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SiCl,, SiBr,, SiJ,, SiCl,Br,, §§9}'Bp;

51C1J5, S1Clyd,, SiClyd,

3’
Kakiuti Y. '
Bull.Chen.Soz.Japan., 1953, 26, N 5,
260-261 : .

The normal vibrations of some...
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S T 1963
8693 | |
B1H,(CH ;) 5, SL(0H )Ty, S1(CH,) 01y,
| B1(CH ) Br,, SiCLlBr,, SiDF,
(Silnl)os'bc s I )

l’adhgl«:r shnan I,

u.&)nyoouﬂomc (DDR), 190), gg, i }"‘“‘"
211-216

~Potential constanlSeee 5 v P L
‘ R (r \) Z; (. 6‘2)
J e -
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4759 — /y (965

SiH . *3 SiI-LBl; SiH_ Brsg Sii[-,J;
- >
S1D,F; SlD5cl, SiDBrs SiD.J; (V)

Bald D I'., Buttler (303‘., lcKean DQCQ
Spectrochin.Acta, 1%5. 21, ¥ 3,
45164

‘Frequency saifs iTom G5 eee

M___,._.u.l'
PX,1966,2 101 @ T )'T'



1 1155 /5‘
», SiH.Jd, Sif.H, SiF,D,SiCl.H,
> > 3 >

S 3

$iPr.Y, S5iBr.Cil, SiJ.Cl, SiCl.Br, 8iCl3J
Ceo S !:—‘:“—:'r)' " - < :
'RV WS i ’S"vzk-{'{i\;‘d‘\;'ll\‘\'év )

v 0 4
Venkateswarly XK., Devi V.ii.,
Gurrent sci (India), 1965, 34(12),373-4
lican cmplitudes of vibrationi AYEZ
type of silicon compounds

i

CA.,1965,63,N 9,10843h
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11191 1966

) bat, oo,
CH,F, CD3I‘ S1HsT, S1DgF ( A d ML)

CHBBr, CDBBr, b1H3Br, 51H3J 51D J, S D.Br,

3 -t A Y
CHBJ CDBJ
Pulay P., Torok ¥,
Acta Chim. Acad.Sci.Hung. 1966, 47(3),,
273-9

Paratemer form of matrix TF. II Asslgnment
vwith tho ald the pearcmeter form ( ghort

confiiniLcation

=]

S - CA.,1966, 65, N 2,1397¢g




. \] 2B5193. KonebaTteabhble CneKTPbl rekcabpoMHCHIOKCA-,
SLM O ' a u rekcaGpoMaucHaasaxa. BJ“E"E'O rHans, Schulze
’3 Manfred. Die Schwingungsspekiren von Heéxabromdi-!
l i Siloxan tind Hexabromdisilazan. «Z. Chem.», 1968, 8, Ne 7,
1.956—257 (11eM.) oy, _
| Hocrenosansr MK-cnektpor (33—4000 cx~!') 11 cnexTpsl,
ey — - KP x11x1x BrgSiOSiBry (I) u BrsSiNHSiBrs (1I). Cnexr-
k> DBl COMOCTABJICHL C palice ICCATTOBANNBIMIITROA. CNCKTPa- | ‘
~———— | ——— | -»u SiBry 1 HSiBrs. [Ipoussenen pacyer GHIOBLIX MOCTOAM- ——
\) Y ,upix Tar I 1 1ano oThecelrie mMoJOC CHM. H aCHM, BaJk KOJ.!
—V¥- | |_SiOSi, oTHecens cooTBeTcTBEnHO Mosockl 693,51 1094 ca—l;——
5 ‘SiNHSi—726 1 955,5 cu~1. B o6aacrit -(315—530 cu—') qe-:
Cltd—ho€s- | -xar pan. xon, SiBr, a B oGnacrit minke 230 cu—'—ned. ——

xon. SiBr. M3 pasmmuus cnekrpos I i I B o6racti Bau.
—kour. SiBr cacsall BLIBOL O MOHIDKEHIH JIOKAJbHON CHMMET- ——
pint C; rpynn SiBrz 3 I1. Ananua HopManibHbIX  ®oJTeOatmil |
Ry I —TIPHBOANT K MPEANONOKeHiio uto mizke 80 ca~! mawst Tar I
JI0MKHA JIeXKaTb eule ogna  nenadmonasuwascs (yutaMei- |
——— | | _ranpnas yacrota, . .. ... _ . A Anckcamipos

