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\/ 1o bblo. HACHTHPHKAUHS OTPHUATENbHBLIX HWOHOB nJja-
‘menn. Feugier A, Van Tiggelen A. Identification
of negative flameZions. «Preprint. 10th Sympos. (Inter
nat.) Combust.», s. a., [N 3], 15/1—15/3 (anurn.) N
Macc-cnexTpoMeTpoM HICHTHQHLHPOBAHBl OTPHUATE/bHBIE
HOHBI B TJaMCHAX TPOIHLIX CMeceil ¢ KUCJIOPOAOM H a30-
TOM aleTHJeHa, meHtaHa i MeraHa. OnbiTaMiH ¢ Qoa-
HOCTbIO 1efiTePHPOBAHMUBIM AETHIEHOM TNPOBEPEHO COoxep-
JKaHie BOAOPOJa B OTPHUATENbHBIX HOHAX. Koa-Bo cBoGoj-
HBIX 3JCKTPOHOB MO CPaBHEHHIO & OTPHUATCALHBIMH HOHAMH
HesHaunuTe bHO. B HanGosblieM Kos-Be 00HApYIKelbl HOHBL:
B naavenn auernaena CoH-—, menrana COs;H,—, aerana
OH- 1 O-. Hon Co,H- oObuapyxiBaercs npu musxoit
xonu-un paankana CoH; ome-2n pusoa, uro pamnkan C,H
HMEEeT BbICOKOC CPOJACTBO ¥ wICKTpony. Io0GaBKa aMaubix
KOJ-B aMMHaKa K IICCAEJOBAHHbIM TOIMIHBAM 14CT HOHBI
macent 43,26 (ouesnano CN-) u 48 (Oz~). Ilpu caadeix
crenax xJopa oGuapyxupalotcs Houbl (CI%)— 'y (CI37)~,
TTpn Gosee 3nauHTeJbHBIX {100aBKax Xaopa .(ao 1%) Bce
apyrite OTpHUATEbHbe HOHBl 3AMEHTIOTCS STHMH ABYMs
wonayu Cl-. Ilpi no0asneHun Wea. €oJgeil KOHI-Hs oTpi-

LaTeJbHBIX HOHOB, KaK H TIOJ0KHTELHBIX, BO3pacTacr.
L E. Cewmenos
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etylene-d;. Azria, R.; Fiquet-Fayard, F. (Lab. Collisions

lectron., Univ. Paris-Sud, Orsay, Fr.). J. Phys. (Paris)
1972, 33(7), 663-7 (Fr). Four neg. ion ‘peaks are obsd. as a
function of energy for the dissociative attachment of electrons in
the gases C;H; and C;D; by means of a total ionization chamber.
The 1st peak is due to C;H~(CsD ™) ions, the 2nd to the H-(D-),
C:~, and C;H~(C:D ") ions, and the 2 last peaks are of the type

;Isiossv Dissociative electronic attachment on acetylene and
a

C:~. The authors have measured the abs. cross sections and |
detd. the ionization efficiency curves; the onset of the ionization '
curve for C;H= is 2.3 & 0.1 eV; this curve exhibits the shape

characteristic of a vertical onset process, and the cross section at
the max. is (2.2 £ 0.3)'X 10~® cm?. A large isotope effect is
obsd. for the peak C;H~ (C;D~) and a small one for the peaks
C:~. The possible states of the fragments were detd. by kinetic-
energy considerations. o
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pact. IX. Negativeion mass spectra and ionization efficiency

C “‘ &?09471m Measurement of negative ions formed by electron | v
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curves of negative ions of m/e [mass/charge] 25, 26, 27, 38, 39,
40, and 50 from acrylonitrile. Tsuda, Satoru ;  Yokohata,
Akira; Umaba, Toshikatsu (Fac. Eng., Univ. Hiroshima, Hiro-
shima, - Japan). Bull. Chem. Soc. Jap. 1973, 46(8), 2273-7 -
(Eng). Neg. ion mass spectra of acrylonitrile were measured for -
electron energies of 80, 40, and 9.5 eV. ‘Emphasis is placed on

i the abundance of the neg. ions relative to the pos. ions measured °
for energies of 80, 40, and 15 eV, resp.. The ionization efficiency :
" (IE) curvc? were) also( détd. :)1t $(2c5 eV)for tgc 1ons of m/e 25- -
(C:H-), 26(CN-), 27(HCN-), 38 1N~), 39(CHCN -), 40(CH,- |

