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Exploring optical activity: Anisotropic
RayOA scattering in concert with theoret-
ical analysis provides a powerful new
method to assign the absolute configura-
tion of chiral molecules (see picture).
Anisotropic RayOA invariants also find
applications as chirality descriptors that
contain information on both the molecu-
lar topology and the electronic structure.

Using QCT for drug design. A newly
developed method to calculate the polar
surface areas based on quantum chemi-
cal topology is described and the results
compared with standard methods. Differ-
ences between methods showed how the
calculation of the PSA depends on the
method used, and therefore, judicious
application of the upper limits used in
the prediction of oral bioavailability is
warranted.
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The search is on for heterogeneous cata-
lysts combined with environmentally
benign oxidants, such as molecular
oxygen and hydrogen peroxide, for the
selective oxidation of alcohols. This
Focus Review presents an overview of
recent developments in immobilized
metal catalysts and evaluates the poten-
tial of transition metals in the heteroge-
neously catalyzed oxidation of alcohols.

Let’s go round. We report the develop-
ment of a transposition based genetic
selection methodology used to uncover
three cyclic peptide inhibitors of the

E. coli methyltransferase. The activity of
the selected cyclic peptides was con-
firmed in vivo and in vitro. The 1Cs, of
the most active cyclic peptide
(SGWYVRNM, shown in the figure) was
comparable to that of the known methyl-
transferase inhibitor, sinefungin.
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these inorganic layers are separated by a
bilayer of interdigitated surfactant cations.

—_Eu\-/ — . Van der Waals interactions between effec-
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© s tor molecules in aqueous solution lead
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: co; to contraction of polyallymine gel parti-

cles, which for benzoic acids increase
from about 18 % to 70% by the presence
of nitro groups, and to 67 % with naph-
thalene derivatives. The observed coop-
erativity indicates dispersive forces as
major driving factor for volume changes
in such intelligent materials.

A new angle on energy transfer: The rate
of intramolecular triplet energy transfer
in donor-spacer—acceptor dyads (see
scheme) depends precisely on the dihe-
dral angle between bridging phenylene
rings, but the situation is complicated by
mixing with an upper-lying excited triplet
state localized on the donor.

electron exchange
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dioxide and methanol (see scheme). The
reaction proceeds in the presence of 2,2-
dimethoxypropane as a recyclable
organic dehydrating agent under super-

based on titanium alkoxides and poly-
ethers were studied for the production of
the industrially important intermediate

dimethyl carbonate (DMC) from carbon critical CO, conditions.
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