Cytochrome P-450 in Sgeroid Hormone Biosynthesis

CHOLESTEROL SYNTHESIS AND METABOLISM
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PRODUCT STUDY OF THE TURNOVER OF 7.°4.TMS INHIBITOR
WITH CYTOCHROME P45Q,,. PRODUCTS ISOLATED 8Y HPLC.
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Jablei: Distances trom the sulfoxide Qto
Structure ci18 c21
22R-sulfoxide conf #1 5.5702 3.2711
22S-sulfoxide cont #1 5.6489 3.1348
22S-sulfoxide conf #2 5.1650 4.0440
22R-hydroxy 5.2712 3.0110
22S-hydroxy 5.3809 2.9908

Simulated annealing with 250 Monte Carlo steps at 30 different
temperatures leads to energy and geometry convergence. The
C18-0 and the C21-O distance were monitored during the
process. Results in table | indicate that because ofa major
change in the conformation ot the R and S isomers, only a
small difference in distances in the lowest energy

conformations result. The second lowest energy conformer of
the 22S-sulfoxide is distinctly differs and has a much longer
C21 - O distance, consistant with the Eu+3 shift data.
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