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‘20415) INFRARED AND RAMAN SPECTRA OF THL B
b i ‘BORON TRIFLUORIDE-DIMETHYL ETHER COMPLEX, \
G M. Begun, W, H. Fletcher, and A. A, Palko (Oak Ridge ‘

VA( w ‘National Lab., Tenn.). Spectrochim. Acta, 18: 655-65 :
| (May 1962). |
P QAo __i The infrared spectra of liquid BY*F,- (CHy,0, BlFg- L

|(CHy);0, BYFy - (CDy),0, and B'!F;- (CDy);0 were observed,
—~ -'~"——""'“- Wt in the region 300 to 4000 cm™!.  The Raman spectra of :..-—.._.~_.__
3 : lthese compounds were also examined. Assignment of the |
i
|

N 1" & "'observed bands was made which is consistent with the
N ! structure of the molecule and the isotoplc data (auth) ;;;;;
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Coot K« De

Proc. Ioth Collog. Spectroscopy Internal Col-
lege Park., Hd., 1962 Washington. D.C., Spar-
tan Books., 1963, 539-4T.

The donor characterls’clcs of the carbonel
group. III. BF3 complexes.

PJX.,1964,12B122 |
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% '
v \ nfrared spectrum and structure of the difluoroboric ac1dl

—INa_ . methyl ester,  J. E. de Moor and G. P. van der Kelen (Umv I
PD"O; Ghent, Belg.). ~ Ber. Bunsénges. Physik. Chem. 67, No. 4, 429-34| rsr
A _(1963)(in English). On the basis of the vapor pressure of di-|

fluoroboric acid Me ester, which indicated a monomeric struc- !
ture, a C, symmetry was assigned and calcns. of the force consts. ’ .
“"“'were made by the use of appropriate Lechner equations apphed ‘:2 ’
to the observed frequencies. The rotational vibration contours'

~were used for the definite assignments of all infrared bands, ex-~ -
cept the 9- and r-BOC bands, which were uncertain. A band So
order higher than 1'/; for the B-O band was indicated by usmg*‘*'(' T
the Siebert rule on the caled. kp-o force const.  Lloyd Kahn |
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8 5100.  HudpaKpacHblii cnekTp u CTPYKTypa McTHJIO-l

Boro apupa autrop6opHoit kucaore. Moor J. E. de, Ke
len G. P. van der. The infrared spectrum and” sfruc
~——--ture "of the difluoborioacid methylester. «Ber. Bunsenges.
phys. Chem.», 1963, 67, Ne 4, 429—434 (aurn., pes. nem.),
Hcenenosan MK-cneknp mMoHomepHoro mernsosoro sgupa

InupTOp6OPHOIT K-Thl B ras3opoii ¢ase. [1puBegeHbl OCHOBHBIC —
A g TIOJOCH CEKTPA B 0GMacTi 3300—400 cy~!, Mosekyna adu-
(\] 'pa uMeer rpynny cumMerpun C,, B ee cnekTpe NpHCYTCT-’
Ll iByloT 9 mosoc cKe/jeTHBIX Kose6GaHHil (6 CHMMETPHUHBIX H
A |3 HECHMMETPHUHHIX OTHOCHTE/IbHO MJIOCKOCTH, MpoxoAsuieil
- >_.luepes atommt B, O u C) 1 9 nosoc koneGanHuii MCTHJBHOIL
Q  rpynnb (5 CHMMETPHUHEIX H 4 HECHMMETDHUHKIX). Yuer spa-|
LB 11aTe1bHO-K0/1e6aTeIbHOl . CTPYKTYPH 110J10C MO3BOASET OT-.
nectd nosocy 1420 cu~! k Baa. koa. B—O, a nomocy, T
( 1385 cu~! — K aHTHCHMM. BaJa. xos. B—F. TTonoca 813 cu—!,
OTHOCHTCS K CHMM. BaJ. KoJ. rpynns F;BO, 1072 cu-! — k™~
_.Baa. kon. C—O, 714, 480 u 460 cu~—! — COOTBETCTBEHHO K
iBHEMJIOCKOCTHBIM, CHMM. H @HTHCHMM. MJIOCKOCTHHM Jed.”
i . —...Xoa rpynnu FoBO, 450 cu—! —x ned. koa. rpynnm BOC.!

