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‘Delfosse J.M. I
Nature 1936, 137, 868 !

'"Raman spectra of "heavy" larsine,
silicochloroform and 51llcobromoform"

C.A., 1936, 4980
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SiDBCl ( mol.str.)

Bak B., Bruhn J., Rastrup-Andersen J.
Je.Chem.Phys., 1953, 21: N 4,
753-4
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SiDzC1, SiHsF, SiDgt ( 3

Andersen T. A., Bak B.
Acta chem.scand., 195+,'[, N 5,

738~-T43
Infrared ...
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'§%93q1, SlDSF ( mol.str. )

Back B., Bruhn J., Réstrup~Andersen
Acta Chem.Scand., 1954, 8, 367-73 -
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SiH.J; SiD'BF;

M759
SiH3; SiHBC‘l; SiHBBr;

3
SiDg1; SiDgEm 8Dy () )
Bald D.F., Buttler M.J., McKean D.C.
Spectrochim.Acta, 1965, 21 ) N 3, 451-64

3 Frequenc; shifts from gasse.
PX,1966,2 101 @ orige
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CHzF', CD5F, SiH,F, SiD;F( skt s, ")

X= F, Cl1,Br, J, CH3C1, CD5Cl,SiH;Cl,SiD q},
CHBBr, CD3Br’ SiHBBr, SiHBJ, SiDBJ, SiDsBr,
CHBJ, CDBJ
Pulay P., Torok F.
hctn Chim, Acad.Sci.llung. 1966, 47(3),
273-9

Paraléner form of matrix F. II Aqslgnment
with tha ald the pavamaier form ( short

communication ) T

_  CA.,1966, 65, N 2,1397g
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HySe2 ddd
3 37 ) 12 1491.  KonebGaTeabHble CNEKTPbl M CHJAOBble NMOCTOSIH=
S' w Hble CHMMETPHYHBIX BOJYKOB: BpAalATeJbHbIl aHAJAN3 MOJOC
//3 L v2 M 2v3 moaekya H,Si%Cl u H;Si*’Cl. Vibrational spectra
and force constanfs of symmeélric tops: rotational analysis

of v3 and 2v; of HsSi®Cl and HsSi¥Cl. Biirger H.,

. L. Cichon J, Dobos S, Eujen R., Schulz P.,

L UU. / Ruoff H. «J. Mol. Spectrosc.», 1981, 86, Ne 2, 298—309

) ) (anra.)

C nomoupio (ypbe-CeKTPOMETPa HCCMC0BAHEl CHCKTPLL

HK-nornowmennst H3SiCl B rasooGpasmnoit ¢ase B oGaacti
Kosie6aTeJbHO-BPallaTebHBIX MOJOC V3 I 2vi. (550 u

1100 cm~'). Msmepenusi npoBeleHBl ¢ paspeluenien

0,04 cm—! Ha o6pa3uax ecCTCCTBEHHOro €OCTaBa H ‘06pa3-

nax, o6orauiennbix usoronom ¥Cl. OGHapysKensl «ropsuies

IOJIOCH, OGYCJIOBJCHHBIC MEPeXONAMH C BO36YKACHHBIX KO-

neGaTe/bHbIX YPOBHEIl V3 H Vg, & TaKXKe TOHKAsA CTPYKTypa,

cssizannas ¢ usoronamu *Si, ¥Si, 2§i, 3C| y IC[ Onpe-

JeJeHbl 3HAUCHHS MOJIEKYJIADHLIX BPAlATENbHLIX MOCTOSH~

HBIX. ok -

R /98 /18, e
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/ 97: 30621y Spectroscopic properties of chlorosilanes. Dernova”
V.S.; Kovalev, I. F. (USSR). :Spektroskopich. Svoistva Soedin,
Elementov 1V B Gruppy, Saratov 1981, 3-10 (Russ). From
Ref. Zh., Khim. 1982, Abstr. No. 8B212. Title only translated.
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9 1503. Peakuuu aromoB Kucaopona c SiHCI; B TBep-
mom aprone. MK-cmextp SiCl;OH. Oxygen atom reac-
tions with SiHCI; in solid argon: the infrared spectrum
of SiClOH. Shirk Amy E:; Shirk James S. «J.
Mol. Spectrosc.», 1982, -92, Nz 1, 218—228 (anr1.) |

[Toka3aHo, YTO OQCHOBHLIN . MPOAYKTOM peakuuit  npi
Vd-doronnze (Mamyuenmesr pTyTHON JammLy) cmect Si-
HCl3/O; 11 BY®-otonnse (uamyueinem Hg-namns) cmecn
SiHCl3/O, B Ar-watpuue sasiercst SiCl;OH. TTonyuennt
UK-crekTpyl HOPMaJbHLIX 1 H30TON3aMeUICHHBIX MOJCKYJ

SiCl;OH, w nocTpoTHT ehnoc ciuesoe mose.