Lt T ’ T W
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72638g Microwave spectrum and structure of fluorotri-;
bromosilane and methyltribromosilane. Mitzlaff, M.; Holm,!
R.; Hartmann, Hermann (Univ. Frankiurt ain, krank-—

3 furt/M., Ger.).” Z. Nalurforsch, A 1968, 23(11), 1819-21 (Ger). |

Microwave absorption spectra (3040 GHz.) were recorded for—

SiFBr; and MeSiBr;. Si-Br bond lengths 2.171 and 2.175 A.,
tand Br-Si-Br bond angles 111.36 and 111.09° were detd. for——

<

. SiFBr; and MeSiBr;, resp., by least sqs. anal. of the rotational

AUU lconsts. of the ®Br and ®Br species with assumed values 1.56,___
~11.90, 1.093 A., and 109.35° for bond lengths Si-F, Si-C, and.

C-H, and the H-C-H bond angle, resp. Measured and caled.

rotational consts. are tabulated. The SiBr; group has the same
structure in SiFBr;, SiHBr;, and MeSiBri, A 1-kcal./mole’
barrier to internal rotation in MeSiBr; was detd. from the in-]

tensity ratios of the rotational lines of mols. in the torsional

Iground state to those of mols. in the 1st excited torsional state.
I B . FBJG

C.

g - Yo A6 L
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T4 11;353. Muxpononiionuﬁ CreKTp M CTPYKTypa rop-.
TpuGpomcuaana M meruatpuGpomcunana. Mitzlaff M.,
Holm R, Hartmann H. Mikrowellenspektrum und™

———— e, | s

4 Striktur “von “Fluortribromsilan und Methyltribromsilan.
M—W «Z. Naturforsch.», 1968, 23a, Ne 1il, 1819—1821 (men.; pe3.
A /) aurn) pasl
T R B oGnactn 30—40 2y wuccnegoBanbl MHKPOBOJH. CHCKT-
W-_ ___put monekya SiFBrs (I) n CH3SiBrs  (II). Onpeaenenbl —
i ; } TpyKTypHbie Napamcrpsl ds =By, pasnbie 2,171+0,001 (aas
; 1) u 2,175+001 A (aas I1) u yrast Br—Si—Br, papublei
""JV:_' 111,36£0,15)° (mast 1) u -(111,09£0,15)° (mns II). Haii-
o ____nmen Gapbep BHYTpCHHCTO ppauwennst Va=1 kkaa/soas. .

TG AR ;‘_’~~ 23
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GXTAN TR (108
10 B273. MMKpOBO.’lHOBbIII CneKTp M CTpyKTypa “¢Top-;

TpuOpomcHaana u Mernarpudpomcunana. Mitzlaff M.,
Holm R, Hartmann H. Mikrowellenspektrum Tnd |

S{rukTirvon Fluortribromsilan  und MethyltrlbromsllanI

«Z. Naturforsch.», 1968, 23a, Ne 11, 1819—1821 (uem.;i
pes. aumram) ' !
B nmnanasone 30—40 lzy nccacmoBanbsl  BpallaTenblibie
cnektput Moaekya SiFBry (I), CH3SiBrs (I1) u nx nao-x
TOmNY. pasHoBuanocteli no Br. Ofipeiencubl 3nauenus ppa-!
1areabloil nocrosmnoit By I MOCTOSIHHBIX LCHTPOGEKHOrO!
nckaxenust Dy uw Dyx. U3 3nauennit By npu npczmono;xe-l
mm,  uro Si—F=1,56, Si—C=1,90, C—H=1,093 A 1
ZHCH=109,35, omnpenenachsl  AJHHBI CBfI3H Si—Br="
—217I+0001 B I, 2,175%+0,001 A B II i Ban. yraa'
ABerBr-lll36+0 15 11 111 ,09+0,15° B II. Bapsep____
BIYTPCHHETO BpalUCHHsT TPYNMbI SlBI’3 V3~l kkaa/monv., -
M. P. AJIHCB

8 (1

S s K




Sifof
—sﬁc;%":"
Poernost -

iy

199

~<I07331b> Raman spectra of silicon fluorobromides. Dubois, !
Maric L.; ]

.3 Delhaye, Marie B.; Wallart, Francis (Lab. Spectrosc.
"Raman, Fac. Sci., Lille, Fr.). C. R. Acad. Sci., Ser. B 1969,

; 269(5), 260~2 (Fr). Si fluorobromides, prepd. by the reaction [__

of AlBr; and Na* or Ba?* fluorosilicates at 270°, were condensed |
in 2 fractions: 1 fraction at 20°, rich in SiBr, and SiBr;F; and .

