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i 22BA4l. Chen’rpocl:onn‘xecnoc NCCJICAOBAIINC METAJMIO-; 1962'

B "!,' ; ' iopranmueckux cocpunennii. VII IlcexepoBarie Meronoml?

- 2NV Qe (DTCKTPONHOIO yjapa NCKOTOPLIX Oopoprammuecrmx —Ai-; .
; i¢ropmpon. Steele W. C, Nichols L. D, Stonej. '

\\OQM wWOwu—F- G. A. Spectroscopic studiés on “organometallic com-:

ipounds. VII. An electron impact investigation of some or- "
{)}'"W ; ‘ganoboron difluorides. «J. Amer. Chem. Soc.», 1962, 84,
cE e = Ne 7, 1154—1158 (amrin) - T

- Ha Macc-CIIeKTpOMETpe € ICMOMOJHEPreTIT. _ IYIKOM:

* {DJIEKTPONOB m3Mepensl morenmuanst mosapaenns (IIII) mo-7~"" —

‘510B, o0Opasylompxcs w3 Moineryn R — BFs, rme R = CHj!

i(I), CoHs (II), CH,=CH (III) m (CH,),CH (IV). B xage-""" """~
{CTBG CTAHZAPTOB Icmoan3oBaiinch Ar i Kr. 3mawenns ITIT.  — °
ompejiesIUINCh MOTOJIaMIT IICIE3AI0I[ero TOKA X DKCTPAIo-; ™" =~~~
amnpyeMoii pasnoctn.’ C. OTCHONAIAMI NOABJICHILT CONO-,

- ]CTABJICHEI IPOIECCH], 0 KOTOPEIM Irier ofpasomamme mo-~ "~
noB. 113 TepMOXNM. BeaIrinnnl dmeprmn cpasm BF, — F m

-2 IIIT yrona BF,t omemennl IMOTENOUAN IOMOBAIIIT pajgm- "~ =
ixana BT, :1_(BF:) = 9.3—9.5_96._9Ta_omenxa ‘1mo3pomia’
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P

apTopayM paccunTarh smeprmio cpasi C—B B mccaefonal.
HEIX COEJUIHeNIX, KoTopas cocrapiser st I 95—100,:
moust 11101, mas IIT 444 1 s IV.96 xxaa/soab. IIo Mme-: -
IO ABTOPOB, OTHOCHTENLHO GOMNBLINAsT BEIMTIHA DHEPrum
cpsi3n C—B ofbacusieT cuequdnry p-mmif AAMHOro THOA
cocanmenmit. ApropaMm o0mapyikeno, YTO IpPI JeiiCTBIIT
oaexrporon ma II 1 IV ¢ Gonprmoit BEPOSITHOCTHIO IIPOHC
XO[NT OJIIOBPEMCHIELIT OTPLIB PAANIKAIOD H n BF,, 1esm
ronsko BF,. Yacte VI ca. PHIXm, 1963, 1231, . -
_ 10. Xoneen.
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BE . / 196Y
g' " 18 B140. Cpeanue amnanTyanl KoseGamuii ABYQTOPH-:
cToix Gopa, yraepoaa, asora, ajaloMHiusd, tdhocdopa H UHPKO-
nus. Nagarajan G. Mean amplitudes of vibration for
{lfe=diTmotldes—of ~boron, carbon, - nitrogen, . aluminium,
phosphorus and zirconium. -«Indian; J. Pure ‘and. Appl.
Phys.», 1964, 2, Ne 1], 341—343 (aHra.) - ; i
Tas 7-p 0° ‘0 298° Bprunciensl cpejiiie aMmHTYAb KO- |
neGamit, cooTseTcTBylouyie cpsdanubiy napaM X—X n He-
cpsizannun napam X—VY -atomon BEp, CFy NF», AlF,, PEq
n ZrFa. Bce MOJEKYJIbI 'HMeIOT HENHHeitiylo CTPYKTypy TH-!
na XYp 1 TpHHAJJEKAT K TOueuuoii rpynne CIMMETpHI;
Cyo. UlicI0 OCHOBHBLIX UaCTOT papiio Tpe. Briuncaensl 3se-,
MCHTB MATPHUBl CPEIHHX KBAAPATHUHBIX TaMIUINTYA KOJe-;
Gannii B KOOPAHIATAX CHMMETPHII I MOJYYEHDLI UHCJEHIbIE
anavelis STHX AMIJITYA B AEKAapTOBHIX KOOPAMMATAX. |
: , B. Bepesun’