. /984, /& Y




kyast SiCl;OH aas momean cummerpun C, H 06061ieHHO-
ro BaJieHTHOro cujoBoro moast. Chenan BHBOA,  YTO
SiCl30H saBasietcst raaBHOH BOMOPOJCOACPZKALUCH MNpIIMe-
coio. B SiCly B npoueccc H3rOTOBJICHHSI ONTHY. BOJIOKHA.
A. H. Kypcknit,
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" 99: 166165b High vibrational overtones in trichlorosilane and
dichlorosilane. - Bernheim, R. A; Lampe, F. W.; O'Keefe, J. F.;
Qualey, J. R., III (152 Davey Laboratory, Pennsylvania State Univ.,
University Park, PA 16802'USA). Chem. Phys. Lett. 1983, 100(1),
45-50  (IZng). The absorption spectra at 12,000-18,000 cm-! wero
recorded for gaseous SiHCly and SiH2Cl2 by using intracavity
photoacoustic detection and dye lasers. The obsd. transitions
correspond to the Av = 6, 7, 8 and 9 overtones of the Si-H stretch
and are adequately interpreted in terms of a local mode description
-of the vibration. - ; . B ‘

ﬁ@ fé‘%ﬁz

@. A 1983, 59,nd0
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9'B4629. Kunernueckoe M TepMOAHHAMHYECKOE HCCJEA0-
HHE XHMHMYECKOro ocamJeHuss  u3 mapoBoit ¢a3bl M M3
nhasmbl B cucreme SiClyH, Reaktionskinetische und ther-
odynamische Untersuchungen  zur Mederdruck- und
Plasma-CVD aus dem System  SiCly/H,. Klaus M,
Hecht G., Cebulla H., W¢imantel Chr. «Beitr. 8. Tag.
Hochvac., Grenzilichen/Diinne Schichten, Dresden, 5—7
Mirz, 1984. Bd 2». S. 1, s. a,, 311—314 (uem.) ;
- TlpoBenensl TepMOAHHAMHY. v MH
SiCl4+-H, npit<t-pe 1000 K (C/H=
(CIYH=UDOT). B Ananasone aasn. 10%+10° ITa. Hauwm
‘paBnoBectble KOHL-ni_Ho, Si iHCls—SiH,Cl;, SiH;Cl,
SiH,, SiCl3SiCl;, SiCl, Cl. IlpuBeacHbl 3KCNCPHMEHTHl NO
noayyenuio I11 amopd. kpemuus B cicreme SiClg+3,5% H,
npu aasa. 1,33 xIla B BU-paspsage u Ges nero. Mamepenn
ckopocTH pocta Ila B TaKHX YCJNOBHAX H MOJNYYeHH MX 3a-
pucumocti ot T-pH. [lpoBesacHo cpaBueHHe C pacueToM.
- _I0. A. JleGeaes

(X'/ygé/l_-?) a4



Jzﬁy %ZZXGJBW " MK-aazepHas (OTOXHMHA CMeCH SlH4——HCl
Inirared laser “photochemistry ol SiFL—HCI—Tmixtares.

Moore C. B, Biedrzycki J, Lampe F. W. «J.
Amer. Chem. Soc», 1984, 106, Ne 25 7761—7765 (amurur.)
B 1uanasonax AasacHiuii razos 28—60 Top u 1-p 295—
"-414 K usyueno cdotoxumuy. nosesenne cmecu SiH; ¢ HCI
~ mon neiicteuem HK-nsnyuenns nasepa na COz (Aposs.=
=10,6 mkM). B kauectBe rasoo0pa3HblX NpPOAYKTOB ¢o-
Tonu3a Takoif cHcreMmbl oOHapyxeusl Ho, SisHs, SiH;Cl,
SiH.Cl, n SiHCl;, a Ttakxe caexst SigHg u Si;HsCl. ®o-
troaus cmecH SiH—HCI npuBoaun Taxkxke K oGpasoBaHHIO
TBepAblx (oronponyktos, coaepxamux Si, H u Cl. Pac-
CMOTpPEHBl BO3MOXKHBIE MCXAHH3MBL cporo.nnaa cMecH. [Tpea-
[0/I0KEeHO, YTO ero nepBHYHOIl peakuueii sBasiercst ¢oro-
pasnoxenne SiHy na SiH, u H, 3a. Kotopuiv caeayer
KoHkypupyouee B3aumopeiicrsue SiHy u HCI ¢ \10:1e|\y-
aamu SiH, BuGr. 23. ] T. A