. another fraction at —78°, rich in SiF:Brz and SiF;Br. ~By study- |

ing temp. dependence (room temp. to 77°K.) of the He-Ne !
i laser-excited Raman spectra, and by considering changes pre-
. dicted by symmetry changes on exchange of F'and Br atoms,
-assignment of the fundamental frequencies of each of the 4 ;
1 mols. was. accomplished without isolating the compds.-in pure |
FB1

‘form. :

C' H .‘/
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7923 |

40115,1275 | 5iFaBr . | 79
Ch, Ph, T, Ex~ 298484}

Credook Stephen,  Ebsworth EeAeVes

; Whiteford Re Alastairo Photoelectroﬁ ;'

spectra of some simple Llufjorosilaneso-

- "J, Cheme Soce. Dalton Trans.", 19739
N 22, 2401»2404 S0 (aurde)
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, . 7977
‘5:2 =~ jiz/_ 12 B235. KoneOarteabHble CNEKTPH! M CHJOBblE KOH-
“7o CTAHTHl MEPXJOPHPOBAHHBLIX H NepOPOMHPOBAHHBIX LHKJIO-
ﬂ,: cunanos. Hassler K, Kovar D, Hengge E.°
s 5/5 Schwingungsspektren und Kraftkonstanten. perchlorierter
/Z und perbromierter. Cyclosilane. «Spectrochim. actas, 1978, .
A34, Ne 12, 1199—1203 (nem.) . ;

Uccnenosannt HMK-cnektper B oGaact 50—700 cM—! u

cnektpot KP SisXyo (I) 1 SisXy2 (1) (X=Cl, Br). IIpo-

BCJACH pacueT qac'no-rq)u cunoBuix KoHerant I'u II ¢ me-

2 nosb3oBalHeM MOAHGHUIPOBAHHOIO  BaJIEHTHO-CHJIOBOTO
é‘((//.’ /fi‘t’,f noas. ' Cusnosble xoncrautnt csaseit (f) SiX u SiSi I u II
/ /  COTIOCTaBJCHBl C COOTB-UINMH CHJIOBBIMI KOHCTaHTaMH SiX,

7

(1) u Si;Xs (1V). IMokasano, uto f(SiX) u f(SiSi) B
I 1 Il yMeHbIAIOTCSI MO CPABHEHHIO C KOHCTAHTAMH JHCH-
ganos IV u 0CTAlOTCs NMPaKTHY. HCH3MCHHEIMH IIPH mepe-
xome ot I x II:  f(SiCl) (N/em)=3,11, 2,9, 2,6, 26;
f(SiBr) (N/em=245, 2,3, 22,225 8 III, IV, Iy I °

cootn., f(SiSi). (Nfem) =24, 2,2, 2,2 (a1s1 Xaopcunanos),
8 2,1, 1,85, 1,85 (aas Gpomcunanos) B IV, I u II, coor-
serergemo. - _E. B. Hasaposa

.19 /2
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ﬂ@% b 471203 MHKDPOBOAHOB b cmexTp,  cTpyKrypa, 7110-'

CTOAHHBIC KBajJPYNOJNbHON CBA3H M JAMNOABHBIN MOMEHT

MoJeKyanl GpoMTpHdTOpCHAaHA., Microwave spectrum,

structure, quadrupole coupling constants, and dipole

moment of bromotrifluorosilane. Cox A. Peter, Ewart.

