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/ 18 B37.  AnekTpoHHOoe CTPOCHHE TPHAUETHIEHA (B MeTO-' lgéy

C KI N A¢ JHHEeAHbIX KOMOHHaUMI*aToMHbIX opOuT). Pellégatti |
6 2 : Alain. Structure électronique du triacétyléne ™ (meéthode’

dés combinaisons linéaires des orbitales atomiques amélio-;
& )rée). «C). r. Acad. sci.», 1964, 259, Ne 14, 2235—2237!
I YVIvY] ¥ dpanu. ‘ - .;
C?I'Lo ((b(g TIOMOLIBIO PaHee Pa3BuTOro.Bapianta metona MO JIKAO !
(P)KXuy, 1960, Ne 20, 79933) paccMoTpeno 3aeKTpoHHOE
cTpoeHHe TpHaueTyeHa. Jnsl pacueTa NpHHSATA MOMEJb'
JuHefiHoil MoJeKyJbl (rpynna cuMMeTpii Dooft) ¢ MexaToM- '
HBIMH paccTOsTHUAMH dya=dg=1,213 A, do3=d4;=1,370 A,"
ds3=1,220 A. IlpuBepenbl BOJHOBbIC (DYHKIUH BCeX 3aHs-
THIX H nepsoro cpoGoanoro yposueii (Bce MO aBykpatio:
BbIPOXKeHbl). Paccuntanubie sHauenus 3(deKTHBHLIX 3aps-
[0B paBHbl gy==gs=+ 0,094, go=¢5=—0,090, g3=g,="
=—0,004, a nopsakn s-ces3eit ljp=1Il;s=1,890, ly3=
= l3;=0,642, [3;,=1,800. ITo JamHEfiHOMY COOTHOIICHHIO'
dpg=1,447—0,122 l,,, BolunCACHB AIHHBL CBsideil (dyp=.
=d58=1’216 A, d23=d45=1,369 'A, d3;=l,227 A) B -
YAOBJIETBOPHTELHOM COIJIaCHH C HX . IOCTYJHPOBAHHBLIMH
' 3HaYeHHAMH. DHCPrHH TPeX MNepBblX J-3JIeKTPOHHBIX mepe-.

: . .. " xomoB 122‘-—» D v s "\t pasuw 5,08, 5,121 7,72 56. ’
ll» . /g 6 g' . ' / g OGcy:kaaercst _oTHecelHe NOJOC n}_’_d?-cnex'rpg. —..E 1L
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8 J1105. dnexTpoHiog CTpoSHHE TpHAUETHIEH (yayu-
LICHHBIT MCTOJA JHHCIiHBIX KOMOHHAUMIT aTOMHBIX opbOura-
aeii). Pellégatti Alain. Structure électronique du
: triacétyléne “(méthode *d@&s tombinaisons linéaires des or-"
— {'bitales atomiques améliorée).. «C. r. ‘Acad. sci.», 1964, 259,

Ne 14, 2235—29237 (dpparm.) , :
——1 C nowowsio yayuurennoro mMeroga MO JIKAO paccun-
tanpl MO § 3HepriH HUBWIIX 3JEKTPOHHBIX NEPCXONOD Jif-
jcftHoft  MOJeKyabl . TpHaueriaena. McenoJp3oBadaics. cieii-
teponckiie AO ¢ 3(pexTHBIBIM 3apsaoy ‘3,25, MekaToM- .
HLIC PACCTOSIINS 3aHMCTBOBAANCH M3 PEHTrEHOCTPYKTYPHBIX :
_pannbix. Hafizero, uto 3apsiist Ha aToMax TaKOBBL §= |
= o= 40,094, ga=qs=—0,090 1 g3=q4=—0,004; mopsixi:
__ |.cpsaseit pabubl: l12=1I5:=1,890, lyy=145=0,642 1 [54=1,800."
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IMpusenenne anneiinoro . COOTHOMIEHHA  JLTHIIA — MOPSIZOK |
CBA3N NPHBOAHT K MEXKATOMHBLIM PAcCTOSIHHAM, KOTOpHIe!
NOUTH HE OT/IHYAIOTCS OT HCXOAHBIX, UTO CBHIETebCTBYeT !
.0 BBICOKOIl TOUHOCTH MCIONb3YEMOTO NpPHOMMMKenHs. Bpi-'
'IHCEHHBIC . SHEPTHH NEpBbIX OHO3JIEKTPOHHBIX NEPexoxoB ;-
(B 38) TakoBh: T t—1¥,- 508 (sanpewen), 1Zg+t—
‘—'Ay 5,12 (3ampemten) u 1B F>1Z,+ 779 (paspewen).;
Conocrapaenite MoMyyeHHBIX Pe3y/IbTATOB C- 3KCIepHM.: JaH-!
HBIMH ISl YIVICBOJOPONIOB psifia TpHALeTHIeHa TOKa3bIBa-,
CT, UTO TNOJOKEHHE MAKCHMyMOB MOI.IOWeHIs Nepeaaercs
C YAOBJIETBOPHTE/ILHOIl TOYHOCTLIO. B. Borxonckuit!
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/110: 65969g¢ Infrared diode laser spectroscopy of triacetylene’

by the source and the Stark modulation techniques. Matsumura,’

Keiji; Kanamori, Hideto; - Kawaguchi, Kentarou; Hirota, Eizi;

Tanaka, Takehiko. (Seinan Gakuin Univ., Fukuoka, Japan 814) J.