b 1985 /8 w6
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s At P & ’
ot ) : /693
G}Lpa'//f (% O . ‘ & J'/b ‘
112 189469w  Vibrational specira in the »(silicon-hydrogen) :
and #(8il)) regiona of chloro und bromodisilanes ard ab initio

geometry studies of chloroethane, chlorodisilane and dichloro=
disilane. McKean, D. C.; McPhail, A. L.: Edwards, H. G. M.;

Lewis, I. R.; Mastryukov, V. S.; Boggs. J. E. (Dep. Chem., Univ.:

Aberdeen, Aberdeen, UK AB9 2UE). Spectrochim. Acta, Part A

1993, 49A(8), 1079-94 (Eng). IR measurements in the gas phase are’

reported for the »(SiH) and r(SiD) regions of Si;HsX, Si:DsX,

1.1-Si:H«X2 and 1,1-Si:D(X2 species where X = Cl. Br. Incomplete

3 Raman data were also obtained. All three possible isolated SiH
(M) stretching frequencies are obsd. in the spectra of the Si:D«X1 sarples

but only two from the Si:DsX ones. The missing »*(SiH) values are
obtained by use of the frequency sum rule, and by harmonic local
mode force field treatments of all the available »(SiH) and »(SiD)
data, using a procedure previously, tested on disilane. Ab initio,
1 calens. of the geometries of C:HsCl. Si:HsCl and 1.1-SizH.Clz using|
the 6-31G* basis set are reported. Trends in ro(CH) or r.(SiH) values!
reflect trends in »+(CH) or »(SiH) ones. The alpha, trans and:

D ki b




gauche effects of halogen are similar in CH and SiH. compds.,’
although smaller in the latter. In both cases, ab initio calcns. predict:
larger effects than are obsd. in the spectra, esp. for the a effect of
halogen. A kinetic isotope effect in the halogenation of disilane may-
occur. Reassignment of earlier spectra of disilyl iodide species is
proposed. ] ]
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Sara N, Decwern M.

L B ' et @l . |
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S94S

| F:Si-H-Cl

P:3

145167.  Cummetpuuno  3amewennsie  cumansl  (XH[2]C)[2]SiH[2],
(XH[2]C)[2]SiX[2], (X[2]JHO)[2]SiH[2] u (X[2]HC)[2]SiX[2] ¢ X=F, Cl, umu Br.

'

Koucbopmauuommc SHCPrHH, CTPYKTYpa H TOPCHOHHBIC CHJIOBBIC MOCTOSHHEIE, .

TNONy4CHHBIC METONOM MONEKyasaphHoii mexanukit. Symmetrically substituted

silanes:  (XH[2]C)[2]SiH[2], (XH[2]C)[2]SiX[2], (X[2]HC)[2]SiH[2] and'
(X[2]HC)[2]SiX[2] with X=F, ClI or Br. Conformational energies, structures and :
torsional force constants obtained by molccular-mechanics calculations / Johansen '
Tore H., Stolevik Reidar [Journal of Molecular Structure] // J. Mol. Struct. - 1995. -

372,N2-3.-C. 275-284. - Aurn.

P 1977
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@1951233. MNK-creKTpH IOTJIOINEHMA M CIIeK-
Tphl KOMOMHALMOHHOTO PpacCesHMs MOHOXJIOp- M
MOHOGPOMAMCUIIAHOB, MacmiTa6UupOBaHHOE He3IM-
nupudecKoe CHIIOBOE Iojie, MHTEHCUBHOCTH, aToM-
‘Hble NOJIAPHEIE TEeH30PHI M 3¢ ¢deKTUBHEIE 3apPAALI
s SioHsCl. Infrared and Raman spectra of monochloro-
and Tmomobromodisilanes, a scaled ab initio force field,
intensities, atomic BOIM tensors and effective charges for

M1 GSieCl ' McKean D, C., McPhail A. L., Edwards H.G. M,,
! D2 sy R Murphy W. F., Mastryukov V. S., Boggs J. E.
[A/ Spectrochim. acta. A.— 1995.— 51, Ne 2.— C. 215-235.—

HTJI.