lan C., Gayton Tim R. «J. Mol. Spectrosc.», 1987, 125,

Ne 1, 76—90 (anra.) ; : b

B nnanasonme 8—40 T'Ty mnccnenosanm MB-cnekrpur

'4eTHIpEX H30TOMHBIX Gopm monekyam SiF3Br. Hpnentudn-

UAHPOBAHE! JIMHHII BpallaTeJbHBIX NepeXonoB ¢ J<<I2 n-

ix kpagpynonbias CTC B ocHOBHOM  KomeGaTenbHom

COCTOSIHHH M B  MNeEpBbIX BO30YX/JIEHHHX COCTOSHHSIX

BBIDOXKICHHBIX KOMeGaHuit vs 1 .ve. Onpenenensl 3nauenis

BPAWATENbHBIX 'H KBAPTHUHBIX LEHTPOGEKHBLIX NOCTOSN-

) 'HBIX, @-NIOCTOAHHBIX [-YABOGHHS,  IOCTOSHHLIX KBajapy-
v[lﬂ ’ NoabHoOIt cBsAsH sipep 7Br (344 MTIu) u 8'Br (287 MIun) .
H JIHNOJBHOrO MOMeHTa (0835 en. He6as). as 28Si-

Fg®Br B,=1550,06 MI'u; D,=0,166, D;x=1,245 xTu;,

95=0,30, gs=1,17 MTI'u M. P. Anues-

ohlgss 15wy T '
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/987

7 B1349. MHKpPOBOJHOBLI CNEKTP, CTPYKTYpa, MOCTO-
sIHHBlE  KBaAPYNOJbHOrO B3aHMOMLEHACTBHS H  JHIOJBHBI,
moment Opomtpudropcuaana. Microwave spectrum, stru-
cture, quadrupole coupling constants, and dipole mo-
ment of bromotrifluorosilane. Cox A. P., Ewart I. C,,
Gayton T. R. «J. Mol. Spectrosc.», 1987, 125, Ne 1, 76—
90 (amra.) : '

Ha wrapkosckoM MukpososHoBoM (MB) cnekrpomerpe
¢ ucnosnpzosanueM PU—MB pBoiiHoro pe3oHanca B 00/
gactor 12—38 rlu H3MepeHH BpawmlaT. CIEKTPH 4 H30TO-
nuy. o6pasuoe Gpomrpudropcuaana 28SiF;Br, 2SiF;8Br,
0SiF,Br 1 9SiFS#'Br B ocnosnoM H AByX Bo3Byxaei-
HHX KoJcbar. .cocTosinnsaX. AHann3 MB-paHubX no3so-
JHJ  cYLICCTBEHHO YTOYHHTb 3HAUeHHS MOJEK. MNOCTOsIH-
HBIX, OnyOiHKOBaHHbIX paHee. CyLIECTBEHHO  YTOUHEHH
anavennss 7°Br- u 8!Br-saepHBIX KBaApyNOJbHEIX  IIOC-
Toaunux eQq=344,0(1) n 287,4(1) MTu, coors. On-
penenens MOJHEI AHMOAbHBIT MoMent pn=0,835(7)D n
ctpyktypunie  napamerpu 7 (SiBr)=2,1559(37) A,



r(SiF)=1 5591 (52) A, <FSiB=110 38(19)° <FSiF=
=108,55(19 Myp3m1

(,/_lk
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(35/::3 57/’}) Jacox Al E

7’: )& . 7:' /)/L(é/d’ ﬁ/%’é g,/é[’/??: /C@r/
b

) Jata, 1958, 17, ¥, Y60.
)




L4l |om 33719 /990
/é%'/me wies A,
| mepiong. Jehnderel H.,
gaHHoe Chom. Rev. 1990, 99,
VA, 34/-330.
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&'} St Sitts 199/

: 115: 377088 IR and Raman speeira of some bromodisilanes and
 jedogisilanes. Hessler, Ki; Poeuchl, M. - (Inst. Anorg. Chem., T. U.

Graz, A-8010 Graz, Austria). Spcctrechim. Acta, Part A 1991,

ATA(3-4), 439-44 (Ger). IR and Ramen spectra of the disilanes,

X3SiSiHa, X.HSiSiHX2 (X = Br, I) end IH2SiSiH2l and their;

/(/é _ /Z /2 —.dzutersted derivs. are reported and assigned. The mensured H/D |

‘icotope shifts were used for a normal coordinate anal. pmip §
Maf- U YL,

A 199, 1S Y
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X. /991, N3]

Iy 35 9853 199/

¥ 24 51343.  Uudpakpacuwiii CNCKTP BLICOKOro paspelue-,
uus H3Si™Br B o6aact or 21 no 233 cm-l. dyunamen-,
TagabHble HAacTOTHl v; W vy The high-resolution infrared
spectrum of H,Si™Br from 2100 to 2330 cm=!. The v
and v/ fundamentals / Lattanzi F., di Lauro C., Biir-'
ger H. /| Mol. Phys.— 1991.— 72, Ne 3.— C. 575—5992.