Paccunrannble _CHMOBHE . KOHCTaHTHI __CBsidell paBHM 6,65;
3 g IBHH 0,00

. oY S ~~—~-—-~->-~-~ch“:“-'-/05 8

2
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5,20; 0,60 1 0,45 105 JH/cm COOTBETCTBEHHO ans  cesaseil
B—O0, B—F, F—B—F 1 F—B—O0. M3 3THX nanHbIX cre-
nyer, uto cBsidb B—O HMeeT nOpAAOK Bhille 1!/3, T. e. B HC-
cleflyeMoM caydae npeoGrajaiouleii ABJseTcs Me3oMepHas
“opma_F,—B=0—. L IO, Kucenn!
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BP+(C,H5),0 (M1, Kp)
Begun G.M., Palko A.A.
J.Chems Phys., 1963,38,N 9,2112-17

Raman and infrared spectra of BF; complexes
with diethyl ether and tetrahydréfuran and
the isotopic exchange of these complexes mith
BF .

3
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. Josien M.-L. Spectre infrarouge des’ complexes du fluo-|
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Hudpakpachble CMEKTPsl KOMNJEKCOB  TpeX-| . /

dTopucToro Gopa ¢ HEKOTOPHIMH AHANKHIOKCHAAMH M ;ul-l
ankuncynbpupamu. Lascombe J., Le Calve _J.l

rure de bore avec quelques _oxydes et sulfures d’alkyle. ]

«Rev. Groupem. avancem. méthodes spectrogr.», 1963,
juil.—déc., 123—128 (dpanu.) .

[onyuenst MK-cnekTpbl MOTJIOMICHHS JKHAKOTO, .1a3006-
.pasnoro u TBepporo (CH;);OBFs (1) u xuakoro u TBep-
noro (GHs)»S-BFs gl _ OOGCysKAeHbl H3MeHeHHus, Habi0-
naemble B crnektpax I u Il no cpaBHeHHIO CO CMEKTPaMH

HCXOAHBIX KomrnoHeHTOB. TIpensoxkeHo _ OTHeCeHHEe MoJoc|

&



.

nornowennsi. CrnekTpsl TBEPAOro |  3HAYHTENBHO  OTJH- |
yaloTCsl OT CMEKTPOB, MOJYYEHHBIX ISl MKHAKOrO H raso-
06pa3Horo COCTOSIHHS, YTO YKa3biBAaeT HA CHJbHOC MEKMOJL
paanmoneiicteie (MB) B kpucramiuu. coctosimuu.  Jlas
uayuenust Bausnnsg MB na cnekTpel KHCJIOPORHBIX KOM-
naekcos THna | H3MmepeHul CreKTpbl p-poB (C;Hs)20-BF3 i
B 10 opr. p-putensix_pasmwunofi_noaspuocri. B. Kuors:

»
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."50476t The ir absorption spectrum of the anisole-boron tri-|

 fluoride addition compound. Eliane Taillandier and Marc Tail-
Jandier(Fac. Sci., Paris). C. R. Acdd.” Sci. Paris, Ser. C 263
(21), 1265-8(1966)(Fr). The ir spectrum of the liquid 1:1 com-
plex was detd. over the range 10,000-500 cm. ! with a grating in-

_:strument. Three assignments were made for the acceptor as fol-
‘lows: (3)a strong band at 856 cm.lasy, (inactive in free BFygasi”

' which has symmetry Dj) which is assocd. with the appearance of

tributed to removal of the degeneracy of the BF; valency vibra-

—tion (vq) at 1454 cm.! in gaseous BF;, and (#11) a very strong

.band at 594 cm.™? which is probably 8,.. The frequencies of the

(44

~ the pyramidal form, (47) 2 components at 1245 and 1202 cm.tat-| -

- complexed BF; lay between those of free BF; and BF,~, whereas



1vs and vq decreased as the basicity of the donor decreased: Ph-
'OMc, Me;0, Et,0, tetrahydrofuran. A broad band at 635 cm. ™!
"attributed to the vibration O—B decreased in frequency as the
strength of the complex decreased from Et,O—BF; to BrCeH,-
iOMe-BFs. The presence of this band whose width approached
:that characteristic of H-bonds implies that anisole behaves with
respect to BF; as an n-donor. . The very low soly. of BF; in ben-
izene was also confirmed 9p°ctroseoplcally T. C. Tranter.
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H/—C-E.C_Bl;i_,