SOTCN e -

N~), and [ s e electroil impact of 80 eV and 40 e

* gave almost the samie distribution of #2/e for neg. ion mass spectra. -

Besides the most intense peak of CN-— ions, relatively strong

- peaks of C;N~, C;H-, C;~, and C;,N~ ions were obsd. In9.5eV,

CN~ ions predominated over other jons, Yields of the ions

showed a good linearity against the pressure in the range used for

usual chem. anal., irresp. of electron energy. Comparison of the
yield of CN~ions with that of C,H,CN*+ gave 1.2 X 10*and 1.9 X
10¢ for C;H;CN+/CN~at 80 eV and 40 eV, resp., and 47.6 at 9.5
eV (15 eV for the pos. ions). The plausible reaction schemes
expected to occur at each onset observed in the 1E curves were
also sought thermochem. by using AH/ values of the reactant and

products. A value >2 eV was obtained for the electron affinity
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Hinchliffe_ Alen. The electronic
structure of lithium acetylene znd re-
lsted molecules, "J, Mol. Struct.",

1979, 37, N 1, ws=152 (aHri.)
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o 6 J1239.  Hccaenonanue meromom CCIN sméprernueckux
/—/C NoBepxHocTell OCHOBHBLIX cocrosinnit HC, m HC,~. Pa-
L ;7 cansky J, Orr G. Studies on the SCF ground state
energy surfaces of HC, and HCs~. «J. Chem. Phys.»,

' 1977, 67, Ne 12, 5952—5955 (awur.a.)

Heamnupuuecknm merogom CCIT MO JIKAO B Gasmce
rayccoBckux ¢-umit 12s7p/6s, crpynnuposannom B 5sdp/3s,
HCCaIe10BaHo JeKTponHoe crpoenre HCy (I) m HC,~ (1)
B OCHOBHBIX cocTOsiHHsX 2%+ u '3+ coorB. Paccumranm
TOTEHU. KPHBBIC, OPOHTa/NbHBIC SHEPIHH, KBaAPATHUHEIE CHJIO-
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/lﬁ - 12B53. . Pacuetn metomom CCIHI aueprcri{-iczx_ukmﬁox
7 pr BepxHoOCTell 0CHOBHOrO cocTosinus HC,u HC,-. Pacans-
ky J, Orra G. Studies on theSCF ground state ener-

/4/6: gy surfaces of HC, and HCy~. «J. Cheém. Phys.», 1977,
A (67, Ne 12, 5952—5955 (anra) . ‘

* Heammupnueckuym  Meronom MO JIKAO CCIT nposegern :

- pacuer noTenunaJbunix nosepxuocreii HC, u HC,m.

- Mcnoab3osan crpynnuposaunii  Gasucubiit  naGop I,

W cter TToanvie aneprmt HC, u (HCp~ BbluHcIeHBl KaK (QYHKIHH

qun cesizeit CH 1 CC npi anueiinoit reOMETPHH MOJICKYJI.

}Zﬂ/’;ceﬂg MHIHMYMY 3HEPTIH COOTBETCTBYIOT CJCA. JJIHHHI CBSI3CH — |

- “ HCp: Rcu=198 ar. em, Rcc=225 aT. en; HC,—:

/Zﬁ%wﬁle?cn=],99 -aT. ed., Rcc=2,34 aT. ca. JlOMOMMHTEABHBI -

\3JICKTPOH B OTPHIL. HOHC BLI3LIBACT CYUICCTBCHHOC YJIHHe-

.mne cssizn C—C n me mensier aauny cssizu C—H. Ilpupe-

. ACHBI BLIYHC/ICHHLIC CHJIOBBLIC KOHCTAHTLI MOJCKYJBLI H HOHa,

: ﬂ OpOHTaJbULIC . SHCPTHI H ATOMHLIC 3aceJeHHOCTH mo Mau-

aukeny. Cpoactso K asnekrtpouy HC, nmomyucHo H3 pacuera
_pasuniM_1,94 3B. Anannz MO HC, nokaswiBacr, 4To mecna-