— Aura.
Hceeaenosan ¢ypoe-MK-cnekrp  Bricokoro paspeuenus
HBSi™Br_r o6Jactin ¢yHAaMCHTANBHEIX N0JI0C Vi H vy

“(2T=233 cyM~!). B cnextpe naGmopancs psig anrapmo-

1. pesonancos. OTMCUCHO HANHUHC HCCKOJABKHX CHIIbHSIX
Koze0aTe blio-BpalaT. BO3MyIIeHHil, 0cOGCHHO B 06.1acTH
nn3kix 3navennit K. OGbsacHeHB HCK-PHE aHOMaJHK Bpa-:
mart. cTpyKtypnl cnextpa. C nomoubio MHK ¢ menons-!
30BaHHEM HTCPALl. MPOUCAYPH HAllACHbl 3HAYCHHs KoJsieGa-i
JCJbHO-BPAlLAT. MapaMeTpoB. B. C. AsepGyx
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Xgﬁfaﬁ’/yz) Ks Je o X | /9494
Yoty 7

1N0: 230246k Vibratlonal spectra and normal coordinate nnuulyui-
of penta- and tetruhalodisilancs X;SISINXz and XsSISiHaX, X
= Br and L. Hamler, K. (Inst. Anorg. Chem,, ‘I'U, A-8010 Graz,
Auntrin).  Spectrochim, Acta, Part A 1994, HOA(), 243-9 (Gor).
The M and Ruman vibrational spectra of the titlo compds. wero

2 2/ measured and ansigned with the aid of normal coordinate analyses.
\) J~ ) ' SiSi-force consta. woro calcd.  Thoy increase with increasing
oloctronepativity of the halogen X.

mi./wc/ﬂ(-;? j’zfzfc#l@ Je Lo 32 Y
EZ N/g‘ |
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4 49)

F: Si-H-Br

P23

145167. CHMMCTPHYHO ~ 3aMELUCHHBIC CHIaHB! (XH[2]C)[2]SiH[2],
(XH[2]C)[2]SiX[2], (X[2]HC)[2]SiH[2] i (X[2]HC)[2]SiX[2] ¢ X=F, CI, uau Br.
Kondopmaumonisie JHeprid, CTPyKTYpa H TOPCHOHHBIE CHJIOBBIC NOCTOSHHEIC,
nonyueHHble MCTOJOM Monekynaphoii Mmexanmku. Symmetrically substituted
silanes:  (XH[2]C)[2]SiH[2], (XH[2]C)[2]SiX[2], (X[2]HC)[2]SiH[2] and

" (X[2JHO)[2JSiX[2] with X=F, Cl o Br. Conformational energics, structures -
and torsional force constants obtained by molecular-mechanics calculations /
Johansen Tore H., Stolevik Reidar [Journal of Molecular Structure] // J. Mol.

Struct. - 1995. - 372, N 2 - 3. - C. 275-284. - Auru.
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F: Si3H2Br6
P:3
14B168. 1,1,1,3,3,3-T'ekcabpomtpiicinai. Crpyktypa 11 Kondopmaus,

ONpCACACHHBIC MCTOAAMH ra3oBoii anekTponorpadumi, koneGatenshofi -

CTCKTPOCKOMHH, a TAIOKE C HCMONL30BAHHEM PACHCTOB HEIMMHPHYCCKIM
MetonoM MO M METONOM  MOACKYAAPHON  MeXaHHKH. 1,1,1,3,3,3-
Hexabromotrisilane: Structure and conformation determined by gas-phase
electron diffraction, ab initio molecular orbital and molecular mechanics
calculations, and vibrational spectroscopy / Johansen Tore H., Hagen
Kolbjorn, Stolevik Reidar, Emst Margot, Hassler Karl [Journal of Molecular
Structure] // J. Mol. Struct. - 1995.-372,N2 - 3. - C. 161-172. - Aurn.
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124: 98233e The 1,1,1,3,3,3-Hexabromotrisilane: structure and
conformation determined by gas—phase electron diffraction, ab
initio molecular orbital and molecular mechanics calculations,
and vibrational spectroscopy. Johansen, Tore H.; Hagen, Kolbjorn;
Stolevik, Reidar; Ernst, Margot; Hassler, Karl (Department of Chem-
istry, AVH, University of Trondheim, N=7055 Trondheim, Norway). J.
Mol. Struct. 1995, 372(2-3), 161-72 (Eng). The mol. structure of
1,1,1,3,3,3~hexabromotrisilane at 140°C was studied using gas—phase.
electron diffraction. The two SiBrs groups are both staggered relative'
to the central SiH, group, but a twist of about 13° of the SiBry groups’

‘relative to the exactly staggered position reduces the symmetry to C,.