R D Y

it Moment atnnmapndropGopana H—C=CBF,. Laf-
Merty Walter J,, Ritter J. J. Microwave  spectrum,

) '3 b242. MnKpOﬁbmxbnuii CNeKTp, CTPYKTYpa M AHHOJIbL';___

—"structure, and dipole moment of ethynyldifluoroborane,

— (amrn) :

H—C=CBF;. «Chem. Communs», 1969, Ne 16, 909—910

Hccneposan MB-cnektp comepxautix B B! i3otomny.

— pasuopanocteit  HC=CBF: i(I)) B oGractin 18000—[

. 33000 May..1 — ueycroitunp 1t GHICTPO pa3narancsi NpH HCg)
L . —cJefoBanil, ~ NPOBOAHBIUEMCS ~ NPH T-pe CYXOro JbAa.
K. BpawdTe/bubiM nepexofaM B OCHOBHOM KOJe0aTeJabHOM

M _cocTostui oTnecelbl - 15 ammnit  By-paswosngnocts I mj

— CBepXTOHKYIO_KBaApynosbnyio_cTpvkTvpy B MB-cnexktpe |

10 aunuit * B!°-pasnopupnocti I,  Kpome Toro 6 nmmuil

—Btl-pasnosuanoctit 1 oTmecelbl K BpawlaTeablblM  mepe-

XOaM B NepBoM BO3GYXAEHHOM KOJeGaTeJbHOM COCTOSIHHIL.

—»




\

paspelnTh He YAAJO0Ch, XOTs GOJbUIMHCTBO BPAalLATCAbHBIX
. aunnit Guito ywmpeno. Onpepenenst  ppamiartedbiibie T0-
crosinHbie: Aas Bl%=pasnopuguoctn - I A=10507,4+2,8,
B=23670,56+0,06, C=2715,52+0,04 Mey :(ocnoBioc cocTosi-
mue), aas Bl-pasnosuamoctn 1 A=[10509,2%2,7, B=
=3666,65+0,06, C=2713,50%0,06 M2y (ocnopnoe cocrosi-
ue) 1 A=10397,4+59, B=3684,45+0,20, C=2717,26=+
+0,15 Mey (Bo3Gyxpaennoc. KosaeGaTenpHOe —COCTOsIE).
M3 paccMoTpenisi BPallaTebHBIX NMOCTOSHHBIX: ~ CeAYeT,
uyto | SBASICTCST MJOCKOI . MOJIeKyJioit ~ :(Toyeunasi rpynmna
cunmyerpun Cyp). Tlpn ncrnosib3oBamitig JauHbIX MO POACT-
BCHHLIM MOJICKYJaM OlieHcna AJiHa cBA3H rp—c=i103 A n
yron <FBF=I118,2°. Onpenenen * AHMOJbHBIT  MOMCHT
I 1=1,93+0,06 D. Ouecnena 4acToTa HH3WeEro HOPMa/blOro
koaneGanis 1. (mnockoe ckenetnoe Aed. Kon. knacca B))
Yp =15080 el : A. Anexcanpupos;
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I 3074z Vibrational spectra of |dimethy! ketone-boron tri-
fluokt addition compounds' Me,CO-UDBF;, Me,CO-1YBF;,
] (CD;),CO-'BF;, and (CD;),CO-YBF;. Forel, Marie T.; Fouas-|

l.sier, M.; Tranquille, M. (Lab. Spectfosc., Fac. Sci., lalgnce,
Fr‘)“‘"Spcclrochum “Acla,” Part A 1970, 26(8), 1761-75 (Fr).

L____  The ir spectra of 4 coordination compds. Me;CO.UBF;, Me,CO.-

‘10BF;, (CD;),CO.MBF;, and (CD;):CO.°BF; have been re-

' "cordcd. An assignment is made based upon isotopic shifts and
comparison with vibrational spectra of free Me.CO and acetone-ds.

lA structure is proposed for the complex. The force const. of

the coordination is estd. and the normal modes of vibration of

| XBF, groups are discussed. RCSO | .ooee

| i
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45234, Mccnenopanue K0eGATEAbHbIX CIEKTP
(CHj),CO—"BF3,  (CD3)2-

11BF; ‘et (CDs) o CO—19BFj,.

