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ﬁ % j ©)8J1203. Cmexktp manyuenns = A25+—X2I;  KaTHOHOSB,
rHoGopuna HBS+ u +. A2Z+—X1; emission spectra’

: of the thioborine cations HBS+ and DBS+. King M. A,
Klapstein D., Kuhn R., Maier J. P., Kroto H. W. «Mol.

Phys.», 1985, 56, Ne 4, 871—885 (amru.) : . L

C paspeuwennem Jayuime 0,4 cM—! HcclIefOBaHB CHEKTPHI,

usnydennss A2X+—X2[I; uYeTHpeX M30TONHY. MOJIEKYN'

© HUB32S+, H!B32S+, D!'B¥S+, D!°B32S+ po36ymxaaeMux

3/ICKTPOHHBIM yHAapoM. BHMONHeH KoJe0aTeNbHHl  aHallH3

i/, cnektpoB. Onpejesienb KoJeGaTe/bHEle 9aCTOTH TPeX MOL

l B coctosinnH X2[I; M ABYX MO B cOCTOsiHHH A23+, a Tak-

ke mapamerphl PennepoBckoro n ®epmu naaxmoneﬁgmﬁ;.'
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[ 104: 78172t A2E+ - X2[l emission spectra of the thioboriz
cations HBS+ and DBS*. King, M. A,; Klapstein, D.; Kuhn,R:/
Maier, J. P.; Kroto, H. W. (Inst. Phys. Chem., Univ. Besg
CH-4056 Basel, Switz.). Mol. Phys. _1985, 56(4), 871-85 (Engl |
‘The_emission spectra of the A2+ — X2[I; transitions of HBS¢ gx:'
DBS* were obtained by electron-impact excitation, A vibronic ang' |
of the band systems was made and the vjbrational frequencies of
3 modes in the X2II; state, and 2 in the A2+ state were obtained f'
various isotopic derivs. Renner and Fermi resonance effects of ;'
bands involving the excitation of the »"2 mode were considered, ard
\the parameters characterizing these interactions were evaluated. .
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", 8 1126. CTpyKTypa M 9HEPrHH ABYX HH3WHX 3JEKTPOH-
HbBIX COCTOSIHHAH B CyabGuA060PHOM KaTHOH-pagHKane
RBS*(R=H, F, Cl, CHj). Structures and energies of the
two lowest-lying electronic states in the sulphido-borons
radical cations, RBS*(R=H, F, Cl and CH;). Nguyen'
Minh Tho. «Mol. Phys», 1987, 62, Ne 3, 735—748,
(anra.) i o ;

