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. © The infrared spectra of trimethyl aluminum, dimethyl .

. e — _aluminum chloride,” methyl aluminum dichloride, methyl ti-———
d !

y -

JA)T{'(’QB “tanium _trichloride, ' dimethyl titanium dichloride, ‘'and some

. deuterium derivatives. A. P. Gray (Du Pont Ltd., Kingston)." .~
6—-~—-—--———~Can. J. Chem, 41, 1511-2I(1963)." The vapor-phase infrared™"""
T

T m spectra to 300 cm.~! are discussed ‘and assignments made for,
— A t-MesAlz, (CD;);A];, MEAAlzC]p (CD;)AAIzClz, MezAlgCh, MeTiCl;,

‘ b CD;TiCl;, and Me;TiCl,. * The assignments differ significantly;
—pe i _—___ifrom those previously published, but are consistent throughout
A *. - - the secries of Al compds. and with related spectra. The data are . ." :

i ...__lin agreement with a bridged structure for AlMe; of Do or Coa—— 2

W‘_\ 'symmetry and with ‘a bridged structure of Me.AICI with Cl

fle ‘bridging. The dimer Me.AlLCl, exists in the trans configuration._-_

1An impurity is commonly found in spectra of Me;AICI which is
! “‘identified as the mixed dimer Me;Al:Cl;. Anomalies observed
i ‘in the spectra of the Me-Ti compds. are discussed. - RCCM__.- .
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. - (T4
P 5 ,H,)F 6 [1294. CnexkTpbl KOMGHHALHOHHOTO paccesiHUA coenn-/
C,u, N f'ﬂ; HeHuit OpoMuaa amoMHHuA ¢ GpoMOoOPMOM H  GPOMMCTBIM
3 . doamunom. Rice Bernard, Bald-Kenneth C. Raman:.
: spectra of '(hed alum:ilnum 'b'rotrgli;fé'gdditign cosmpotunds in
o Doy 3 methyl bromide and in ethy romide. «Spectrochim.”
Cn-*{z(f’ (1 [’357 actay 1964, 20, No 4, 721—727 (anra) 4
w9 3 ITonyuenst cnekTpsl KOMO. pac. pacTBOPOB GpoMiiaa- aflo-
- uHua (1) B wHK/IOreKkcane 1 onpejesenbl YacToThl Koseba-
Huit anmepa AloBrg. B cnekrpax pactsopos I B CH3Br (11)
. 11 CaHsBr (ITT)"6GHapy:ensl HOBLIE YaCTOTEI, KOTOPHIE npi-
micannt coeantenneM CH3Br: AlBry (IV) u C.HsBr: AlBr.
(V). HaGalonanoce y»MeibIIEHIE 4acToT B IVTV'Fo"c—pa—EE
nenuto ¢ I u IHI, nmpuuem B cayuae . IV 3710 yMenbluenie
cocrasaser 69%, a b cayliae V—9,5%, uto caeayer otue-

£ \G6L. 6D




Pus. 10

Harrop P.J. T :
Intrinsic electrical conductivity in alumina.:
Brit. J. Appl. Phys., 1965, 16, N 5, 729—730.

