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‘/MOPUCY 24 B34. SneKTpouorpa(buqecxoe HCcaei0BaHHe MOJeKyT
2Tt TETpaxJopuaa u terpabpomupa MosuGaeHa. Cnupumo-
~«i08.B..Il, Pomanon TI'. B,

R, «BectH. Mock. yH-TA, Xit-|
Mus», 1967, Ne 37 1T8=T19 - :

DJ1eKTPOHOrpadHyCCKINM METOJ0M NpOBefielo CEKTOP-MHK- |
podoToMeTpHY. ICceren0BaH e crpoennst Monekysn MoCly
oBr.. Ias nonyyenns MOJIEKyYJl TeTparajJoreHHJ08 B raso- |

i
Boit (ase Gblia HCMOJAb30BaHa P-Lis AHCIPONOPUHOHHPOBA-

HHST TPHraJOreHHaon MOJIHGIIOHH, IIPOTEKAIOLast MO cXeme:'

2MoXa (15.) =MoX, (18.) +MoX, (ras.), - rae X=Cl. Be|

Haitneno, yro moaexyast MoCly i MoBry nmeror Kombnry-il
pailo NmpapiILHOTO TCTPAs/ipa M MeXKBAAEPHBIMH PACCTOs- |

unsmit rg(Mo—Cl) =2,2340,02A 1 rg(Mo—Br) =2,39+ |
0,02 A.
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A 7 31045x Electron-diffraction study of molybdenum tetrachlo- |
—-\, -\1',’),'; ride and molybdenum tetrabromide. .SpiridonovoeVeo.B,; |
K Romanov, G, V. Vestn. Mosk. Univ., Ser. II, 1967, 22(3),
. 118-19 (Russ). The disproportionation reaction between Mo-
Cl; and MoBr; was used for obtaining electron diffraction pat-——
e in " terns of the vapors of MoCly and MoBr. The evaporator ampul ’
":,ﬁ. A { i ‘was filled with the corresponding Mo trihalide and heated to
y-bmuftﬁ ol
\( \J

)
n

" 650-800°K. MoCly and MoBr; have the configuration of a
D .regular tetrahedron. The difference in the internuclear dis- |-
SEae T W, ) P tances 7(Mo-Br)-r(Mo-Cl) is 0.16 A., which agrees well with

empirical data. The presence of 2d electrons in the valence'
i, £ A o, SR shells of both Mo compds. could cause a Jahn-Teller distortion ;
of the sym. structure. The regular tetrahedral structure shows:
= |®yY that the Jahn-Teller effect is either absent or does not affect the-
( structure detd. by the electron-diffraction method. L. Holl
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Mo (0§ | 1473

Mo, ¢ls"
B 8 j 164340z Electronic . structure of the molybdenum-chloride '
; * /A(Mo,Cls*~) metal cluster. Zacheslavskaya, R, Kh.; Korol’kov,
D. V. (Leningr. Gos. Univ., Leningrad, USSR). Teor. Eksp.
Khim. 1973, 9(1), 21-6 (Russ). The electron d. distribution,
bond orders, and_bon rgies of MoClL2~ and Mo.Cls*~ clusters
‘Vb were caled. by the extended Hueckel MO mcthod With the full

o

valence basis using single exponential Slater AO’s with optimized !

orbital exponents; 5s, 5p, 4d or 3s, 3p AO’s of Mo or Cl were-

(vuom u used in the calens. Upper occupied MO’s of Mo,Clg*~ are of the
A9 metallic type and they are formed mostly by Mo 4d AO’s. The

Mo-Mo bond in Mo;Cls*~ is quadruple and of a (¢ + m, + 72 +3)

w = type. Two unoccupied MO’s of Mo in Mo,Cl*~ take partin the !
? #4  formation of 2 donor-acceptor MoO ¢ bonds in the lattice of '
. KMo:Cls.2H;0. The energy of the Mo-Mo interaction in Mo,- ¢ -

* Clg*~ was caled. as 12.90 eV. Karel A. Hlavaty |

£ A 1973, -?,S’azf,%.
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/!47 f[q ;'1651071. DJIeKTPOHHAsI CTPYKTYpa, c.ne.l;:rpl:l“ll cHCTe- {ng

MaTHKa BO3GYXACHHBLIX SMEKTPOHHBIX cocTosui .monckyi -3

MoCls u MoBry / KosGa B. M, Tloaskos B, U, To-

nonp M. A., Teandep, M. S1. /[ Teop. u skcnepum. xumus. |
— 1989.— 25, Ne.5.— C. 606—610.— Pyc. :

- B cnun-HeorpaHnueHHOM, CNHH-OTPAHHUCHHOM M KBA3H-

peasruBHcTckoM BaphanTax Meroaa CCII—X,—PB' pac-

W (,/‘C CYHTaHa 37EKTPOHHA7 CTPYKTypa Moiekyn MoCl, MoBry
} u CrCly (kondHrypauns OCHOBHOTO 3JEKTPOHHOro COTTON- |

0 /___ Hi —...e% X°4;). B npuGmmieHHH mNepexojHoro co-
(%% © CTOSIHHS BRIYHCJICHE! 3HEPTHH H CHJBI OCUHJ/UISITOPOB OJHO-
9JIEKTPOHHBIX nepexosoB MoJekyn MoCly ' MoBrs. Pac-

0«, ' CYHTaHHBle 3/€KTPOHHHE CNeKTPH MNOIVIOUIEHHA B BHAHMOI

. H Y®-00/1.. KaueCTBEHHO COIJIAaCYIOTCS C H3MepeHHHMH
* JKCMEepPHMEHTanbHO (Mosekyasl - MoXs (ras.) mnoayyamucs
B pesysbTaTe AHcnponopusonsposanns MoXs (TB.) npn
HarpeBaHHH HENOCPCACTBEHHO B ONTHY, siyeiiKe C OTPOCT-
KoMm). B cayuae MoBr, cuHTeTHY. cnekTp cABHHYT Ha
. ~1,2 3B B 004. Goablunx 5Hepruil. PaccyHTaHE 3HEPruu
/{ o | HHXKHHX BO3CYK/JACHHBIX 3/IEKTPOHHBIX COCTOSHHIT MOJEKyJ, |
/»(,{’A/V//g CBfI3aHHHIX. C KOHGHIypauHsaMH...e? u ...efy: 3T, (koH- |
5 durypawnsi...et)), 1E(ed) Ti(etx), 'Talets), 'Ti(ets), |
, 1A,(e?): CrCly4—0,84; 1,65; 1,89; ~2,36; 2,62; ™

on 39H9

MoCl; — 1,05; 1,20; 1,76; 2,22; 2,30; 2,40; MoBrs— 094; |
1,14; 1,61; 2,04; 2,14; 2,27 sB. B. M. Kosba j
—~ W
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I 3#H5) 1989

 112: 44681h Electronic structure, spectra and systematics of
the excited electronic states of molybdenum tetrachloride and
molybdenum tetrabromide molecules. Kovba, V. M.; Polyakov,
V. L; Topol, I. A;. Gel'fer, M. Ya. (Mosk. Gos. Univ., Moscow,
USSR). Teor. Eksp. Khim. 1989, - 25(5), 606-10 (Russ). In the
visible and UV regions, the absorption spectra were measured of
gaseous MoCly and MoBri. The method of SSP-X.-RV was used to
cale. the electronic structure, the spectra, and the system of primary
excited clectronic states of the mols. The results are compared with
literature data on mols. of CrCly and CrBrs. .
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