Uccnenosanst MK-creXTphl NOTJIOMIEHNA 3 CIEKTPH KP

SigHsCl (I), SigDsCl (II), SigHsBI (III)‘ I SizDsBr (IV),

B .

X./99% N 19



ans I nposenens: namepenus a6e. uHTeHcuBHOCTelt MK-nosoc.
Ilpennoxena unrepnperaunus cnextpos I—IV, unentuduun-
POBaHE! QyHNaMeHTaIbHble KONe6anMs, cocTaBHAIE NOTOCK! b
obepTonnl. Bumoanen mesmmupuy. KBaHTOBO-MEXaHHY. pac-
veT a11 I ma Teop. yposue XP/6-31TD*, ONTHMM3NPOBaHa
'TEOMETPHS M paccyMTaHO TapMOHHNY. cuioBoe none. C ucnosns-
3oBaHMeM naHHMX nna II, a Takxke Brmovenmem CNeKTpaib-
HBIX NanHEIX 13 koneGammit v(SiH) nas III—IV paccunran
Habop u3 14 MacuTabupylommx MHOXMHTeNel, 06CyKIeHnl
PasINuMA MeXIy MepBOHAYAIBHBIMM M MacLITabMpOBaHHEI-
‘MM pe3yJbTaTaMM. I'. M. Kypamuuna



. /9G8
Ld b‘ 422: 199817n Infrared and Raman spectra of monochloro- and

monobromodisilanes, a scaled ab initio force field, intensities,

) atomic polar tensors and effective charges for SisH;Cl. McKean,"

5 - D. C.; McPhail, A. L.; Edwards, H. G. M.; Lewis, I. R.; Murphy,
éd" 7 _'5 W. F.; Mastryukov, V. S.; Boggs, J. E. (Chem. Dep., Aberdeen
Univ., Aberdeen, UK AB9 2UE). Spectrochim. Acta, Part A 1995,

51A(2), 215-35 (Enﬁ). IR and man spectra are reported for

SizHsCl, SizDsCl, Si;HsBr and SizDsBr. These include approx. IR

.intensities for SizHsCl. All the fundamentals of the chloro com s.,

except the torsion, are securely assigned, and nearly all those of the

bromo ones. The force field and spectral intensities of Si;HsCl were

’ calcd. ab initio using a 6-31G* basis set, and the force field scaled to

) ' : fit the do, ds and VsSiH data, using 14 independent scale factors.
2 > Significant changes in normal coordinate occu& on scaling. The SiH

/; 11 ) stretching part of this force field agrees well with an earlier harmonic

/ ‘local mode force field, although differences occur in the normal

Y A coordinates. The 6-31G* at. polar tensors for the H and Cl atoms
Mﬂ(/(’ ¢ M[‘/}! " ) indicate that the dipole derivs. for the SiH and SiCl tonds lie close
) . to the bond directions. Both H and Cl atoms behave as if neg.
/ charged in all motions. Comparisons of vSiH intensities and

r  frequencies, effective charges and Mulliken at. charges are made

/- across the series SiH(-Si;Hs-SizHsCl. These identify significant

& effects by Cl on the gauche SiH bond, but vithe trans

C.H.1995 BT § 6. Siikshy Jiadsbe




Sig vl

/995

124: 130090u Infrared and Raman spectra of l;l—dichlorodisi-

{ 7
jLX ﬁy Ly/é‘ lane species: a scaled ab initio force field, atomic polar tensors,

dipole derivatives and atomic charges. M

cKean, D. C.; Edwards,

H.G.M.; Lewis, I.R;; Murphy, W. F.; Mastryukov, Vladimir S.; Boggs,
James E. (Chemistry Dep., Univ. Edinburgh, Edinburgh, UK EH9 3JJ).
Spectrochim. Acta, Part A 1995, 51A(13), 2237-47 (Eng). IR and Ra-
man spectra are reported for 1,1-Si,H,Cl, and 1,1-Si,D,Cl,. All
. fundamentals except the silyl torsion are firmly assigned. A scaled ab
initio force field is calcd. at the HF/6-31G” level, embodying eleven scale