J CoGceTBenHas 3JIEKTPONPOBO/IHOCTL  OKNCH aJIOMHHNA.
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y) 1o Dloc.  NOJCLATCADHBIC CTICKTPBl AHMETHIA- H, xmsr HJT=:
Zamomuunitdtopuaa. Weidlein J, Krieg V. DieSchwin- 1962
. glimgsspekiren von Dimietliyl=irid’ Dmthyl'alummmmfluond
-<«J. Organometallic Chem.», 1968, 11, Ne.l, 9—16 (HC\T' pea.i
. @QHIVL) —
Hcenenosanst UK- 1t KP-criekTpsl fIHMETI- '3t AHOTHI-|
amomunniiropiaa B ananasone 3000—140 cu~'. TaGyaupo-;
'BaHBl YACTOTH N0OJIOC B CHEKTPaX OGOMX COSTMHEHHIl, HX HH-i
‘TEHCHBHOCTH, noaspuaauus (ans KP-cnekrpos) u otnecenie ——
'K THnaMm KoJaeGanuuil. Mosiekysbl 060HX HCCACIOBAHHBIX B-B | '
“TeTpaMepibl. AHAMI3 YHCAA H HHTEHCHBHOCTH NOJOC B 06- ——
JlacTH BaJl. KoJ. rpynnuposki AlC, moxa3sbiBaer, uto oGe Mo- !
VICKYJIBl HMEIOT TJIOCKOE BOCHMHUJIEHHOE KOJIBUO (CHMMeTpist H——
Du.) Tlonockl KoseGakuil cKeseTa OTHECEHb! CACLYIOUIM 00-
Da30M (MOCIEA0BATEAbHO AT AUMETHI- H AHITHIAMIOMHHHIT- ———
‘propnma): acum. Ban. koa. AlC, 726,680 (MK-) 717,668
*(KP-), cum. Ban. koa. AlIC, 560,552 (HK-) 599,565 (KP-),——
CIIM. M acHM. BaJ. Koa. AlF, 638—614 872 (HUK-), ny.nbcupy-
Touee Kod. Kosbla AlLF,—, 835 (I/IK) —, 822 (K -). ——
_B._Kucenn ;
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—1 )8 491, ., HK-creKTpbl i CNEKTPbl KOMOHHALHOHHOTO pac-,

anust MCTHATPHXAOPANIOMHHATHOTO KOMIIEKCA  HATPHS.
-Kawai Kiyoyasu, Kanesaka Isao, Ichimura

. Fumiio. Infrared and Kaman spectra ol sodium _methyl-___

o

Trichloroaluminate complex: «Spectrochim. acta», 1970, A26,:
Ne 3, 593—597 (amra) . ) L
' Moayuenst 1 pacuwiidposaibl UK-cnextpet  (4000— .
950 ci—'; TBepaast (pasa) M CNEKTPbl KOMO. pac. (pacnias .=
—) - npu 150° C) xommnaekca Na [AICH;Cl3]. IOas sopM. Koseba- .
" pHiT KOMILIEKCHOTO annOTa PacCUITTaTbl _CHJAOBbIE TOCTOSI-
44— jipie. [Tokasatio, UTO NpH nepexoie Ot A[CHLCI; k paccmart--
pHBACMOMY COGJIICHIO NOMSAPHOCTL CBAM Al—Cl ysemi- ___
— uusaercs, Bua 13. } _J1. B. Kononason
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6702 Mass speciral studies of metal chelates. V. Mass™

spe nd appearance potentials of some fluorine-substi tedf
-7 acetylacetonates. Reichert, C.; Bancroft, George M.; West-——
) more, John B. (Dép. Chem., Univ. Manitoba, winnipeg, Mani-; .
’ toba).. ~Can. J. Chem. 1970, 48(9), 1362-70 (Eng). The mass’
spectra of the hexafluoroacetylacetonates (hfacac) and trifluoro-'
acetylacetonates (tfacac) of (AI(III), Cr(III), Fe(III), Fe(II),——
Cu(II), and Zn(II) are reported. The main features of the!
a-P —— | spectra are discussed. Compared with the spectra of the acetyl-______

acetonates (acac), substitution of CF; for CHj in these complexes'
leads to more extensive fragmentation of the mol. ions. Forex-_____
ample, ions corresponding to loss of ¢CF; radicals are more!
i s abundant than those corresponding to loss of «CHj radicals.|
The appearance potentials of the mol. ions and, where possible,
of fragment ions formed from the mol. ion by loss of «CFj, «CHj,:

or ligand radicals are reported. . The appearance potentials of the’
N
— (%) -




mol. ions are more sensitive to the nature of the ligand than to
the metal. Thus, for the metal chelates studied here the ap-
pearance potentials of the mol. jons from ML; and ML; (L stands
or ligand) were 9.95 £ 0.25 or L. = hlacac, 0.05 = 0.35 V!
. for L = tfacac, and 8.3 = 0.35 V for L = acac. THe energy re-
quited to dissoc. a «CFyor «CH, radical from the mol. ion is
sensitive to the nature and valency of the metal M, being low
(relatively) for Al(I11I) and Fe(IlI), and high (relatively) for
Cr(III) (inferred) and Fe(Il). This variation is discussed in
terms of the effect of substituent, and of interaction of metal d
orbitals with the ligands. - __ RCCM__
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185194 II.  Hccaepopanue - KoneOaTenbHbIX  CneKTPOB. _.
KOODAMHALMOHHBIX COeAMHCHHil cocTaBa 1:1 AHMETHIOBOrO

sés de coordination de stoechiométrie 1—1 de I'é¢ther di-— .
méthylique avec le chlorure et le bromure - d’aluminium.

C 7]- % /7 | admpa c XJTOPHCTBIM H_GPOMHCTBIM QMIOMMHHCM. Derots, —...
/} Wﬂégy ault Jéan. Etude dés spectres de vibration des compo-
A 3

i

Thése doct. sci. phys. Univ. Bordeaux, 1971. 100 p., ill. __

| (dpam) o . |
!~ Hayuenu HK-cnexkrps  u- cnektpnl  KP , KommekcoB——-

19: Cud. nsem

“t _-conocrasJsieHbl ¢ JaHHLIMH JJis cBOGOANBIX MOJICKYJlI J1OHO- ———

(CH3)20-AlX; 1 (CD3)20-AlXs, rne X=Cl, Br. Cnekrpn

pa u akuentopa. OGcy:aenbl H3Menenus B cnektpe MeO’
. npu Koopaunauuy. OTMeyeHo BO3pacTaHHe YacTOT BaJ. KOJ.-——
CH u _cumxenne uacror. saa. xor. CO. Ilposenen pacuer

b —— T




1

HOpMaabHBIX KoaeGamuit ¢parmenta OAIX; M MoOnekyJabl
Me:O B komnaexce. Haiigeno, uto cizosoit ko3d. cpsisiy
CH pacrer na ~5%, a csasu CO — cumxkaercs na 209%--
IOas cunosoro Kosd. ceasn  AlO " noayueno  3uauenuej’
1,9 man/A, Gnuskoe K ciioBbM Ko3(d. cpsaseit AICI u Al-

- Br. Pacuer wacror npm pa3qHynblX 3HaueHHsX Yrjaos B’
KOoMIJIeKce TokasaJj,’uto pesanyuna’ yraa CIAICI nexur B!
.mpenenax 109°28’—113°, yrna BrAlBr  113—117°, COAl|
109°28'—113°30". Hccaenosanne cnekrpon p-pos B CH:Clyy
MpH pasHbLIX COOTHOWICHHSX. KOMMNOHEHT yKasblpaeT Ha cy-|
LICCTBOBAaHHE B p-pe, no Kpaiineit Mepe, 3 KOMIOHEHTOB |
. pasHoro cocrapa. " B. B. Jloxunmn
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<CH-5>1‘O“J4€PJT$ (;mﬁcﬂ?p’/ _. . | m
: ' ‘ fbmaa,ac(y;{},) '2{g//’:)_ -
(en) ol ot St 7 1972, 41,
N3, H23-38,
(et .JM(%L;/_ 17)
2 \




e
(CH}) 0~ Cl,K} ()mfod cc% / '//5}?_'

(e"“) ,-(3- Wit Stueet ! 1972, 17,
- N3, 423-38.
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93 B98. MoseKyaspHas CTPYKTypa TCTpaMerpa ¢10pl§
AA JHMCTHAATIOMHHIS, H3YuCHHAs MCTOLOM 9JIEKTPOHOFpa“
dun. Gundersen Grete, Haugen Torbjorm,
Haaland Arne Molecular structure of dimethylalumi-
nium fluoride tetramer by electron diffraction. «J. Chem.
Soc. Chem. Communs», 1972, Ne 12, 708 (anry1.) .