t
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"] Mean amplitudes of vibration for the difiuorides of B, €, N,| -
" 1AL, P, and Zr. G. Nagarajan (Oklahoma State Univ., Still-
* |water). Indﬁn"f."?uré"A}'ﬂf'Phys. 2(11), 341-3(1964)(Eng).

The mean amplitudes of vibration for the difluorides of B, C,% B
I "IN, AL, P, and Zr, possessing a nonlinear structure with the point 5
5 igroup, G, were evaluated by Cyvins’ method at 0 and 298°K.!
== (CA 54, 5235d). ~ E D. H. De Voe ’
. = = Y ‘.
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'8 J1120.  Cpeauue aMnauTyaut koaebanuii 1sygropHcroro,
Gopa, yraepona, asora, anomuHus, docdopa u uUHPKOHMS.

INagarajan G. Mean amplitudes of vibration for the————

difluorides of boron, carbon, nitrogen, aluminium, phosp-
horus and zirconium. «Indian J. Pure .and Appl. Phys.»,
1964, 2, Ne 11, 341—343 ‘(aurn.) N ’

Ias 1-p 0 u 298° K ‘BululcAeHbl CpelHHe aMILIHTYAbl KO-
neGanuii, cooTBeTcTBylolHe cBsa3anibiM X — X H HecBs3aH-;
kbiM X — Y napam atomos .BFs, CF, . NF,: AlF,;, PF, n;
Zgy&;_Bce MOJIEKY/bl HMEIOT HeJHHeiiHyl0 CTPYKTYpy THma.

—_——

XY, u npunajtexar K Toueunoil rpynme chMMerpuu Cpy.!
Uneno  ¢ynaaMenTanblblX 4actoT papio 3.  Boiuncrens.
3JeMEHTH MaTpHUbl CPeAHHX KBAAPaTHYHBIX aMILTHTYA KO-
neGanuii B KOOPAHHATAX CHMMETPHH H MOJIYYECHBl YHCJEHHbIE ———
3HaueHist STHX AMIVIHTY1 B JICKapTOBWX KOOpaHHATAaX. |

: : : B. Bepeaun———
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1969

Nelson W., Gordy W.

~J<Chem,Phys., 5T, 4700

Electron spin resonance and

structure of the BF, radical.
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~ 5376, Mapamerps ~ OTP panukana BF,. | Zaui—c———

cer M, Azman A ESR pararterers-of-theBF; radic: al)
«Croal. chem. acta», 1971; 43, Ne 2, 139—140 (anura.; pes..—————
CJIOBEH.) ¢

ITostySMMHPHYECKHM MeTOJOM CaMOCOrJIacOBAHHOrO  TO
as UIIOTI c wenonb3oBaHHeM npefaOXKeHHON panee reo-
MeTpHI BBHUTOJHEH. Teop. pacueT pajiKaia BF.. Iloxasa-
HO_XOpoluee COBTajfeHHe Teop. BHIYHCJICHHBIX  KOHCTAHT CTCl

(apw=322, ap*=96l, -ap=>508 Mru), CNIHHOBHX (IOTHOCE——————
Teil HeclapeHHOro 3JEeKTpoHa (p2s=0,476; 0,476; 0,010) HL :
g-dakropa .(2,0009), ¢ COOTB. SKCNEPHM. HalJeHHBIMH 3Ha- —_—
yenusaMH _ (ap1 =278, ap11 =826, ap=532 Mrn), (g= -
=920012) ~ 1 3uHaYeHHAMH CIHHOBBIX maornocreit (8, 4li————
IQ.‘HL_O_»?,I_D.. . U. B. MHpOLIHHYEHKO]
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—2— (@éﬁﬁ) ESR “parameters of the boron fluoride (BFy).] -
__|_Zaucer, M.; Azman, A. (Dep. Chem., Univ. Ljubljana, Lju-;
bljana, Yugoslavia —>T7sat. Chem. Acta 1971, 43,139-40 (Eng). ===