S

bonds gauche to Cl become more po

height.

oA 1996, 129 N /o

effects on SiH bonds of Cl substitution found earlier in Si,HsCl. SiH
lar (SiH-), while those in trans
positions remain unaffected. Torsional structure obsd. in the ¥SiH region
may permit the anal. of torsional levels and provide an est. of barrier

// 67 K /0 factors. Caled. IR and Raman intensities, at. polar tensors, King efTec-
M \ ) tive and Mulliken at. charges are all listed. These confirm the a and f
f/ 7 %
7
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124: 245203a SiH stxetchm; frequcncnos in chlorodisilanes and
(ab initio calculations of geometry, stretching frequency, vibra-
tional intensity and Mulliken and King effective atomic charges.
McKean, D. C.; Palmer, M. H.; Guest, M. F. (Department of Chemistry,
University of Edinburgh, West Mairns Road, Edinburgh, UK EH9 3JJ).
J. Mol. Struct. 1996, 376, 283-303 (Eng). IR frequencies in the vSiH
region obsd. in mixts. of chlorodisilanes are assigned by the joint use of
substituent effects, detd. earlier in Si,HsCl and 1,1-Si;H,Cl,, and ab
initio calens. for 1,2-Si;H,Cl;, 1,1,2-Si,H,Cl; and SiH,SiCl,, which
together with 1,1,2,2-Si,H,Cl, were identified as being present. vSiH
frequencies for all the staggered conformers are predicted using harmonie
local mode theory. Ab initio geometries were obtained for the >3 com-
pds. at the HF/6-31G" level. and for both conformers of 1,2-Si,H,Cl,
at HF/tzvp and MP2/tzvp levels. Alpha or gauche Cl substitution
shortens both SiH and SiCl bonds, the former reflecting vSiH changes.
Trans Cl substitution shortens SiCl bonds slightly, but has no effect on
SiH bonds. _The local mode behavior of +SiH vibrations extends to both
IR and Raman intensities. Ab initio—based at. polar tensors are used
to obtain dipole denws dy/dr, for the SiH and SiCl bonds and King
effective at. charges, £, for all atoms. The changes in the latter are
compared with changes in the Mulliken at. charges and a close connec-
/&ion is found in the case of gauche Cl substitutien.



. M { 124:245204b Abinitio calculations of vibrational properties and.
' ¢ L7, conformer stabilities in 1,2-Si;H Cl, 1,12-Si;H,Cl; and 1,1,1-
Si;H,Cl;, and comparisons with observed infrared and Raman

spectra. McKean, D. C.; Palmer, M. H.; Edwards, H. G. M.; Lewis, I.

" L /5’ R.; Guest, M. F. (Chemistry Department, University of Edinburgh, West
. JZ Mains Road, Edindurgh, UK EH9 2J3). J. 2fol. Struct. 19986, 376, 305—
/ 153 (Nag). -Ab initis calens. of vibration freq:encies 2nd intensities were.

' J made for 1,2-Si,H,Cl, (conformers 12G, 127), 1,1,2-Si,H,Cl; (conform-
4/ 75 112Cs. 112C,) and 1,1.1-Si,H,Cl, (111, 2t an HF/6=31G" level,
J - / n ¥neigies and zbundances of both conformers were obtained for 12 and
p/ ,/) ‘11% at this level, and for 12 also at HF/tzvp, MP2/6-31G* and MPY
/av// J’ Vy tz.p levels. Similar energies are also reported for §,2-Si,H,F. at HF/

v 3--21G2and HF/tavp levels.- A simple method of scaling the HF/6-31G*.
frequencies permits assignment of a no. of bands obsd. in the IR and

: haman spectra of 1,2-Si,H,Cl,, and of a few in IR spectra of 112 and
WW’ 1il. Positions of unchserved bands are predicted to within an expected
accuracy of =10 cru~?. The T cenformer is slightly 1 2. stable thun the