MerozoM  1a30Boil anekTpoHorpadun  WpH T-pe 65°

J3yuela CTPYKTYpPa MOJCKY.IbI (Me,AlER (1). Veraionie-

110, 4TO B YCJIOBHAX OMbITA KOHL-IA I B mapax me MeHblile
95%. Haitgeno, 4To MoJeKy/ia 061a1aCT TENJIOCKON ILHKILHY.
BOChMHWICHHOI CTPYKTYpOIT. THIA «KpEeCTO—BANHAD,  CHM-
serpuit Cs € ABYMS aTOMaMil Al B NJIOCKOCTH 3GPKANbLHOrO
orpaxennst. [Toayuensl Crel. 3HaueHls MCXKBAACPHLIX pac-

crosmutit (A) 1 yrjoB: C—H1,116:(13), Al—C1942 (6),.

AL_F1,.808 (4), = CAICI27(3)° <& FAIF 94 (2)°.
& e o o D B. Cnupunonosn

199
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- ____*__',’____,,#_;N_‘_]7711'561' Molecular structure of dimethyaluminum fuoride!
tetramer, [(CHs):AIF (. Gundersen, G.; Haugen, T.; Haaland, ¥ _

Arne (Dep. Chem., Univ. Oslo, Oslo, Norway).. J. O.rgano-

: : . metal. Chem. 1973, 54, 77-86 (Eng). (CHi)AIE wasg studied by ..
% ! —~ |183S hase electron diffraction. The compd. 15 tetrameric under, =
(/WVHAUI 3 the exptl. conditions. The main rgol. parameters are R(AI-C) . -
_____ ¥ ,11.947 (4), R(A1-F)1.810 (3) A, <C-AlI-C131.2 (1.9)°, <F-Al-F o
"}\,CL J‘{M , |-92.3 (1.2)° and <AI-F-Al 146.1 (2.6)° the ALF, ring being| _
: puckered. The factors detg. the degree of assocn. of compds. of |
the type R:AIX (X = F, OR’, NRy#, Cl, SR’ and PR,’) are dis- |

cussed, and it is suggested that Pitzer strain may bea significant -

: . factor in some cases.
Jactorin somecases.. — - e b e
C. 4. =te - — 4
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2 585'.-(' O Monexkyaspnoii crpyxrype' TeTpaMepa AHMeTH- !

x. (977

O
JIOMHENIDTOPHA, [(CH3):AIF]l.. Gundersen G,

‘Haugen T, Haa lamd=ATme. U the molecular strue- !
ture of dimethylaluminium fluoride tetramer, [(CH;)AlF],. ! -
«J. Organometal, Chem.», 1973, 54, 77—86 (anrur.) !

Meronom rasosoit SNEKTPOHONPAQHN m3yyena cTpyKTypa |

oxexyst [ (CHs)2AIF) 4. Yeranosaerno, uto atomMsl Al it F,
00pa3yloT HemIoCKoe BOCHMHWJICHHOE xoabuo. Haiinenn '
CJCA. 3HAUCHHS OCHOBHBLIX MOJICK. napamerpos: r(Al—C) ="
=1,947 (4) A, r(Al—F)=1_810 (3) A, CAIC 131,2 (1,9)°,
FAIF 92,3 (1,2)°, 'AIFAl 146,] (2,6)°.  C npunnecucumey
JMTEPATYPHBIX AANHBIX OGCYMIEHLI -mpoGaeMbl NOJIHMepi-