The semiempirical S.CF method (intermediate neglect of differen-

2
-——- - | tial overlap) was used to calc. the g factor and the isotopic const..
. Aey) | aof the BF: radical. The results show good agreement with)

the exptl. values. L. Klasinc
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. Bevirrece €6 35\9’/ //9%
BF,,

Cernte
. 169037t Electronic structure and eometry of BF: and NF,. ol
Thomson, Colin; Brotchie, Douglas AT / /}M{/z’;}
Q"“‘f',ﬁ.’ﬁmdrews. St. Andrews/Fife, Scot.). Chem. Phys Lett. 1972, |

16(3), 573-5 (Eng). Results are presented of ab initio calcns. on!
K,@ M the BF: and NF; radicals. Geometry predictions for these spe—l
" ¥ies using different gaussian orbital basis sets are compared. '

joetir

C. A 1972, 77, 2 @
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bF, Owws?f.})
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Woskib- 1973 13, W2, 158160
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. HO sneKTpOMiioc <TpoeHHe paqMKand

- §Hit MPUBOAMT K- pe3yabTaTan,
T K- peayvnie =

/Colin, Brotc

5 J1127. Hesmnupuyeckoc HCcnenoBalHe - TEOMETPHH,
cBSI3H M KOHCTaHT B3aHMOAENCTBHA AJSt BF,. Thomson
hie Douglas A.~Amab initio inve-
stigation of the  geometry, bonding- and coupling con-
stants of BFz. «Theor. chim.

109 .(aur1) v :
HesMmHpHUecKHM aerozom. CCIT MO _JIKAO uccaenosa-
[ BF.. Hcnoaszosano
5 6a3ncoB TaYCCOBBIX ¢-unit: 5s2p u 7s3p, CrpyNMHPOBAH-
Hble B MHHHMaZbHLIE; - 783/, 9s5p u 11s7p, CrpynmiupoBau-
sinie B 4s2p, 4s3p u 6s4p COOTBETCTBEHHO; TePBHIT H3 HHX
HECKOMTLKO XYiKe MHIIMa/BHOro

lacta», 1973, -32, Ne 2, 101— -

CJ3TEPOBCKOTO, @ ToCHeN- -
6Au3KHM K _XapTpi-oKoB- '
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"CKOMYy Tpeaeny. Bee 0a3mchl, KpOMe - BToporo, - npHBoasT, |
K Oanskoi ‘PaBHOBecHOIT TeOMeTpun  (1.1mna ' CBA3H
2495 ar, e, “BANEHTHBIT yron 120° — jqag HaHGoMblIero
- - Gasnca) JJIST- OCHOBHOTO X?4, cocrosuns. Has BO30YK1eH-

T ubIX A2B,, 24, 1 .28y cocroshuit PacueThl ¢ HamMenblIy p

-623HCOM npupoxsT K Lminam coaseit 2,55, 2,79 1 2,90 ar. ex.
M BamenTHEIM yraam 180, 90 i 9g° CooTBercTBelNo. [Ipo-
BERCI TaKKe ananu3-3acenemiocrel 1 PACYHTANBl KOHCTAH-
; THl CBePXTOHKOrO B3anMogeiicTBs I(Oanskas « ONBITY ans

’ ‘B 1 3amimkenian noury Bapoce zas F) -1 qmumomnste ao-
B. JI. JleGenes

~

¥ T -~

- MCUTHI, T _iB.
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BE, — owmwcci /326N

M.
ptwtuu(

Ca /979 L0 v ‘

/973

101730v .. A) initio investigation of the geometry, bonding, and:
coupling constants. of boron “difiuoridée, Thomson, -Colin;
Brotchie, Douplas A, (Purdic Build,, Umiv. St. Andrews, St,
Andrews, Scot.). - Theor. Chim. Acla-1973, 32(2), 101-9 (Eng).
Comparative calens, by & different” basis sets of contracted:

7 Gaussian functions were carried out for geometry, bonding, and:

hyperfine coupling consts. of B The best calen. by a near;
lartree-Fock at. basis predicts bond angle-120° and bond length|
-2.50 a.u, for the X2, ground state. The geometries of 3 low-!
1ying excited states are reported. - S =

—— .. &
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bvmemsrcic [¥2ba) . 1975

BP . 11 B20. Heamnupnqecxoe Hcchieo0BanKe rcomerguu,k
‘2) CBA3LIBAKHSA M KOHCTAHT B3aHMOACHCTBHE B BFa2. om-
r son Colin, Brotchie Douglas A. An ab initio]
* investigation of the geometry, bonding. -and- couplmg; 5
- constants of BFo.. «Theor chim. acta», 1973, 32, Ne ,'l‘
i01—109 (anra.)
) Metonom CCIT MO JIKAO paccuntano__3j1eKTpOHHQE |
LA CTpOEKHEe OCHOBHOTO [ TpexX HH3KOJEXallHX BO30yXKMIeH-
HLIX COCTOAHHN O-3JeKTPOHHOro panukaina BF,. Pacuetwt
(Zﬁo ,,5 BBIMOJIHSHLI C HCMOJAb30BaHHEM TNATH HAGOpoB Ga3HCHLIX |
T/ rayccosckux ¢yuxumii (I'®), namayuwnit u3 K-phix- co-
) repxan lls- u 7-T'® na xaxaoMm atoMe, CrpynmHpoOBaH- ;-
HBIX B 6S-, 4p-QYHKUHH H HE BKJIOYaJ MOAApH3AL. GYHK- |
. wii. B pesysbTate pacuera A OCHOBHOTO COCTOSIHHS 24, 1
pannkana BF, HalileHbl 3HaueHHS IJIHHBL CBS3H B—F'
(2,5 at. en.) u yrma FBF (120°), k-pble HeckoJbKo GoJib- |
e, yeM BeJHuHHH (~2,4 aT. ex. u 112°),. ouenenusie 113'
skcrnepuM. Hannbix aas BF um BF,. Ilpeackasano, yto reo- |
METpHsl pafiHKafna B MNepBOM ‘BO30YXKAEHHOM cocroamml

X A7y 1! O




JonKHa GBITh JHHENHON ¢ AIMHOM sty B—F pam!oﬁ&"
255 ar..en. OTmeueHo, 4TO nonyqem(oe'aapﬁnonoe,pac-,!
, TIpefiesieHie B BF, nouti TaKoe e, KaK B BF;. Pacc‘m-‘}
Tanbl KOHCTAaHTLl H3OTPOMHOTC CBEPXTOMKOTO B3aHMOJeil-!
CTBHS (VUCTB) c sppami 'aTOMOB copa u ¢ropa. Ilpo-| *
'‘BenenHo comocraBjieHHe ¢ SKCMepHMeHTOM I C ony6aHKo-} -
BalHbIMH paliee pe3yJbTaTaMit pacuera xoucrant HICTB!
B 5TOM palHKaje, HafAeHHBIMH METOLOM CCIT MO JIKA ¥

B BaJIeHTHbIX NPHOJHXKEHHAX Urarl u nnory/cr. -
v S HL T, HYBELRES

[.’U\
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TE,SIS, Ca,,"l, - 140’”71 : = B
Er ol ,,.m,i QMn va,oue;q “WW

TIT. Srciaka

Molecular propertios of the triﬂtomic o
difluorides 3 BeFy, BFa, -_2, NF anﬁ OFQ.

| 'J,E cgi. Chem, SocCe ,1973,95 N 73 |
20935-2100.
0-9 . (aﬁrn.) K U8E3VWK
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T 1979
: 01275 S 29862 o
' 23?$§~” | BF, /Zﬂe) | 2467

‘Srivasiava ReDe, Uy OoMo Farber Milton,
Experimontal determination of heats of
formation of negati_ve ions and electron
affinities of several boron and aluminiym
fluorides. "J, Chems Soc, Faraday Trans,",

1974, Part XLy - 70, N 6, 1 33-1038
' - (auri,
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Cambricloe lInivericty Press, 1955
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Toioz.ase | soser o | 1975

{_ o, ,Ch,TC "P)i'g, R 8700451

Hudson_Andrew,: 'I.‘reweek Roger F., Wiffen '

John T. Structure and magnebic properti= |
e

es of some boron containing radlcals.

a molecular orbital studye. "Theor. chun.

aCta »1975,38,1 4, 355"358 . '
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B, P

5% L 151, JluHamuka HeaMHERHbBIX MOJEKY] THma XY,

Mohan S, Manickkavachagam R. Molecular

@gt dynamies of nonlinear XY, system. «Indian J. Pure and
Appl. Phys.», 1978, 16, Ne 1, 55—57 (aura.)