From the vibrational spectra a distinction between CyorC,, symmetry.
is possible, and point group C,, can be ruled out by arguments based on
the selection rules. Bond lengths (r,) and valence angles (£,) are: /(Si~'
Si) = 2.344(18)A, HSi-Br) = 2.205(4)A £SiSiSi = 112.%19)°, £(BrSiBr)'
= 109.6(6)° (av. BrSiBr angle), and £(SiSiBr) = 109.3(6)° (av. SiSiBr
angle). Error limits are given as 20 where o includes ests. of uncertain.- .
ties in voltage/height measurements and correlation in the exptl. data."
The IR and Raman vibrational spectra are assigned using normal ,
coordinate calcns. as well as ab initio calcns.; harmonic force consts. are
reported. In addn. mol. mechanics and ab initio (RHF/SBK and RHF/
STO-3G) calens, were performed to assist the structural anal. and to
compare with the diffraction results. .

C. A4 1996, 12, 108
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126: 3225598 Millimeter—wave and high resqlution infx"m'efi
spectra of D,SiBr. Buerger, H.; Cosleou, J.; Qemmson, J.; Mkadmi,
E. B.; Paplewski, M. (Anorganische Chemie, Umv.—Gesamt.hochschu}Ie
Wuppertal, D-42097 Wuppertal, Germany). J. Mol. Spectrosc. 1997,
182(1), 205—214 (Eng), Academic. The mm—wave (mmw) spectra of D3-
‘Si?Br and D,Si8!Br in the vibrational ground state were recorded at
150-650 GHz. The mmw spectra of D3Si??Br in the v; = 1 and v¢ = lf
states were studied in some limited spectral ranges. FTIR spectra of. :

monoisotopic D3Si??Br covering the bands va(a;, 418.650 cm™?), (e,
) 464.254 cm™1), vs(e, 685.367 cm~1), and va(a;, 686.373 cm~1) were
M W}recorded with resolns. of (2.5-3.5) x 10~3 cm=1, J-dependent ground
state parameters up to sextic terms were detd. from the mmw spectra,
and A, =1,.425263(12) cm™? for D,Si;oBr was derived from fits of several
(Ak = Al) = %3 interactions obsd. in the vo/vs band system. While vy
and vg interact weakly by Coriolis x, y resonance, the Coriolis resonance
of the almost degenerate v, and vg bands (~6000 IR lines) supplemented
by mmw data and of the v, and vs bands (~8000 lines) were obtained
with root—mean-square deviations of 0.28 and 0.37 x 10-3 cm~! for the

IR data. Some h@ands of v3 were detected and analyzed.

C.A. 1997, Lo, #3Y
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127:363628c Detection of a new halosilylene, SiFCI, by micro-:
wave spectroscopy. Fujitake, Masaharu; Hirota, Eizi (The Institute
for Molecular Science, Okazaki, Japan 444). J. Mol. Struct. 1997, 413-.
414, 21-30 (Eng), Elsevier. The rotational spectrum of SiFCl in the:
ground vibronic state was obsd. at 340-356 GHz. The anal. of the obsd.!
spectrum, which consisted of both a—type and b-type transitions, yielded

/ﬁ ﬁa [)W ) rotational consts. and centrifugal distortion consts. of the 33Cl and 37Cl.
// isotopic species in the ground state. The harmonic force field of SiFCl

Wl/{ / w was derived from the centrifugal distortion consts. and the inertial defects;
7 / detd. for both isotopic species and was used to calc. the vibrational,
W frequencies of the mol. The av. structure in the ground vibrational state
/Z,MW is ruSi—F) = 15960 A, r(Si-CD = 2.0714 A, 0,(F-Si-C) = 100.85°
and or,(Si—Cl) [?5C1-77Cl difference] = 0.000065 A by using the obsd.

rotational consts. and the harmonic force field derived. I
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F: HBrSi2