3auli coehuHennit 'tuna R,AIX (X+F, OR’, NRY, CI,
SR’ u PRy). : ,

B. Cnupunonon
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21 B70. 'lonexynnpnau CTPYKTYypa mmepa xnopxma_
_IHMETHAATIOMHHHS [(CHa)zA]CI]g, NOBTOPHO  OMpejeleH- :
“Has MeTOMOM ra3omoif anekrponorpadun. Brendhau- ——-- —_ .
e ‘;enl\rlstcn, HaalandArmne, NovakDavidP. :

he molecular structure oi dimethylaluminium’chloride di- :'_.."_..;\_
mer [CH;)gAlCIlg, redetermined by gas phase electron
difiraction. «Acta chem. scand.», 1974 A 28, Ne 1, 45—47

________ (auran) - A
) 7 MeroaoM rasosoii auempouorpa(bmr nom'opuo Hayuyena :
T T T wwoaekyaa [(CHs)oAICH o (1), Moayuenivie nammsle corna- ———— -

_ cyloTesi co- ctpyKTypotr—T cumyerpiun Dy, THHA  anvepa
sme- e T xgT0pHAA adoMuiHa ¢ MoctukosbiMit atomamu Cl. Haiige-
: JHBl cel. 3nauenusi Me:XbAAepublX paccrosmuit (A) u yr-.
e 5 v5osm S A e Tl 1,104(8), Al—C 1,935(4), Al—Cl 2(303(3) .
AICH 109,5(1,1)°, CAIC 1269 (0,8)° CIAICI 894(05)° .
.—..—— AICIAl 90,6(0,5)°. p_‘: N ~B. Cnupuonos

-....:r;--/w-'z-#z./._.-_.-‘” B
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{2lappert Miichael 1{'_._, Pedley J. - ">
‘Brian,Shrp crakam J.,; Guést rtartyn F. N
Bording studies of compounds of boron
end elements of grours 3-5. Part 16, - '\;\3
Ab initlo SCFMO calculations and He(TI) <SR
i photcoelectron spectre of halogen-bridged o
dimeric group 3 metal halides and NY
methylmetal halides."J.Chem.Soc.Fareday (<
_Trans ", 1976, Part 2,72,N 3, 539-551 _ N
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i S ™ —
c F'Z' ’ / ﬂ (3 11643y Hayuenue adoexra Sna — Teanepa B Cr2+:'/f,i§’
) 'z :ALU;. Baies C. A. Jahn-Teller study of‘Cr?+ : Al,Os.

ﬁ «J. Phys.», 1978, C11, Ne 16, 3447—3460 (anrx) . |

' TlpoBejeH aHalH3 pe3yJbTATOB H3MEPeHHI TEPMHUYECKH
~ ZIeTeKTHPYeMOro HHAYLHPOBAHHOIO 3JIEKTPHUECKHM MoJeM
i 3IIP wuonos Cr?*+ B auamarH. Matpuue AlyO;. HaGmonae-
i MHe CNeKTPH NpH HampasJeHHH noas H BRoab ocH ¢ 06-

~ | YCIOBJEHb NEPeXofaMH B BO3GYMKIEHHOM TPHIVIETHOM CO-,
gf 24 " crosHHH S’=1. DTH pe3yJbTaThl COMOCTaBJeHbl TaKXe ¢

| paHee MOJIOXKEHHBIMH JAHHBEIMII H3MepeHHi aKyCcTHuecxoro

/ﬁé _7}// ¢f mapaMart. pesoHanca. AHaJn3 IKCHepHM. JNAHHLIX TPOBO-
/ / puncs c nomowpbio IBM. ITokasaHo, uToO H3y4YeHHAs chcre-

i Ma XOpOUIO ONMHCHBAETCS B PaMKaX MHOTOMOJOBOH Moje-

{ o spdekta SIna—Tennepa, .a He B.KJIACTEPHON MOxem,,

Ompenenensl  ‘k03¢d. = TMPCOGPa30BAHUA Hna—Temepa,'

g W p, CBR3aHlbe C  ONEPATOPAMH - CHMMETpPHK
A, u E coorserctBenno B xyGuu, mote:r  ¢=0306
u  p==(0,2—0,3). - Kosg. r=0,70.