I[lo auTepaTypubiM AaHHBIM A3 yacToT KoaeGaHuit Bbl-

"2/2 QHCACHB! CHAOBHIE MOCTOSIHHbIE, CPEAHNE aMIAHTYAH KoJe-

' Gaunit ﬁmmmﬁmmmeicmm "

1lenTpOOEKHOTO HCKaKeNHs pAja HeJHHEMHBIX TpexaTou-

] mbIx MoOeRyA (MX, ¢ M=B, C, N, Al, Zn; X=F, Cl,

Br, J). — e e M. P. Anues

B i S
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Ve Gingaieh £, /980
Cwmentt Topies in Alatesials
Jecence, Volime 6, edited by

- Kaddes L

No)  Nowth - Hotland /[)&cg&f/uhy
CLompany, [950.
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"TOuKHl 3PeHHS BO3MOXHHX 3JICKTPOMNHX  KOHHrypaumii |

“12 1215, TepmoxumuueCXHe HCCIAE0BANHS  pajHKana
BF,. Thermochemical studies of. the BF, radical. ("
Lau K. H, Hildenbrand D. L. «J. Chem. Phys.,
1980, 72, Ne 9, 4928—4931 (anra.) :

Br.

1

Jlast moJayuenus TCPMOXHMHY, AAHHHX O pajnKaic
MacC-CIICKTPOMCTPHY. * COCOGOM H3YYeH PaBHOBCCHEI CO-
crap rasoBoff ¢a3n BHCOKOTeMNEpaTypHOIl sueiiku Kuypn-
cena. 3uauHTeabHHA BHXOZ paaukanos BF; mocturnyr p
peayabTaTe MOAGOPA KOMIOHEHT, 3aNMOJHAIOWX  svefiky:
CaF. u anemcuTapuuit 6op B TBepaoil dase, a Takike -
SF, n BFy— B rasosoit ¢ase. IToaysen morenuian nomn-
sauun paauxaita: 8,84+0,10 3B, a Takxe Teumneparypuas
sapucumoctb Kouctautu_pasHosechsi BF+CaF==BF,+Ca
5 rasosoif dase M onpefetena_3WTANRNHA _00pa3oBauns
AgHza® (BE2) ===124t5 Kxan/Moap, uto na 20 Kxan/mons
HiKe 3HAuCHHSA, MPHHATOrO AAst 3TOfi BEJHYHHH B nacTosi-
wee BpeMs. Ha ocroBanHi M3MCPCHHHX BCMHYHH moayde-
ja TOCAeI0BATENLHOCTb 3HCPTHI AHCCOUMAUMN ¢ pasp- -
oM casizeli (B kxan/Moab): Do%(FB—F)=169; DO(ER— |
—F)=110 n D(B—F)=180, xotopas oGcyxnaercs c

on.NP¥ /¢

PAANKAJIOBD 1 MOJCKYT  PaccMOTPemHOro  pina.
Lo o B e I. A. Bomne |
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F: BF2 ! v
P:3

45145, U3yyenne 4eTbIpeX HH3KOJMEKAUHX ICKTPOHHBIX COCTOAHHIT pamKane
BF[2] meTomom KB 1o 0THOMIECHHIO K HECKOJBLKHM HCXOIHBIM KOHPHIyparaM
yueToM omHo- H aByxxpatHbIx Bo36ysxuernii. MRSDCI studies of 4 low lying
electronic states of BF[2] radical / Cai Z. L. // Int. J. Quantum Chem. - 1993. .
45,N 3.-C.295-301. - Aurm.

