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Cistych sloucenin ve vysoké Cistoté, které mohou byt pouzity k
produkeci 1é¢iv, agrochemikalii a potravinovych aditiv.
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Urceni absolutni konfigurace (AK) chiralni molekuly
predstavuje velice dulezity krok v asymetrické syntéze.
Doposud se piifazeni AK u nové syntetizovanych produkti
provadélo porovnanim ORD se strukturné podobnymi moleku-
lami pomoci empirickych pravidel pro urceni znaménka
optické otacivosti nebo konverzi produktu na molekulu se
znamou AK'. V ptipadé krystalickych latek bylo mozné AK
ptifadit na zakladé rentgenostrukturni analyzy.

Teprve v posledni dob& pokroky v teoretické chemii
umoznily vypo&et optické ota&ivosti pomoci ab initio metod>.
Optické otacivost zavisi, krom¢ jiného silné na konformaci a
je tudiz citlivym nastrojem pro strukturni analyzu. Na druhou
stranu existuje fada vn&jSich faktorti (napiiklad solvatace),
které mohou mit na ota¢ivost dramaticky vliv.

Cilem této studie bylo provést vypocty optickych ota-
¢ivosti pro stabilni konformery studovanych latek a na zakladé
Boltzmannovych populaci spocitat vysledné hodnoty
optickych otacivosti, které lze porovnavat s experimentalnimi
hodnotami. Podle o&ekavani® byly zna&né rozdily podle
pouzitych metod (HF, DFT, MP2 a CC) a rGzné velkych a
flexibilnich béazi. S ohledem na dobu vypoctu byla navrzena
uroven s optimalnim pomérem ,,cena/vykon”.

Tato studie byla financné podporena internim grantem
VSCHT, ¢. 402 08 0017 a vyzkumnym zdmérem MSM
6046137305.
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The fact that electrodeless discharge lamp (EDL)
generates ultraviolet radiation when placed into the microwave
field has been known for long time. The low powered and
low-pressure EDLs were utilized in spectroscopy four decades
ago. However, its application for organic photochemistry has
been shown only recently' 2.

We disclosed the studies of microwave photochemistry
in an original photochemical reactor consisting of EDL placed
into the reactor vessel of a commercial microwave oven®. The
UV discharge in the lamp is generated by MW field resulting
in direct simultaneous UV and MW irradiation of reaction
mixture. Such a simple arrangement brings a unique
possibility to study photochemical reactions under extreme
thermal conditions.

The EDL consists of a glass tube (quartz or Pyrex) filled
under a lower pressure with argon and an excitable substance
(Hg, Hgl,, Cd, I, KI, P, Se, S) and generates UV/VIS
radiation when placed into the microwave field. The utilization
of other filling material than mercury is practical and
environmentally safe in the EDL performance. The original
apparatus for easy preparation of EDLs will be described in
detail.

The spectral measurements for prepared Hg, Hgl,, Cd,
I,, KI, P, Se and S-EDLs were accomplished in a modified
microwave oven described by us*®. The EDL characteristics
(fill material, Pyrex and quartz, temperature effect, MW output
power) were measured and will be discussed.
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Cyclodextrins (CDs) and their derivatives have good
complexation abilities due to the rigid, cone-shaped cavity
formed by a-1,4-linked D-glucopyranose units. Our research
is focused on the preparation of a set of exactly defined dimers





