Computational Chemistry at
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What Is computational chemistry?




Computational Quantum Chemistry
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Spectroscopic and
Computational Studies of
Polyiodide lons and Their
Guest/ Host Interactions.




Introduction:

The blue starch/iodine complex is well-known and is used both as an
Indicator of the presence of starch and to aid In end-point
determination in Iodimetric titrations.

Experimental evidence suggests that the complex consists of chains of
| atoms encapsulated in the interior of amylose helices.

However, much remains to be better understood: for example, (1) what
IS the charge on the complexed polyiodide species? (2) what is the
source of their stabilization? and (3) what Is the origin of the UV
absorption lineshape of the complex?

Finally, why does starch work so well as an indicator in the
lodine/iodide system? Is it simply that complexation leads to a
bathochromic shift of the absorption band from the UV into the
visible, or does complexation contribute to the overall intensity of the
band?




Overview




Experimental and Computational
Methods
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lodine- lodide Chemistry.
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lodine- lodide Chemistry.
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lodine- lodide Chemistry.
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lodine- lodide Chemistry.

LhW-Vis Spectrum
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lodine- lodide Chemistry.
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lodine- lodide Chemistry.

(In this case, inclusion of explicit solvent has little effect.)




lodine- lodide Chemistry.

HOMO structures in solution:
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