Lo X-~NY, 1996 .
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118: 67130r "MRSD-CI studies of four low-lvicg electroaic
states of the difluoroborane (BFi) radical. Cai. Z L. (Den
Chem., East China Inst. Techuol, Nanjing, Peop. Rep. Ching
210010, Ine Jo Quantum Chem. 1993, 35(3), 208301 (Engh,

- The equil. geometries, exvitation energies, force consts., and

vibrational frequencies for four low-lying electzonic states Niay, 8,
!B and 2A: of the BF: radical have been caled. at the MRSDCL)
with a double zeta plus palarization basis set. The calnd, exci
energy for N3Ap —= IB: s in agreement with available expel
The electronic transition dipole moments. oscillator strengths fo
By -+ X?2A1 and 2Bz — X2A; transitions, radiative lifetins s for the
I and ?B: states, and the spin properties for the X2A; state were
celed. based on the MRSDCI wave functions, predicting results in
reasonable ngreement with available exptl. data. i
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© 118: 243652y Ab initio CI investigation of the electronle
spectrum of “difluoroborane(2) (BF3). L. Calculation of the'
potentlal ‘surfaces and the transition moments for the valence'
and Rydborg doublet electronic states. Peric, M.; Peyerimhoff,
-§. D.o (Inst. Phys. Theor. Chem., Univ. Bonn, D-56300 Bonn, 1

gtcrmnny)l. &lol, Il’hyn. r|9}9‘3, 78(4), :!55—7{5 (Eng). hRo.ulu of
Py , arge-ncale calcna. of the potential surfaces for the doublet.
//lél’/!j/ﬂ electronic states and of the correaponding tranaition momenta in the!
[LW/, P’ radical are preaented. Al computationa are carried out in the!

!\ d /’4 \\\‘nl group. Special attention ia paid to the study of interactions!
) |

~uyalence and Rydberg atates.
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+ 1104162. He>mnupuueckoe KB mccnepoBaHMe 3NEeKTPOHHO-
ro cnekrpa BF,. 1. Pacuetbl noTeHUHanbHbIX noBepxHocTeN
W MOMEHTOB MNEpexopos ANs BaneHTHBIX M puabeproesix
AyGneTHbIX INEKTPOHHbIX coctosHMi. Ab initio Cl investigati-
on of the electronic spectrum of BF2. I. Calculation of the
potential surfaces and the transition moments for the valence
and Rydberg doublet electronic states / Peric M., Peyerimhofl
S. D. // Mol. Phys. — 1993. — 78, No 4, — C. 855—875.
— AHnrn. '
Results of large-scale configuration interaction calculations
of the potential surfaces for the doublet electronic states
y{[ /’ . and of the corresponding transition moments in the BF;
radical are presented. All computations are carried out n
: the C,, point group. Special attention .is paid to the study
of inferactions between valence and Rydberg states.. ...
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27 1171163, He>mnupuueckoe KB HCCnefOBaHWE 3NEKTPOHHOL
ro cnektpa BF, Il. Mntepnperauus M- npeAackasanue cBoMCTB
CHCTeMbl MOTNOULEHUS H H3Ny4YeHus 12A,—1?B,, 2?A,. Ab initio’
Cl investigation of the electronic spectrum of BF. I}
Interpretation and prediction of features of the 12A,—12B,,
22A, absorption and emission system / Peric M., Peyerimho{}
s. D. // Mol. Phys. — 1993. — 78, Ne 4. — C. 877—892,
— Awnrn. . ‘ .

Potential energy surfaces for the 17A,, 128,, and 2?A/
electronic  states of BF; and corresponding electronic
transition moment funcifons obtained "from ab initio calculati-
ons are employed to calculate the vibronic structure of the
. ! u. v. absorption and emission spectra. The results of the

{Z \/) . calculations are employed to explain available experimental

{ findings; they predict further spectral features not yet -~
accessible by measurements. - LS S—

&

Q@. /953, N 11/



j 174‘/ ) /ZKI )