PE 3

132:127981 Effect of substituents on the

structure and stability of the disilyne isomers.
Bei, Yi-Ling; Feng, Sheng-Yu Department of

Chemistry, Shandong University Jinan 250100,
Peop. Rep. China Huaxue Xuebao, 57(12),
© 1306-

1312 (Chinese) 1999 The 6-31G** level of quantum:
chem. ab initio calcns. was used in the theor.
research on the structure and stability of

C- R R0, 73R



substituted disilynes a their isomers HYSi2 and
Y28i2 (Y = F, Cl, Br, Li). The effect of substit
on the stability of various isomers, esp. that of
Si-Si bond, is discusse detail. The results show -
that among various substituted disilyne isomers
disilenylidene structures and double-bridged .
structures have the lowest e and can be exptl.
detectable, while the classical linear structures
have energy and are thus unstable.
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F: Br2Si2
P: 3
132:127981 Effect of substituents on the
structure and stability of the disilyne isomers.
Bei, Yi-Ling; Feng, Sheng-Yu Department of.

Chemistry, Shandong University Jinan 250100,
Peop. Rep. China Huaxue Xuebao, 57(12),
1306-

1312 (Chinese) 1999 The 6-31G** level of quantum
chem. ab initio calens. was used in the theor..

C.ARos0, 732



research on the structure and stability of
substituted disilynes a their isomers HYSi2 and
y28i2 (Y = F, Cl, Br, Li). The effect of substit
on the stability of various isomers, esp. that of
si-Si bond, is discusse detail. The results show
that among various substituted disilyne isomers
disilenylidene structures and double-bridged
structures have the lowest e and can be exptl.
detectable, while the classical linear structures
have energy and are thus unstable.



F: Si2Bré6 .
P: 3\131:65144 Studies on vibrational spectra and
normal coordinate analysis of hexabromodisilane.

Xu, Xue-Jun; Xue, Ying; Xie, Dai-Qian; Yan,
Guo-Sen (Dep. Chem., Sichuan Univ., Chengdu 610064,
Peop. Rep. China). Gaodeng Xuexiao Huaxue Xuebao,
20(6), 941-944 (Chinese) 1999 The optimized
geometries, IR intensities, Raman activities and
fundamental vibrational frequencies and PEDs are
reported for D3d symmetr of Si2Br8 using HF/6-31G
and B3LYP/6-31G method. The predicted value of Si-

Si torsional vibrational frequency is given. A

7999



normal coordinate anal was carried out and HF force
field is scaled with scale factor of 0.9 pertinent
to all vibrational modes. The av. error between
the predicted frequencies obtained from HF/6-31G
SQM force field and the obsd. fundamental
vibrational frequencies is 9.4 cm-1; the av. error
between th predicted value from unrefined DFT force
field and the obsd. result is 8. cm-1. The
fundamental vibrational frequencies obtained from
DFT calcn. with B3LYP/6-31G.bul. are in good
agreement with the exptl. results.
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if *134: 170314h Observation of different ionic state of San pho-
toelectron spectroscopxc ‘and theorétical ‘studies. "Sun, Zhéng;

Zheng, Shi-jun;’ Wang, Dxan—xun (State Key. Lab. ‘for Structural

Chemistry of Unstable and 'Stable Species, Institutes of Chemistry,

Chinese Academy of Sciences, Beijing, Peop Rep. China 100080). . Hua:

xue Xuebao 2000, 58(12), 1645—1648 (Ch),’ Kexue Chubanshe. The Pho-

toelectron’ Spectroscopy (PES) and dlﬂ'erent ionic state of SiBr, were

OZ p? reported "The ionic states of SiBr,* are X 2T,, A 2Ty, B 2E, C 2T; resp:
/7 The adiabatic ionization potential of the compd. is X ""I‘z —X1A) =
o? 10.532 eV. "A frequency of 450 + 30 cm~1 was obsd. in the PES band of

X 2T, ionic state. The assxgnment of the PE spectrum was perfo"med

j OZ with the help of. theor. calcns. and band_ characters. Obvious spin=
orbital coupling split was obsd. in X 2T2 and A 2T, statés, and the

splitting space are 0.27 and 0.53 eV. The comparison of different calens.

shows that the outer valence Green's function method gives good results

\'7/ in ionization ‘potential calcns .‘;“_;‘.‘ A g
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