2, 7L



pennplit 3JekTpon momemaerest .ma 5 ¢ MO, k-pas co-

ctont u3 2 s u 2 p AO xonuesoro atroma C. Ilpu oGpa-

30BaHHH OTPHIU. HOHA JOMOJIHTEABNBIT SJCKTPOH IOMe- |
‘waerest na 5 ‘o MO, oGpasyst nemogescnuyio napy. Ipu- |
BeleHbl KapThl 3JCKTPOHHOI  TJIOTHOCTH. OGOHX CHCTEM. |

e i

Ycranosseno, uto aaektponnast crpyktypa HC, n HC,— |

cxoana ¢ Ttakosoii. CN_m CN-—, Ha ocuosausu- storo, B

TPC/MOIOMKCHHH, YTO -H3MCHeIHe -3HCPTHIl KOPPESUHH TIPH

A0GaBJCHHH 3JICKTpOHA B o0oHxX cHcreMax’ NPHMCPHO OAH- |

HAKOBO, H C YUCTOM H3MEHCHHS SHCPrHH KOppe/suHH B
CN, npeackasano 3mayenne CpoAcTsa K anektpony HCo,

paBnoc 2,5 sB. ... 10. A. Bopucos

/IIpo
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6 5100. 3xcnepuMeHTaJbHOE H TEOPETHUECKOE ompene- -~
- D JeHHE CPOACTBA K 3JIEKTPOHY 3THHHJABHOrO paaukana, HC,'. 9
//[‘?/ Janousek Bruce K, Brauman John I.f?i?ﬁ
mons Jack An experimental and theoretical determi-:
nation of the electron affinity of the ecthynyl radical,
HCy. «J. Chem. Phys.», 1979, 71, Ne 5, 2057—2061
(aura) :
C HCMoJb30BaHHEM HOHHOTO IHKJIOTPOHHOIO pe3oHaHca
1 BO30yAaeHHs HCTOYHHKOM Xe H3MepeHO cedenne ¢oTo-
OTpHIBAa 3JICKTPOHa OT anmona auermnenuga (HCp™). Bm- Q
ypcnenHe (GopMBl KpHBOIl ceuenHss OTOOTphIBA BOMM3H
nopora H oueHka ¢akropos ®panka—Konaona namn aas
. " 9’ cpoactsa K anektpony (C3) aunmona HC,~ 3nauenne 2,94+
4 12 +0,1 3B. Buuncaennt Teop. 3uayennst C3 amnona HC,—
/ npH pasnaHunbX npubmuKcHuaX. Pacuer Meromom Bo3smy-
utennit 8-ro mopsiaka Aan 3Hauenne CO 3,18+0,25 3B B -
XopouleM coriacHi ¢ 3kcnepumentoM. Jonoanuteabnoe :
npHBJEUCHHE JIHT. QAHHBLIX MO AHCCOMHALMH aueTHieHa B
rasopoit dase (CoHp=H++HC,~) no3sonuno ouenuts
suepruio cBsizn C—H B_auernnene B 132+5 xkan/mons,
w Ha ocuoBe mpocreiiieii MoaeaH TCOPHH BO3MYLICHRIT npo-

A d

g

ewrgtw 576

BC/CHA KaueCTB. HHTEPNPETAIHsS YBCJAHUCHHS '3HEPrHH CBf-
an C—H B auernnene 1 C3 B paaukane C:H no cpase-

L Q’///%///% HHIO C COOTB. 3HAYCHUSIMH AJS STHJCHA U 3Tana.
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6 B5164. O Bo3MomHOM o6Hapykenuu OTPHUATENBHBIX |
MOHOB B Mex3Be3snHoii cpeme. Sarre P, J. On the pos-
sible detection of negative jons in the interstellar me-
dium. «J. chim. phys. et phys.-chim. biol.», 1980, ' 77,
Ne 7—8, 769—771 (ainra; pes. ¢pany.)

