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The understanding of mechanisms of catalytic asymmetric reactions has substantially predetermined development of the major areas of biological and medical chemistry. Thus the dominating approach is application of both quantum-chemical methods, in particular DFT (density functional theory), and experimental researches [1]. However, the basic limitation of such strategy is the choice of modelling systems which could reflect adequately behaviour of the catalyst and allow carrying out of calculations of a high level. Chiral 1,3,2-oxaxaborolidines (CBS-system), offered by Corey [2] are one of the most widespread homogeneous catalysts. For instance, reduction of prochiral ketones catalyzed by CBS-system now is on of the most efficient methods for preparation of enantiomeric pure secondary alcohols.
Hereby, we investigated the catalysts, containing the shielding a three-dimensional fragments such as- adamantane or D3-trishomocubane structures. Moreover, these catalysts have the different sources of asymmetric induction. For adamantane derivative, the source of induction is asymmetric carbon atom. But for D3-trishomocubane containing catalyst the source of induction is the girochiral hydrocarbon skeleton.
The main goal of our study is to compare, what type of chirality is capable to provide greater asymmetric induction and why. One of the tool to solve this problem is application of a combination of both experimental and computation (DFT (B3LYP/6-31G *) approach.
The optically pure catalysts have been prepared from corresponding racemic - 1,2-aminoalkohols using the wellknown traditional synthetic procedures. Enatiomers separation were carried out by the modified Martens method [3]. As test, we are applied the reaction of acetophenone reduction.
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