_ IMpennozxennag
! Mojes b MpPAaBHJBHO TNPEACKA3HIBAET HAJIHUHE JHHHH DIIP
: )

He HCMO/b30OBAHHON NPH AHANH3E SKCNEPHM.' JAHHHYX, i
XOpOLIO COrJIACYETCS C Pe3yJIbTaTaMH paHee NPOBeenHmx

’ HBMCPGHHI.(' - TENJIOMPOBOAHOCTH H KpOCC-CﬂHH-pElUGTO'{HOf(
D FFINE . penaxcawsm. Buon. 35. . T. K
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(e

jf‘ KL /C 91: 9745h The structure of tris(l,1.!. w5,5-hexafluoro-2,4-=

ponlunpdiunulo)nIum,i\;mm(ll:)ldvlc;rn{lin'od (l;_v Igns—phnse
. electron diffraction. orris, M. L..; Hilderbrandi, R, ., (Dep.
/@ﬂg&’lﬁff/ Chem., North Dakota State Univ., Fargo, ND 58102 USA). '}1
/ . Mol Struct. 1979,  53(1), 69 R0 (Eng). The ry structure of
tris(1,1,1.5.5.5 lwxnflunrnnc('t_vlncelmmto)aluminum(IIl) was

detd. by gas phase electron diffraction. The exptl. data are

consistent with a Da model in which the O atoms «f the three

ligands are arranged in a slightlv distorted octahedron about the

7 ~» Al atom [ OAIO for the ligand is 87.2° (1.9)]. The Al-O hond

&//Jz s /?@ length [Al O = 1.893(14) A] is in excellent agreement with the
7 4 value previously uht:;ino(l I}\vl TAT}) diffraction f(‘n the related

_~ acetylacetonato complex of = LBI3(1DHA]. Structura
Z‘Z/"y"@/y%p:lr:inwlors for th(\' ligand [C-0 = 1.277(11) | y, C-Cring =l
/ LAT201) AL C CFy = 1561(11) A, and C'F = 1.338(3) Al are in
sreement with the values obtained in an earlier
'g;‘eﬁlrl::tdi?}‘mction study of the Cr(IID complex with hexafluo=
roacetylacetonate. The resulting structure agrees quite well with
the predictions bused on a force law model for tris bidentate
complexes developed by Kepert.

&, 19#8 AL
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CAL(eAs ), o

« 95:121436s Electrostatic moleculn;pwo;.;ntinf analysis of

electron density distribution in dimers of chloreqdimethyl=
/K Wﬁ’ {aluminum and aluminum chloride. Okninski, A.; P. ynkiewicz,

S. (Inst. Org. Chem. Technol,, Tech. Univ., 00-682 Warsaw,
M ﬂ(/ ;Pol). Adv. Mol. Relaxation Interact. Processes 1981, 20(3),
: '121-30 (Eng). Electrostatic mol. potential approach (E. Scrocco
’ .and J, Tomasi, 1973) was used to det. reaction channels for
{(ClAlMez)z and_(AICl3)2. The character of bonding and electron
(deficiency are “also analyzed and discussed in"terms of the

/ Jfrontier orbitals, S R

&

C.A.198, 95 p /7.




[CORe(CHsL], | 199/

24 B43. Auaau3 pacnpejeienust 9JIeKTPOHHON MJIOTHO-
cru B [CIAI(CHy)qlz u (AICI3); MeTomoM a/eKTPOCTATH-
MecKoro~—wmoaekyasipioro ~Toremmirana, Okninski - A,
Pasynkiewicz S.. Electrostatic molecular potential
‘analysis of . electron density distribution .in (ClAIMey)2
‘and (AICl3)2. «Adv. Mol. Relax. and. Interact. Process.»,

