaTPHYHOM H30JALHH
M aCTPOHOMHYCCKHMH  HabmojeHHsaMH. Bcero u3mepeno
59 qunuit ¢ y ot -0 no 72, HaGnmoaanucs HeGoJbline Jio-
KaJibHblC BO3MYIIeHHsT B ob6sactH y=41. Ha ocHoBe aHa-
JIH3a pe3yJbTaTOB H3MepPeHHH MOJyyeHbl TOYHBIC 3HaYeHHS
nosioxkeHus nonoce 2169 cm~! Cs u BpawareiabHue napa-
METpEl OCHOBHOTrO H BO30YK/IeHHOro KoJsieGaTeJbHEX YpOB-
Heil.



/989

= 24 51425. HaGmopnenue cnextpos BBHIHYXKIeHHO# Ja3ep-
2 HOA ' hayopecuenunn mosekya NCS u Cs,” oxaaKnmeHHbix B
cpepx3BykoBoit ctpye. Observation of stimulated emission
pumping spectra of jet-cooled NCS and C; / North-
sup F. J, Sears T. J. // Chem. Phys. Lett.— 1989 — 159,

Ne 5—6.— C. 421—425.— Anra.
CooGutaercst 0 HaGJI0eHHH CNECKTPOB BHHYXKAEHHOH Jia-
3epuoit D1 OXJIAXKACHHLIX B CBEPX3BYKOBOH CTpye MOJIEKYJ
Cs u NC§, K-pHe 06pa3oBHBaiCh npH JasepHoM YO-Pr
MO7eKyn Qypana u CoH;NCS, coots. Oraenbume spamar,
JIEHHH B CNMEKTPax OGHYHOM JasepHoii Dua i CTHMYJIHPOBaH-
HOil J1a3epHofi P BO3GYKAAMHCh C NOMOMIBIO ABYX Ja3se-
V(Z‘/] POB Ha KPACHTE/AX, HAKAUHBACMHX OAHHM SKCHMEpHLIM
(XeCl) nasepom. [list ochoBHOro X'Zg+ cocrosiuus moste-
kyau Cy nosyyeHb Kosie6aT. M BPaIAT. MOCTOSIHHMe, Orme-
9aeTcs, 4YTO PpAaCCMAaTPHBAeMasi METOAHKA MO3BOJISET H3y-
9aTh BHOPOHHMWE YDOBHH OCHOBHOTO COCTOSIHHS Masbix CBO-
GOAHHX DajHKaJOB C BHCOKHMH KOJe6arT. KBAHTOBBIMH
YHCJIAMH. - A. B. Cronspos
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