—— (CH3),CO—1BF, (CD3),CO— A
8, 17611775 (dpani;

«Spectrochim. acta», 1970, A26, Ne
— pes. anra) . i o
HK-cmextpsl (4000—200 cx~!) =n KP-

Ly Hccaenonanst
———— CNCKTPHl  KOMIIJIEKCOB Me,CO—1'BF;, »Me,CO—!9BFj,
M/ (CD3)2CO —""BF3 1 (CD3)sCO —1°BF;. M3 naumbix no

/| ~———— H30TOMHBIM CLBHraM MOJOC U MpH COMOCTaDNCHHH CO CIeKT-

(730

\
e

W—' aekcos  (CHj) ,CO—''BFys, —

CQ—lIBF3 H' (CD3)2CO—10BF3- FOLQL...-M.: \,u-‘:«:v‘v

Assier.M, Tranquille M. Etude des spectres de) ~
vibration des composés d’addition (CHj3),CO — BF,,

Y
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PaMI auetona i anerona-Dy mposexero oTiecemie nonoc
B cnekrpax. Ilpemnoskeya ctpyktypa kommiekcos. B co-
OTBETCTBHI C OUEIKO/ aBTOPOB CHAUDIMHOeFONUNAS CBAIN

B—O pasna 2-1059n/cx, PacemoTpenil_wacro ose6a-
it Tpynnuposkn, OBF,. B cayuae "B wacrorer KosneGanit

THna Ay pabubli 858 ¢! (mpesnMyluecTBenno ¢, - pa, |-

Ko, -BF;), 623 ca! (mpemMyiecTBenHo BaJ. Ko, BO) n

493 cu=! (npenMylecTBEHHO CHA, ned. xon. BF;), :
Coo yeen ' IQ-T_B,-;Kr.i_cc,uﬂ
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() 0-BF,

9 b5234. Hccaenopanue KoJefaTeJbHBIX CMEKTPOB KOMIM-,
nekcop MeTHaoBoro admpa M (TOpHAA Gopa B OOJACTH |
1500—50 ca'. Le Calvé Jacque s. Etude des spectres
de’vibration des composés “d*addition de’I'éther .méthylique
et du fluorure de bore entre 1500 et 50 cm—t. «J. chim.
phys. et phys.-chim. biol.», 1970, 67, Ne. 1112, 1987—1993
(¢panu.; pes. amrJa.) - P - - o
*Heenenopannt crnekTprl VIK:-MONIOWEHIT 1t KP wecTtH 130-
TOMHBIX MPON3BOIHBIX kommexca -(CHz) 20—BF3 (1) no so-
fopomy 1 mo GOpy It Aailbl oTHeceH N i—A#rTacToT HOpMaJb:
npx KoneGauuit 1. Crenan BHBOX O HaJIYIH B3aNMOJeiCT-
gis KoJeGaunuit 0CcTOBa 3¢ upHOil TPYNMBL € CIMM. KOJI, TPYI-|

' -~ A. H. Xurpos|

———
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' i 78735g. Infrared spectroscopic analysis of the structure of |

-—— boron trifluoride complexes of methanol, deuterated methanol,

" and acetic acid; Comparison of hydrogen bonding and donor-

- . acceptorbonding. Taillandier, M.; Tochon, J.; Taillandier, E.
' - (Dep. Rech. Phys.; Univ. Paris VI, Paris, Fr.) " ~JMol-Struct.
____? 1971, 10(3), 471-80 (Fr). Spectral studies showed that the 2:1

- —— complexes formed from 2 mols. of MeOH or HOAc and 1 mol. of | — —

L BF, have an open structure. One MeOH mol. is linked by H
- —r———“——"" bonding to a 2nd mol. which is attached to BF;. The conse-
le CAARYLY - .quences of the addn. of BF; to the OH (OD) vibrators are similar
—_— t? those oflthe ftc;m:iation ({)f aH bo.n((l1 :1 elevatiox; oé the wave no§

of the in-plane bending vibration and lowering of the wave no. o

the stretching vibration compared with the monomer.

|
i
| .
|
l
'
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W%f 1975
2272- TC kcHs)zO' 4’/53 .

