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MAIN AIMS

The main aims of this
investigation are the guantum-
chemical foundation the
ligand nature influence on the
stability of alkoxides of
rhenium, the synthesis of
heteroligand complexes of
rhenium and study of their
properties.
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A Package for Molecular Orbital Analysis
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Carlo Mealli u Davide M. Proserpio
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Andrea lenko.

Package Technical Information

Method — Extended Method of Hukkel.

L 4 Molecules geometry is
approximate to the real.

4 Usage of radicals —CH3 and —CF3
instead of —-C2H5 and -CH2CF3 (simplify
analogues)

The findings can not use in the
capasity of referenced data and
employed for the comparison analysis
in this program.
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Anodic dissolution of Rhenium in alkohols
Concentration of background electrolyte (LiCl)

Cic=01M; cathode — Pt plate.

Ne| "> emante | UiV | Lima | tn

I 1:1 110-160 | 260-80 17

| 2:1 50-100 | 160-110 | 26,3

1] 1:2 60-150 | 100-30 | 24,8
Aot Exemental Analyls DTA and TR5poetroseopy.

Ne | MEOIRESCON | U v | L, ma |t h.

Iv 1:1 35-70 |170-130 | 31,7

\" 2:1 50-70 | 195-110 32

Vi 0:1 30-60 | 80-20 3T |

8 [The data of element analysis for the first
syntesis in comparison with the literary data.

complex C,% | H,% |Re, %

[1] Re,0,(OEY),, | 20,25 | 3,90 | 55,20

[2] Re,O4(OPri),, | 24,20 | 5,10 | 52,00

I 9,35 2,10 | 55,24
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IR-spectrum heteroligand complexes of Rhenium (I).
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L, I, IIT IR-spectrum heteroligand complexes of
Rhenium.

Ne| Appropriation of
frequencies:

| v O-H = 3340

v C-0 =1051-1162

v C-H = 2885-2972

v Re=0 =954

v Re - O (bridge) = 653-902
v Re - O(R) = 488

Il | vO-H=23468

v C-O = 1047-1162

v C-H =2902-2975

v Re=0 = 1005

v Re - O (bridge) = 816 — 946
v Re - O(R) = 477-582
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Thermogramm of heating for the complex IR
and X-ray analyses product for the
decomposed complex
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conclusions.

The forming of complexes based on Re,O4(OPr),,
structure and one based on Re,O,(OEt),, is
equiprobable.

In the Re,O,(OEY),, the part of -(OEt) ligands can
be substitute on -(CH,CF;) ligands. Substitution atoms
of H on F rise up the stability of complex in the case
when it occures in the p, position.

The structure with the Re, cluster-frame can exist,
and p;-O ligands in it can be substitute on p,-S
ligands. And the S containing complex will be more
stable than the another one.
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