Mol. Spectrosc. .- 1988, 131(2), 278-87 . (Eug) ‘The IR diode laser
spectrum of the vn (-x.. antisym. C:C~H bending) band of triacetylene

. (HC:CC:CC:CH) was obsd. by the source and the Stark modulation
ua” * L techniques. : Precise rotational consts. were derived for the ground
and s vibrational -states. The ru bnnd origin was 621.33998(23)

cm-! with the std. deviation given .in:parentheses. ' The Stark'
modulation spectrum showed a strong feature around the Q-branchi

head, its lineshape indicating that the »s (w;: sym. CiC-H bending)’

state lies above the v state... Anal. of the Stark modulation spettrum.

with the line profile simulation allowed deducmg the ongm of the IR-

inactive »s band, 622.38 * 0.40 cm-L." :
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121: 45379p Infrared spectra of triacetyleme in the 400-220.

cm-! region: absolute band intensity and implications for thc;

atmosphere of Titan. Delpech, C.; Guillemin, J. C.; Paillous, P.;’

Khlifi, M.; Bruston, P.; ulin, F. (LISA, 94010 Creteil, Fr.).'

Spectrochim. Acta, Part A 1994, 50A(6), 1095-100 (Eng).

The gas phase IR spectra of triacetylene were studied at room temp. -

in the 4000-220 cm-! wavenumber region. The abs. intensity of all

the bands of noticeable stre were exptl. detd. and the assocd.

uncertainties were systematically estd. - The data obtained were then

; used for studying the detectability of CeHz in Titan's atm. by means

‘ \WMW of IR spectroscopy. The upper limit of mean stratospheric .

(g abundance derived from the already available Titan IR spectra (a
fraction of ppb) is in agreement with the photochem. model ests,

C. A 199Y, 1, vy ®



Uy

e, eheamp
briohBe2 pif =
Addteipgtee

CA 1999, 13, v

/99y

7 121: 240777u The high-resolution spectra of the »u1 band
triacetylene near 622 cm-!: revised assignments for hot bandy -
Haas, Sybille; Winnewisser, Gisbert; Yamada, Koichi M. T:
Matsumura, Keiji; Kawaguchi, Kentarou (L. Physikalisches In:
Univ. Koeln, D-50937 Cologne, Germany). J. Mol. Spectrosc. 19%
167(1), 176-90 (E:;g s e rovibrational spectra of tria '
(CeHsz) were recorded for the »1 band in high resoln. by
spectroscopy. The assignments for the hot-band system (vi1, vi) s
(1, 1) < (0, 1) have been fully revised, and reliable mol. parameten
have been detd. including the rotational and vibrational
doubling consts. The assignments have been confirmed by
simulation of the absorption profile in the Q-branch region.
intensity perturbation caused by the I-type resonance inm (vu, v
= (1,1) state has been obed. and d .
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130: 243783q Cavity ring down spectroscopy on radicals in a
supersonic slit nozzle discharge. Motylewski, Tomasz; Linnartz,
Harold (Institute for Physical Chemistry, Umversity of Basel, CH 4056
Basel, Switz.). Rev. Sci. Instrum. 1999, 70(2), 1305-1312 (Eng), Ameri-
can Institute of Physics. A sensitive and generally applicable technique
for direct absorption spectroscopy on electronic transitions of transient

species in the gas phase is presented. The method is based on cavity
ring down spectroscopy in a pulsed slit nozzle, incorporating a discharge
in"a high pressure supersonic expansion. The performance is demon-
strated with spectra of the 0,° origin band of the 2IT X2[1 electronic
transition of the isoelectronic linear C chain radicals C¢H and CgH,*.
Rotationally resolved and rotationally cold spectra (T,,, <15 K) were
obtained. The sensitivity of the technique is demonstrated for anions
with a detection limit =107 C,~ 'mols. cm~—3 for rovibrational transitions
of the B2X,» — X2X_* system.
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130: 145573b Rotationally resolved A 2M —X 2I1, electronic |
spectrum of triacetylene cation by frcqucncy modulauon absorp- !
tion spectroscopy. Sinclair, Wayne E.; Pfluger, David; Linnartz, '
Harold; Maier, John P, T{Institute for Physical Chemistry, University
of Basel, CH 4056 Basel, Switz.). J. Chem. Phys. 1999, 110(1), 296- !
303 (Eng), American Institute of Physics. The spectrum of the A 2[T,—X |
2[1,, Oo° band system of CgH,* and isotopic derivs. DCgH* and CGDZ ;
were studied at Dopplcr—hmltcd resoln. using frequcncy modulation
absorption spectroscopy. The ions were generated in a lig.~N—cooled |
hollow cathode discharge incorporated in a White cell. A discharge !
modulation in combination with the frequency modulation technique was |
used to enhance the detection sensitivity. Analyses of the rotational :
structure yield accurate rotational and spin—orbit interaction consts. of
triacetylene cation in the 2 electronic states and information on its :
geometry. ] L

C4 1999, {__39’ 717