Etude. de l'inlfluence de la formation.
dtune liaison de coordination sur les
champs de force de valanlce du trifluoru-
re de bore et des bases de Lewis (CH )2

(X = 0,S,Se). "Spectrochim.acta", 1975,
A 31,N 5-6 525-540 ({pann. ,pe3. auri,)

595 378 . 33O 0404 nuxBEUTH




SRR
50704 . 8445
Ch,TC

06 1. |
H C00CHs., & 939

k p. N 50704, 8444

o — . S . — o

Etude par spectrosclopie infrarouge des
complexes formiate de methyle-~trifluorure -
de bore. IIL. Calcul du'champ de forces,
"Spectrochim. acta",1975, A 31,N 5—6 549_
554 (@pani. ,pes., anrn.)

375 378

996 0404 muBMHUTH ‘
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11 1606. Cnexktpst HK-norsouierust M KOMGHHALMOH- |
HOTO paccestHUA JKHJKHX CMEWaHHbLIX coeauHeHuit BF;— |
>C'H3‘OH u BF;—2CH;OH. Derouault J, Dziem-:
bowska T., Forel M. T. Infrared and Raman inves-'
tigation of the liquid addition compounds BF;—CH3OH |

d ;,/ :End ‘B)Fg—QCHjOH. «J. Mol. Struct.», 1978, 47, 59—63
(‘g/é/f anrL. e

Heenenosanst TIK-cextput -(4000-—‘1%0 cM-Y) H o cmekt-

- 2 /772DH KOMG. pac. JKIAKHX KOMIUICKCOB, O00Opa3oBalHLIX Mex-
%/‘/' /¢0/d[i(ﬂ;y BF,; (1), "BF; n moaexyramn CH;OH (II), CD;O0H
1 CH;OD mnpr T-pe 300° K, a Takike TBEPALIX KOMILICKCOB

npi T-pe 77° K. Tlpim  comocTaBienun  KoJe6aTejabHbIX

cnexTpoB c¢BoGoxioro :II, MepeuHcaCHHLIX KOMIUICKCOB |
xommaekcos © Tima BFz- (CH3)oO HnuTtepmpeTiiposanst To-

Jocul, nabmdaacsmuie B cnektpe coeaunenns I—II TIpex-
MOJIOZKCHO, UTO CiJIOBasl KOHCTaHTa KOOPAHHAWIOHHOI CBS-

au B I—Il pasna ~2,5 wmaun/A.  3aperucrpuposannoe
pacutervienne noaockl ~1100 cm~! mpunucanmo mHeskBHBa-

’ gentuoct cssizeit B—F B I—II. Otmeueno addextupioe
. /975

B3aHMOJICHCTBHe KojeOanuit pasanuubix rpynn  OBF; B |
/1/// 1—II. Cpmenan BLIBOA, UTO CaMOAacCOUHALHsT KOMIJICKCOB |




“1—II_oGyciop:cna mpomeccaMi  JTHNOMb-ANMOABNLIX B3aM- ‘
MoeiicTBuIl 1 00pa3oBanieM BOJOPOANBIX cesaseii. [, B. A. |

X710}
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7557
f Co
BF i / 91: 2195754 IR and Kaman speetroscopic study of nml(‘cnlur‘
3 /Lé complexes of boron trifluoride with methanol, Discussion!

of jonie dissociation, Deronaull, Jenn: Deiombowska, Teresas)
Forel, NMave Theress (Lab, Spectrone, Infraromge, CNRS, 505!
Talonee, 1'e). Specirochim. Acta, Part A 1979, 30N, 770 -84
(Fr). 1 and Ruman spectroscopy was used to give a vibrational’
anal. of the I:1 and 1:2 mol. complexes, BF;-McOH and!

