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Tuning through spacing: Two com-
pounds, each with a cationic diammo-
nium ion and an anionic copper azide
layer ([Cue(N3)y,]*") with serially con-
nected elongated Cug rings (see anion-
ic structure; Cu green and cyan,

N blue), display magnetic properties
that are tuned by the nature of the dia-
mmonium countercations located in
the interlayer spacing.
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Way station. Quinonoid intermediates
play a key role in the catalytic mecha-
nism of pyridoxal 5'-phosphate (PLP)-
dependent enzymes. Whereas struc-
tures of other PLP-bound reaction in-
termediates have been determined, a
high-quality structure of a quinonoid
species has not been reported. We
present the crystal structure of the in-
doline quinonoid intermediate of tryp-
tophan synthase (see figure) and dis-
cuss its implications for the enzymatic
mechanism and allosteric regulation.
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Unique Reactivity of Confined Metal
Atoms on a Silicon Substrate
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Before reaction

Electronic effects: The unusual reactiv-
ity of the Ag monolayer compared to
the bulk Ag surface on Si(111) (see
figure) is due to the confinement of
the 5sp electrons. This change in reac-
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After reaction

tivity has significant effects on the sur-
face activity and selectivity, which
could result in novel catalytic proper-
ties.
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Towards an Integrated Description of
Hydrogen Bonding and Dehydration:
Decreasing False Positives in Virtual
Screening with the HYDE Scoring
Function
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HYDE is a new empirical scoring
function for the evaluation of protein—
ligand complexes that estimates bind-
ing free energy based on two terms for
dehydration and hydrogen bonding
only. In contrast to other scoring func-
tions, HYDE accounts for destabilizing
dehydration effects in a consistent
manner, thereby decreasing the rate of
false positive hits in virtual screening.
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... ON OUR SISTER JOURNALS

With or without Me: The effect of a
single methyl group on the free ener-
gies of functional and nonfunctional
conformations of human mitochondrial
lysine transfer RNA (tRNA™) has
been studied. The stabilization of the
three distinct conformations by Mg**
ion binding and free energy changes
resulting from methylation were char-
acterized and revealed a preference
for the functionally relevant clover-
leaf-shaped tRNA form (see picture).
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Rapid electronic energy transfer
occurs from the appended perylene
units to the BODIPY-based dye, which
itself is equipped with an ancillary
binding unit. Cations can coordinate to
the pyridine N atom and thereby
switch on an intramolecular charge-
transfer process. On cation binding,
fluorescence from perylene increases
and that from BODIPY decreases.
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Amine detection made easy: One fluo-
rophore in eight different solvents
(columns in graphic) allows the unam-
biguous identification of twelve differ-
ent amines (along one row) based on
the distinct fluorescence changes
through excited-state proton transfer.

Eur. J. Inorg. Chem. 2008, 2778—2779
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Holey starch! Mesoporous materials
with tuneable characteristics have been
prepared from biomass-derived o-D-
polysaccharides by a microwave-assist-
ed strategy. Careful selection of the
preparation temperature allows control
of the crystallinity, particle morpholo-
gy and textural properties of the re-
sulting materials, leading to surface
areas approaching 200 m*g~! and mes-

opore volumes over 0.6 cm*g~".
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