2

C.R 995 /(8 Nyt

0274/)/}%0/"/%

/998

118: 243653z Ab initio CI Investigation of the electronle!
spoctrum of difluorohorane(2) (BFj). II. Interpretation and
‘prediction of features of the 13A1-12B,, 2!A; absorption and
emission system. Peric, M.; Peyerimhoff, S. D. (Inat. Phys. ‘Theo, !
Cheta., Univ. Bonn, D-6300 Bonn, 1 Germany). Mol. Phys. 1993,
TR(4), 877-92 (Fng). Potential energy surfaces for the 17A,, 138!
and 22A; electronic states of BF2 and the corresponding electronie!
teanaition moment functions obtained from ab initio calcns. are!
employed to calc. the vibronic structure of the UV abrorption and:
emimion apectra. The resulta of the calcna. are emplo{ed to explain:
svailable exptl. findings; they predict further spectral features not|
yet accesible by meawurements. |
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122: 250777d Matrix isolation study of the interaction of
[ excited neon atoms with BFs: infrared spectra of BF:;, BF;+,
BF;*, and BFs-. Jacox, Marilyn E.; Thompson, Warren E. (Mol..
Physics Div., Natl. Inst. Standards Technol.,, Gaithersburg, MD
20899 USA). J. Chem. Phys. 1995, 102(12), 4747-56 (Eng).!
When a Ne:BF; sample is codeposited at ~5 K with a beam of Ne'
atoms that were excited in a microwave discharge, the IR spectrum'
of the resulting solid deposit shows grominent absorptions of BFa.!
All three vibrational fundamentals and the »1 + vs combination band
of BF; isolated in solid Ne are identified, and a normal coordinate
anal. is conducted. IR absorptions of the BF3+, BF2*, and BFy- mol.:
jons are assigned, and the processes which occur when the solid
deposit is exposed to visible and UV radiation are considered.
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- 19B129. OnekTpoHHas CTPYKTYpa paaukKana
BF>_Ha OCHOBe DaHHEIX HeSMIMPMYECKMX pacue-
“ToB ¥ CIeKTPOCKONMUM Pe30HAHCHO-YCUIIEHHOM MHO-
rodoTonHoi nonusaumuu. Electronic structure of the BF»
radical determined by ab initio calculations and resonance-
enhanced multiphoton ionization spectroscopy / Atkinson
Dean B., Irikura Karl K., Hudgens Jeffrey W. // J. Phys.
Chem. A [J. Phys. Chem.] .— 1997.— 101, Ne 11.— C. 2045-
f! ./’ . 2049.— Aurn. Mecto xpanenns TITHTB Pocon o
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126: 244358 Electronic Structure of the BF; Radical Determined
by ab Initio Calculations and Resonance-Enhanced Multiphoton
Ionization Spectroscopy. Atkinson, Dean B.; Irikura, Karl K.; Hud-
gens, Jeffrey W. (Physical and Chemical Properties Division, National

Institute of Standards and Technology Gaithersburg, Gaithersburg, AR:

20899 USA). J. Phys. Chem. A 1997, 101(11), 2045-2049 (Eng), Ameri-
can Chemical Society. The electronic absorption spectrum of the BF;
radical is reported. This spectrum appeared in mass—selected multipho-
ton ionization spectra at 235-420 nm. Strong bent-linear structure
changes prevented observations of electronic origin bands. EOM-CCSD
ab initio calcns. suggest that the obsd. vibrational bands arise from A

2B, — X 2A, (Tyers = 35,100 cm™?) 1-photon absorption and from B2A,.

(38) — X 2A, (Tyor = 59,100 cm-1) and C (3p) —— X 2A; (Tvere =
63,100 cm~!) 2-photon transitions. Ab initio calens. predicted the
geometries and vibrational frequencies of the ground states of the BF,
radical, cation, and anion. Ab initio calens. predicted the vertical transi-

~—

tion energies to the excited electronic states from the ground state radi-

cal. QCISD(T) calens. est. ionization potentials for BF, radicals of IP.
= 8.66 eV and IP, = 10.44 eV and adiabatic and vertical electron detach-

ment energies for BF,~ of EA = 1.14 eV and VDE = 1.64 eV. These:

jonization and detachment energies are estd. to be reliable to ~0.05 and
0.10eV.resp. .
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