Sk —e

BEF;-2MeOH, using isotopic substitution dnd comparison with
1-2tloOH, using | i p
reTated complenes. The OBFi groups were autoassocd. through a

dipole- dipole interaction. The 1:1 comlexes were further assocd. |

* by H bonding. In 1:2 complexes, the second mol. of McOH was
Ve bound to the first by a strong H bond. The formation of Bl
.-n]‘.d McOHa* was confirmed by Raman spectroscopy in the liq.

phase, - o g , = et

O
A LY NP4



CH),0-BF3 o7rruet 72/% 198

| 96: 58130r Temperature effects of the molecular structure

of dimethyl ether-boron trifluoride as studied by gas-phase'

clectron diffraction. lijima, Kinya; Yamada, Tetsuji;, Shibata,!

Shuzo (Dep. Chem., Shizuoka Univ., Shizuoka, Japan'422). J.|

Mol. Struct. 1981, 77(3-4), 271-6 (Eng). The mol. structure of |

(CH3):0.BF3 was studied at 16, 30 and 70° by gas-phase electron |

Jdiffraction. The mol. exists in a staggered conformation ‘with an

0-B distance of 1.75 + 0.02 A, an angle between the O-B bond

a and the COC plane of 40 % 8° and an FBF angle of 117 %-2° at!

/ each temp. However, the F-B and C-O distances decrease with !

% . increasing temp., and appear to converge to the corresponding
W * values of the component mols. The temp. dependence of thel
B-F and C-O distances is surprisingly large, compared with‘

those in othermols. "~

C:A-1954, 96, v 4




[é'//y,/ 0-BF 72/

94: 90743n AB initio calculations on the geometry of the .
dimethyl ether-boron trifluoride complex. Hirota, F.; .
Koyama, Y. Shibata, S. (Dep.- Chem,, Shizuoka Univ., |
shizaoka, Japan 422). J. Mol. Struct. 1981, 70, 305-7 (Eng).

d/ 7 'Ab initio calcns. were performed to det. the mol. structure of t&:\e
/ 2 MexO-BF3 complex. It was assumed that the complex has Cs ¢
symmetry and the O atom is on the Cs axis of BFs. The !
/Cé 7754 srlit-»vnlcnce 4-81G Dbasis set was used. The ab initio results for |
‘ » the structure and heat of dissocn. are consistent with the results |
eetes” of electron diffraction expt. (S. Shibata and K. lijima, 1977). |

S T A
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22 B130. Hccaeposaune ¢ nmomouibio (orosnexTponHOI

nextpockonun He-I Kommuekca c mnepenocoM 3apsiaa

(CH3)20-BF; cocrasa 1:1. Frost D. C, Lau W. M.,

McDowell C. A, Westwood N. P. C. Hel photo-

electron spectroscopy of the 1:1 charge-transfer complex’

(CH3),0-BFs. «J. Phys. Chem.», 1982, 86, Ne 10, 1917—

1921 (aurua.) . '

C npumenenieM ONHCAaHHOMI paHee CTPYMHON MeTOLHKE

' (Frost D. C. n ap., «J. Electron Spectrosc., Relat. Phe-.
) nom.», 1977, 10, 293) H3MEPCHEI (pOTO3/IEKTPOHHEE CHEKTPHI
xommiekca 1:1-(CHa) O-BF; (I). Cocras cMecH, momyuaio-'

weicss mpH cMewennn (CrHayyo- (11) i BF; (1), xonrpo-.

JHPOBAJICS C IOMOUIbIGOTONOMH3AL. .\m\c%ftﬁnpomerpa..

YHCNCHHI aHAJH3 CHNEKTPa TO3BONHI OTHEIHTL HOHH3AL.

moJtockl, orBeyatowue I u III, n onpenesuts opGurasisuue’
norenuuaner nonnsawin (ITH) I Ornecenne ITH ocHOBH--

&
X, /882 19 » AL,

CH)o-65, o 572 1982



pajoch Ha pacuerax I—III HeIMMHIPHY. METOAOM CCIl B
Gasucax OCT-3T'® u OCT 4—31T® u TOTysMmEpHy. Me-
Tomami CCIT: MITOIT ® UITATI. OnTHMH3aLHs rCOMETDHI)
TIPOBORHJIACh HEIMIHPHY. METOLOM B 6asuce OCT-3['® m!
‘noayammupiy. Merogamu MITAII # YIIT1. IMepere opGH-|
‘raabusie ITH I aimeloT 3HauCHHS (3B, psafoM MpHBEAEHBl HX!
orHecenns): 12,4 18a’, 14,0 17a’, 14,3 11a”. OGpasoBanice |
KOMIIJIEKCa C TepeHocoM 3apsiia MPHBOAHT K cTabHAN3aUHE:
sausTux\MO II na 0,7—2,8 3B x IecTaGHIH3auHK Baxaﬂr-'i