Paccmorpenst  ¢m3.  m xm, XapaKTePHCTHKH  Mouek,
nonos_CoH=, Co— =, TPCACKa3aHbl BEPOATHBIC YACTOTL
1IEPEXOA0B, NPOAHANH3NPOBAHE! BO3MOKHbIC MEXaHU3MHBl Hx
00pa3oBaHusi B MeK3Be3HOIT cpene (amccounaTHpHOE npy-
COCAHHCHIIC 3JCKTPOHOB, paAHal. aCCOMHALHSA, OGMen 3a-
paiamin n 1. n.). OGcyxacna BO3MONKHOCTD CYIICCTBOBa-
HHA STHX HONOB B MCMK3Be3AHON cpeie i obHapyzKeHHs nx
PaAHOACTPOHOMIY., METOAaMIl, C. B. Ocun
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103: 166435r Systematic study of molecular anions within the
scelf-consistent-field approximation: hydroxide, cyanide, acetylide
(C:H-), amide (NH2"), and methane ion (CHjs-). Lee, Timothy J.;
Schacefer, Henry F., 111 (Dep. Chem., Univ. Californiu, Berkeley, CA
94720 USA). J. Chem. Phys. 1985, 83(4), 1784-914 (Eng)..
The title mol. anions were studied at the SCF level of theory with.
several different basis sets. The smallest of these bases was triple
zeta in quality, and the largest was near the Hartree-Fock limit. A
study was made of the dependences of the proton affinities, dipole
moments, harmonic frequencies, and IR intensities on the inclusion
of diffuse functions in the basis set. ,At the SCF level of theory, the

~addn. of diffuse s and p functions (for 1st row elements) was

necessary to obtain reliable results. This was true esp. for Nz and
CHa. "A method to extend any std. Gaussian basis set is suggested.
Predictions were made for some of the vibrational frequencies of the
anions, which have not yet been obsd. exptl. .

Qé, N,‘Z,O;‘ /V/Z? y  (3.
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M . 2 B4407. ~ Juoano-na3epuas CNEKTPOCKONHA MOAYJAUHH

no ckopoctaM KapOanHonos. BaaentHoe KoseGaHHe mo cB

3u CC B anuone CyH-. Diode laser velocity modulati(%
.spectroscopy of carbanions. The CC stretching vibratio
of CGH-. Gruebele Martin, Polak Mark, Saykall

’Richar)d J. «J. Chem. Phys.», 1987, 87, Ne 2, 1448—1449

! (aHra. i
:  MeToaoM AHOAHO-NA3ePHON CNEKTPOCKONMHH C MOAYAALH-

.eft mo ckopocTaM B 006a. oT 1735 no 1789 cM~—! 3aperucr-
.PHPOBaHH KoJeGaTeJbHO-BpAllaT. CHNEKTPH KapGaHHOHOB

C,H-, k-pnie monywanu B paspaaax (uacrora 25 k[,

7 ’ sueprist 200 Br) B cMecax He: auerunen: NF; npu pasn.

vl( \ﬂ./ [ l 900, 60 1 40 MTopp cOOTB., codepKalUIHX NPHMeCh CTabH-
: ausupyooweit no6asku Op. OGpasopanie C;H- ne oGuapy-

.keHo npu Hcrnoab3oBaHui 'GFy nan CyFg BMecto NF; man

MeTaHa H 3THJeHa BMecTo auertjeHa.  OTOXIecTBJeHo

12 cnekTpajbHbix_auuu u_c_townocteio 0,005—0,010 cm—!

y. /988, 19, NL .




onpejeneHsl HX nosoxeHus. OnpelejeHn cjael.  MoJex.
nocrosnusie C4H— :(cm—1): v; 1758,621(3); B” 1,38145(26);
B’ 1,36213722); D 3,5-10-5. 3nech B cKOGKax maHa yaBO-
CHHAst CTaHAapTHAs NOrpellHOCTb BeqHYHH. YacToTa v,
3HAUHTEJNBHO HiKe, YeM B aueruaene (1974 eM~!)  man
‘pannkane CyH (1840 cm~!), uto ykaswiBaer Ha ocaaGie-

HHe xuM. cBasn C—C B aunone C.H— u ee yanuunenne.
: B. E. Ckypar
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1-107: 123529q Diode laser:velocity ?modulnﬂop.fspcctros‘copy of
carbanlons: " the pnrbonfcnrl)on'strctcl\ihg_vibrn’tlon’of acetylide
C,1I-).- Gruchele, Martin; Polak, Mark;-. Saykally, Richard J. (Dep.’