ITpoBesensl pacyeThl CTPYKTYPH H 3Hepruii 4 cyJbduuo-
Gopnuix pagukanos RBS+(R=H, F, Cl, CH;) B nx nus-:
WHX 7T H X 3JCKTPOHHBIX COCTOSIHHAX. BKJIOYeHsl Takxke
JaHHble OJs HefTpaJbHEIX UeHTPOB. I'eoMmerpusi, Bpauma-:
TelbHEIE M KoJeGaTeJbHble YacTOTH OBLIH ONpejiesieHb B
pamkax HX®/6—31 T'® (d). AnunaGaThy. HoHH3aL. 3Hep-:
rui [E, u sHeprin BO3GYKAEHHS NMOJYYCHH ‘B NPHOIHNKE-
HHH 4-TO MOpsJKa TeopHH BO3MymleHuit Meanepa — Iaec-;
cera B Gasuce 6—31 I'® (d). C uenplo cpaBHenust aJs
cucremst HBS/HBS+ mpoBefeHbl TakKe pacueTh c pas-
JHYHEIMH Ga3HcaMH M - KOHGHrypal. B3aHMOJEHCTBHSMH.!
B wesom pacueTHble H 3KCNEpHM. AAHHBIE HAaXOAATCH B’
XOpOILEM COOTBETCTBHH, NMOATBCPXKAAs CYUIECTBYIOLIHE OT-.
HecenHsl. Baaromapsi onpefeeHHBIM KOMNBIOTCPHBIM TPYA--
HoctaM Besnunnsl /E, cucteMaTHyeck 3aBuimensl. JI. J1. B.
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108: 173789r Structures and energies of the two lowest-lying!
electronic states in the sulfidoboron radical eatlons, RBS+ (R =
hydrogen, fluorine, chlorine, and methyl). Nguyen, Minh T3 !
(Res. Sch. Chem., Aust. Natl. Univ., Canberra, 2601 Australia), M:!
Phys. 1987, 62(3), 735-48 = (Eng). A theor. characterization Wy |
performed for the structures nncﬁz cenergies of four sulfido-borer, |
radical cations, RBS+ (It = 11, I, Cl and CHa) in their lowest-lyir; ; i
and ¥ and related electronic states. Data for the neutral specie
also included. Geometries, rotational and vibrational frequencie %
detd. at the UHF/6-31G(d) level. Adiabatic ionization energies (IE,
and excitation energies are obtained at the 4th-order Moeller-Plezs:
perturbation theory using the 6-31G(d,p) basis' set. For the!
HBS/HDBS*. system, calens. with different basis sets and CI are als,
carried out for purposes of comparison. In general, caled. and exprl
.structural parameters are in good accord supporting the assigniaere
previously made. Due to the inherent difficulty of computation:';
methods, caled. 1Ess are systematically underestimated with errors ¢
0.3 eV being typical. The excitation energies AE(2X <2I1) in 1
radical cations are however well predicted with crrors of ~0.1 e\l
The Jahn-Teller effect in the ground state of CH3BS* is studied &
detail.
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12 51046. CTpYKTYpbl M 3HEepPruM ABYX HH3KOJEeXKAUIHX
SJNIEKTPOHHBIX COCTOSAIHHIT CyAb(HA0-00PHBLIX paauKana-Ka-
tHoHos PBS+ (R=H, F, Cl u CHj). Structures and
‘energies of the two lowest-lying electronic states in the
sulphido-borons radical cations, RBS+ (R=H, F, Cl and!
CH3). Nguyen M. T. «Mol. Phys.», 1987, 62, Ne 3,|
735—748 (amra.) !

Heamnupnueckum Meronom CCIT B Gasnce 6-31 T'd pac-]
CYUHTaHa CTPYKTypa, SHEpris, BpawaT. H Koie6aT. YacTOTH'
YyeTHpeX pajJHKaJs-KaTHOHOB PBS+ (P=H, F, CL n CHy)
B Hu3KoMexawux 2I1 n 23 :-mexrpmmﬂx cocTosuuax. Pac-'
CYHTAHBl TaKXe COOTB. HENTP. MoJekyan. AjxuabaTHu.

DL{ ﬂ - SHEPrHH HOHH3AUMH /o M IHEPTHH BO3CYXKACHHUS paccunTa-:
HBl C _YYeTOM S/EKTPOHHO/ KOPPe/AUHH 1O TEOPHH BO3MY-
mennit Menanepa—Ilneccera 4-ro nopsizka ¢ yueroM .Bcex;
ONHO, NBYX M YeTHIDEXUYaCTHUHHIX BO3GYXKIeHHit B Ga3Hce;
6-31 IT'd4,. Oas HBS u HBS+ npoBemenwm pacuets B

M pa3nHyHHIX 6a3ucax, a Takxe Meroaom KB. Haiigeno xo-
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poliee COOTBETCTBHE 3KCNEPHM. M PaCCUHTAHHHIX CTPYKTYp-
HBHIX napaMeTpoB. Pacuer nepeoueHHnBaer [, NpHMepHO Ha
0,3 3B. dueprun Bo36yxaenns 2JI—23 Bocnpon3BoaaTcs C
Tounocteio ~0,1 3B. OGcyxnen sbdexr Sna—Tennepa
aas CH3;BS+, npuBoAALINIT K HCKAaXKEHHIO CTPYKTYPH CHM-
MeTpHH Csp. OTMeueHO, YTO HCKaxKeHHS OTHOCHTEJNbHO Ma-
JIBl, T. K. SIH-TeJUIepOBCKas e- OpﬁﬂTaJlb CYyIECTBEHHO JIOKa-|
JH3oBaHa Ha aTtoMme S.. . . B. XapueBHuxona.
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10 51031. Heamnupuyeckoe muccnenosanme KartHoHos
RBS+ (R=H, F, Cl). An ab initio study of the RBS+
cations (R=H, F, Cl) / Largo-Cabrerizo A., Barrien-:
toz C. // J. Mol. Struct. Theochem.— 1989, — 183, Ne 1/2.—:
C. 183—189.— Anra.