Zea ; 11981, 20, Ne 3, 121—130 (aura.)
/MW, . MeToOM 3JEKTPOCTATHY., MOJeK. moTeHm#ana (SMII)
) ‘paccuHTaHBI peakil. KaHaJBl MOJEKYJT [CIAI(CH3)2)2- H
. (AlCl3),. Pacuern sunosnenst Merosom IMIIIIZ2 B Ga-
‘aice omnowrennsix OCT ¢ yuerom 3d-AO y atomos Al
- 'y CL TecoMeTpuu. TapaMeTpsl He BapLHPOBANHCH, a GHUIM
N 'B3ATLl H3 aaexTponorpamy. -skcnepumenta.  Tlokasano,
XY uro wmomexyna [CIAI(CHs)2], of6ranaeT - XaHalaMH aas
@ 'HyKJACOGHABLHON aTaKi, DACMOJOKEHHHIMH =B TJIOCKOCTH'
iMOCTHKOBBIX aTOMOB ‘B HampaBJieHHH MOCTHKOBBHIX aTOMOB,

'Cl,- H_KananzaMmu snchBod)xmfb}{o{r _ aTaxH,_B_TEPMHHAJbHOIT

X.198/, 19, NEY.




.. Taneft cHCTeMHl.

TII0CKOCTH B 'HATpPABJeHHH MCTI/IbHEIX TPYNm. B Momeky.e;
-(AICl3) maiipeno asa THna KaHAJIO0B HYKJeodHAbUOIl ara-:
&} (B HANpaBJCHHH Pa3JHYHBIX ATOMOD Cl). w aBa THINA
‘KanajoB 3MeKTPO(HABHOLN - aTaKH B HAMPaBJCHHH MOCTHKO-
BEIX aTOMOB Cl TIepICHAHKYJASAPHO MOCTHKOBLIM CBA3AM I
-proab Moaek, oci Cly Braronaps Hamiuiio YKasaHHbIX,
'3JIeKTPO- H HYKJICODIVILHBIX KaHaslos . Bo BCEX TIJIOCKOCTAX
‘CHMMETPHH MOJICKYJIa (AICl3)z MoxeT OHITb JIeTKO moad--
‘pnzopana. OTMeueHo, 4TO MCTOX SMII mnossoJsieT Npo-.
'BO/HTb OGCYIKJACHHE XapakTepa cpsizeit M pacTlpefesieHHs
IIOTHOCTH B MOJCKY/AaX B TepMHHAX TPaHHIHEX op6u-
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/7: /}06 ""125:205018h Electronic structure, geometry, and stability of
organic cations, dications, and donor—acceptor complexes. Part

2. Polyhalomethane complexes with aluminum halides. Chistya-

kov, A. L.; Stankevich, I. V.; Akhrem, I.S.; Gambaryan, N. P.; Vol'pin,

M. E. (Nesmeyanov, A. N., Institut Elementoorganicheskikh Soedinenii,

Moscow, Russia 117813). Izv. Akad. Nauk, Ser. Khim. 1996, (3), 554—

560 (Russ). The search of a local min. on the potential energy surface

of the systems CF.nAlF; (n = 1, 2) and CBr.nAlBr; (n = 1, 2, 4) was

% . [’ 4 k carried out by AM1. The geometrical, electronic, and energetic charac-
’ /teristics of the complexes formed in these systems were detd. The ionic

M? M M complexes CBrj*...AlBr,~, CBrj*...Al,Br;=, CBr,2*..(AlBr,-),, and
(CBr3?+...(Al;Br7-); can be formed in the CBr,.nAlBr; systems beside the

donor—acceptor ones. In the cations and dications of the polyhalom-

ethanes (Hal = Cl, Br, I), both free and bound in ionic complexes, the C .

atoms carry a neg. charge, the bonds C—Hal are considerably shortened,

and the pos. charges are carried by 1-coordinated halo atoms, which

differ considerably from the 2—coordinated halo atoms of the halonium

salts. The max. pos. charge on the Br atoms amts. to 0.39 in the cationic

and 0.66 and 0.94 in the dicationic complexes of the CBr,.nAlBr; systems.

In the CF,.nAlF, systems there are donor—acceptor complexes only.--

CA.1996, 135016 (Brg n Alhis
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