hem., Univ. California, Berkeley, CA 94720 UBA):..J.:Chem. Phys.
w ¢ W M 1987, -87(2), 1448-9 . (Eng). ~The vibration-rotation spectrd of Cali-

wcae obtz(\imc]d bfy.diqde lla;scr veloci(tly medumfti‘%[}‘{"'g% l'rctqu‘ex;cios'
7 . and. residuals or - the 12 -assigned - lines of the; "= “atretching
V/Le/m‘// "éé‘/) vibration are given.” The mol. consts. for.C2H-are given.. o ¢

o n198% 107, w17 @
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10 51120. CTpPyKTypa H NpOUEcCH MNeperpynnHpoBKH
OfENbHBIX AJKHJABHBIX, AJKCHHJIbHBIX M AJKHHHJIbHBIX
annoHoB. TeopeTHueCKOe M3ydeHHe 3THABLHOro, 3TEHHIbHOTO
H 3THHHJbHOro aHmonos, Structures and rearrangement
processes for the prototype alkyl, alkenyl’ and alkynyl
anions: a theoretical study of the ethyl, ethenyl and
ethynyl anions. Li Wai-Kee, Nobes Ross H., Radom
Leo. «J. Mol. Struct. Theochem», 1987, 149, Ne 1-2, 67—
79 (aura.) : )
Hesvmupuuecknym Merofom CCII c nonHoil onTHMH3auHed
‘/7' FCOMETPHH BHIYHCJEHH DaBHOBECHBlE CTPYKTYPH aHHOHOB
./é( HCC- (I), CH,CH- (M) u CH3CH,~ (III), a Takke
NepexoiHEe KOMpHrypauny  pearuwii 1,2-casura atoma
Bojaopona, pusepchn annonos Il u 111, Bpaienus u uHBep-
chm—npamemm 111. Ucnonb3oBalul pacliliperHble Ga3HCH
I'd, pkmovaoiue AxbPy3nse ¢-unx. Ipu conocraBieHnn
OTHOCHTE/NbHBLIX SHEPTHif  OTACJBHBIX CTPYKTYP — YUYTCHH
SHePrHH HyJeBbIX Kose0anuit. ODHEPrHs KOPPEJAUHH . BH-.

X-/98% 19 w10




ylcJeHa N0 TeOpHH  Boamywlennit  Mennepa—Ilaeccera
3-ro mnopsaka. Ilepexonuwie koudurypamun (ITK)  aas
p-udn 1,2-casura atroma H uuTepnpeTHPOBAHH, KAK KOMI-
JIEKCHl ‘MeXJy COOTB. ABYX3aPsiAHbLIMH @HHOHAMH H IIpO-
ToHoM. ITK HMmeloT cuMmerpHio: Cop ans1 I, C, u Cs nnall
u C, anst 11l Bapbepnl p-umuil, NpOTEKaIOUHX Yepe3 3TH
TIK pasum 73, 235 g 248, 202 xIx/moab. M3 ananusa
BBIYHCJEHHBIX 3HAyeHH{T CPOACTBA K 3JCKTPOHY cJjelyerT,
yro I u Il craGuapnbl, a Il necraGuien mo OTHOLIEHHIO
K_ COOTB. HEATp. pajHKalaM. _ 3. I. Tepwman
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© 116 1S1586c Ab initio calculations “for acetylide(1~) ang
chlon’de(!-)--hydmzcn floride. - Dotschwina, P.; Sebald, P.
(Inst. Phys. Chem., Uniy. Goettingen, D-3400 Goettingen, Germany).
YA T0 AST Ser., Ser.‘C.r 19.5_'!.' 347(Fundam. Gas Phase Ion Cbem.),"
231-3 (Eng). ' The vibration frequencies and potential ep,
agrfuces &'ereg caled. of HCz- ion and Cl~—HF complex by the CEF}

method. Deuterium isotope effects were also considered.
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/39Y
122: 1456578 Calculation of the rovibrational spectrum of the
acetylide anion. Mladenovic, Mirjana (Faculty of Physical
Chemistry, University of Belgrade, YU-11001 Belgrade, Yugosiavia).
J. Serb. Chem. Soc. 1994, 59(7), 483-90 (Eng). Rovibrational
states of HCC- for J = 0-2 were calcd. using body-fixed, mass-scaled
Jacobi coordinates together with the discrete variable representation
of the angular coordinate and a 2-dimensional distributed Gaussian
basis for the radial degrees of freedom. The potential energy surface
of P. Sebald (1990) and P. Botschwina (1991) was used. The
importance of Coriolis coupling is discussed. The influence of the
shallow local energy min. in the Ca configuration is shown.
Comparison is made with available exptl. data.
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