Metonom CCIT B Gasuce 6—31 ['d** PACCYHTaHO 3JieK-
TpoHHoe crpoenne HoHoB RBS* (R=H, F u Cl), a rak-
e COOTB. HeHTP. COefHHeHHH. ONTHMHIALHS CTPYKTYPHBIX:
NapaMeTPOB HOHOB NpOBefeHa AJS° OCHOBHOrO COCTOSIHHS
21 n mepBoro Bo3CYXACHHOIO COCTOSIHHS 23+, Koppeasi.
S(eKTH BO BCEX pacyeTax YYHTHBAJIHCh B PAaMKaX Teo-
pun_ BosMyuwennit Meanepa—Ilneccera 2-ro = mopsaka
(MIN2). [ast Bcex coepmHeHHI PaCCYHTAHH MOMHMO CTPYK-
TYPHHIX TNapaMeTPOB pacnpefesieHHe 3apsifia, AHNOJbHbIE
MOMEHTBl H 4acTOTH KoneGanmii. ITokasaHo, uTo yuer Kop-
peaau. s¢pdektoB B npuGmixennn MII2 - cyulecTBenHO
yZY4llaeT COrJiaCHe pACCUHTAHHBIX M 3KCNepHM. afgHaba-i
THY., H BepPTHKAJIbHBIX It HOHH3AUHH He}-lTp. CHCTeM, a -
TaKkxe sHepruii nepexoga A2X+—X2I s KaTHOHOB
RBS+ H. A. Tonoas
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110: 160521p An ab initio study of the R3S+ cations (R = 1I,
/F. Cl). Largo-Cabrerizo, A.; Barrientos, C. (Dep. Quim. Fis,, Fac.
Cienc., Valladolid, Spain 47005). THEOCHEM 1989, 52, 183-9
(Eng). An ab initio study of the RBS* cations (R = H, F, Cl) in
their 2I[ ground state and 22+ first excited state, and of the neutral
compds., has been carricd cut at Hartree-Fock level using the

YA 6-31G** basis set. . The geometrics, vibrational frequencies, and

ﬂ/ Z/L{ 0 dipole moments of these species are computed and compared with

the exptl. values where these are available. Vertical and adisbatic

4 QM ionizaticn potentials are also computed and compared with photoclectron
spectra results. ) i G :
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/Z/ 5 'j ! 122: 92064n Geometries of th ;

ioborine and chlorothioboron
cations. Chauy, F. T.

: Tac.:f, Y. W; Smllf, X. (De ent of
Applied Biolcﬁy and Chemical Technology, Hong Kong Pol i
Hung Hom, Hong Kong). J. Electron Spectrosc. Relat. Phenom.
1994, 70(1), 39-43 (Et;‘g). The ionic geometries of thioborine HBS+
and chlorothioboron CIBS* cations were deduced by applying :
Franck-Condon analyses to the corresponding He(I) photoelectron ;
bands. The BH and BS bond le and the rotational consts. of |
HBS*+ were resp. found to be 1.197 A, 1.715 A and 0.5603 cm-! in the |
X2r state and 1.185 A, 1.639 A and 0.6089 cm-1 in the A2Z+ state. As'
s, for the CIBS* jon, the BCl and BS bond distances and the rotational
f ﬂl/ M[ - const. have values of 1.590 A, 1.716 A and 0.0923 cm-! resp. The
; y cd. structural parameters are compared with those from exptl.’

ﬂ [Z ﬂ [z /L Mm / ,LL work ;ntgi ab initio calcns. The force consts. of the two cations also’
d 7 were detd. IO . .
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