L. G 1 in both 1,2—-dizalore and 1,2—diflucre cowrpiz., unlike the situation

[l! L M 'ZLLp in the corresponding haloethanes. However, the relative stability of the
. P 12G and 12T conformers is sormewhat sensitive to basis set and level of
/Lﬂl/lfﬂ? treatrient. The best est. for the abundance X' G. ¢f 12G is =0.6, in rough

agreement with obsd. spectra. For the 112C, cenformer, an HF/6-31G*

f /4 /?fé‘/ ﬂ% ,g/a.]S?f\'cs X(Cy) =0.9, a Likely upper limit. )

i
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128: 119829d Ab Initio Molecular Orbital Study of the Thermo- '
/chcmistry and Reactions of the Chlorinated Disilenes and Their °
Isomers (SioH.Cl,_,). Swihart, Mark T.; Carr, Robert W. (Depart-
ment of Chemical Engineering and Materials Science, University of Min- !

nesota, Minneapolis, MN 55455 USA). J. Phys. Chem. A 1998, 102(4), : .

785-792 (Eng), American Chemical Society. Structures, vibrational ’

/)
frequencies, and energies for the chlorinated disilenes, their dibridged (./7

isomers, and the transition states connecting the chlorinated disilenes |
to the corresponding silylsilylenes are presented. Geometries and -
frequencies were obtained at the MP2/6-31G(d,p) level, and energetics :
were caled. at the G2, G2(MP2), MP4/6-31+G(2df,p), and/or MP2/6— .
31+G(2df,p) levels of theory, depending on the no. of chlorine atoms in .
the mol. The silylsilylene isomer with the structure H,Cl;_,SiSiCl was :
found to be lowest in energy for all of the chlorinated compds. The"
dibridged structures are all significantly higher in energy than the silyl- |
silylene and disilene structures. Barriers for isomerization by H transfer .
and Cl transfer ranged from 5-18 kcal/mol and 9-23 kcal/mol above the -
disilene, resp. Energies along paths for decompn. of the chlorinated !
disilenes to pairs of silylenes are presented, confirming that the reverse

reactions are barrierless. Finally, energetics of various decompn. products !
of the Si»H,Cly_n compds. are considered. It is shown that for the spe- -
cies with two or more chlorines, decompn. to a pair of silylenes should

be the dominant reaction path based on the energetics of competing !
paths. The isomerization barriers are much smaller than decompn. bar- |
riers, so the isomerization reactions will be fast compared to decompn. !
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131:248508 1,1,2,2-Tetrachlorodisilane (C1l2HSi-
SiHC12): molecular structu conformation and torsional
potential as determined by gas-phase electron
diffraction, vibrational spectroscopic data and ab
initio molecular orbit calculations. Johansen, T. H,:

Hagen, K.; Stolevik, R. NTNU, Department o
Chemistry, Norwegian  University of Science and
Technology Trondheim N-703 Norway J. Mol. Struct.,
485-486, 121-133 (English) 1999 The mol.

structure, conformational compn. and torsional potential
of 1,1,2,2-tetrachlorodisilane (TCDS), Cl2HSi-SiHC12,
were studied using gas electron diffraction (GED) data
~at 23.degree.C, together with earlier rec spectroscopic
data and normal coordinate and ab initio MO calcns. The
ti compd. exists in the gas phase at room temp. as a



mixt. of two conformers with a torsion angle
.phi. (HSiSiH) = 180.degree., and gauche, with a tors
angle .phi. (HSiSiH) .apprxeq. 60.degree.. The gauche
conformer predomina occupying approx. 80% of the gas
compn. at 23.degree.C. Some structural parameter values
obtained from the GED refinements, using results from th
earlier spectroscopic work and ab initio MO calcns. as
constraints, are a follows (gauche conformer with estd.
2.sigma. uncertainties): bond length r(sSi-si) = 2.310(8)

A, r.ltbbrac.(Si-Cl).rtbbrac. = 2.039(2) A (av. value
r(Si-H) = 1.511 A (assumed value). Bond angles
(.angle..alpha.): .angle..ltbbrac.SiSiCl.rtbbrac. =
108.9(4) .degree. (av. value), .angle.Cl

109.7(3) .degree., .angle.SiSiH = 111.5.degree. (assumed

value).
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F: HCl1Si2

B: 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** 1level of quantum
chem. ab initio calcns. was used in the theor. research
on the structure and stability of substituted disilynes
a their isomers HYSi2 and Y2Si2 (Y = F, cC1, Br, Li).
The effect of substit on the stability of various

C.A RO, 7132




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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