Hbix MO IIT ma 1,4—3,3 3B. Ilepenoc 3apsna ¢ Il na 111,
cocraBaser B Imo paunsiM pacyera B Gasnce OCT 4-—-31TD
.0,09 e. Conocrasaeuxe reomerpuit I, ONTHMH3HPOBAHHBIX '
-PA3HEIMH MCTOJAaMH, NO3BOJILJIO C/eNaTh BHIGOP MEKILY Cy-
LECTBEHHO pPAa3/HYAIOUIHMICS PEe3y/bTaTaMH JABYX CTPYK-
TYpHHX SJieKTpoHOrpaduy. mccremosanuit, 1. B. daycroB



/ &%/;M%}l Dinuwe. 19572 /982 |

oMY ué )
Ch WW& y

Y,

12 1766. Hel ¢oTo31eKTPOHHOE HCCAEA0BAHHE KOMI-
nekca c nepesocom 3apsaa (CHj)q-BF; (1:1). Hel photo-
electron spectroscopy of the 1:1 charge-transfer comp-
lex (CH;);0-BF;. Frost D. C, Lau W. M, McDo-!
well C. A, Westwood N. P. C. «J. Phys. Chem.»,|
1982, 86, Ne 10, 1917—1921 (aura.) i

Meroaamu  Hel-pOTO3/EKTPOHHOIT  CNICKTPOCKOTHI K|
MacC-CIIEKTPOMCTPHH #CC/ICA0BaHO 0Gpa3oBanHe KOMIJICK-|
coB (CHj)20-BF; mpu nponyckaniy yepes COMIO Na3oBOi!
cvecn 1:1 BFs; u (CHj)20. HWutepnperauns ¢orosek-|
TPOHHOrO CNeKTpa NpoBejieHa Ha ocHoBe ab initio w moay-,
SMMHPHY. PAcueTOB TCOMCTPHH H 3JIEKTPOHHOH CTPYKTYpHI|
KOMIJIeKca. YCTaHOBJICHO, YTO KOMIIeKcooGpa3oBamue cO-
aposoxjaercs  neperocomM 0,09 3aJexkTponoro 3apsiaa OT!
AHMCTHAOBOrO 3dupa Ha .cBOGOAHYIO pn-opGuTaib BFs;)
npH 3TOM NpOHCXOANT crabumusauus MO sdupa Ha 0,7—!
2,8 3B, a MO BF; aecra6umusupylorcs Ha 1,4—3,3 3B.
Bbu6a. 27. . IS ~ A, _B. H.

90./953, 18,818
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, 126: 178314p The vibrational spectra of the boron halides and
their molecular complexes. Part 4. Ab initio predictions of the
structures and vibrational spectra of the complexes of boron tri-
fluoride with dimethyl ether and dimethyl sulfide. Nxumalo, L.
M, Ford, T. A. (Dep. Chem., Vista University Soweto Campus, Bert-
sham, 2013 S. Afr.). THEOCHEM 1996, 369, 115-126 (Eng), Elsevier.
The optimized structures and vibrational spectra and vibrational spectra
of the 1:1 complexes of B trifluoride with di~Me ether and di-~Me sulﬁde"

w Mm » were detd. by ab initio calcns. using the Gaussian—90 computer program
at the Hartree—Fock level with the 6—31G** basis set. The results were

Me// //‘1 rationalized from the interactions of the Lewis acid (BF,) with a hard
“7 / (Me,0) and a soft (Me,S) base. The magnitudes of the wavenumber

M [) 0 shifts, both for the acid and the base fragments, are far larger for the
complex with the hard than with the soft base. The computed results

M W were used as aids in the interpretation of the IR spectra of BF, co-E

condensed with Me,0 and with Me,S in cryogenic matrixes, to be reported
in a forthcoming publication. = _ R |
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