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Bubble, bubble...: Variational and diffu-
sion Monte Carlo calculations are pre-
sented for anionic electrolytes of the
form X~ (He)y solvated in *He. The sol-
vent adatoms surrounding the anions
have liquid-like quantum features. The
halogen anions remain solvated within
bubbles empty of solvent of species-de-
pendent size. See figure for 3D represen-
tations of the He density around F~ (left)
and |17 (right).
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Rational design: A series of 2-aroxyl-
1,2,4-triazolo[1,5-c]pyrimidine derivatives
were computationally designed (see
scheme) and synthesized as conforma-
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Less is more: Inorganic fullerene-like (IF)
Mo (W),_,Re,S, nanoparticles, which con-
tain up to 5% Re doping in the MoS,
host lattice, can be prepared by a gas-
phase reaction with the respective metal
halides and H,S. Interestingly, Re-doped
MoS, nanotubes are also produced.

Total synthesis and characterization of
selenoglutaredoxin: A glutaredoxin var-
iant that contains an active-site seleno-
cysteine was prepared by native chemical
ligation. The artificial selenoenzyme is a
surprisingly poor peroxidase, but it effi-
ciently catalyzes the reduction of mixed
glutathionyl disulfides.
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tionally flexible AHAS inhibitors. These
compounds could find use as new leads
for combating drug resistance.
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Bi- or polydentate ligands based on het-
erocycles can be easily prepared via pal-
ladium-catalysed C—H bond activation of
heteroaromatics followed by heteroaryl
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ation using heteroaryl bromides. A vari-
ety of heteroaromatics such as furans,
thiophenes thiazoles or oxazole deriva-
tives have been employed.
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A novel by-product-catalyzed three-com-
ponent synthesis of amine derivatives
from readily available benzylic and allylic
alcohols, acyl chlorides (chloroformates
or sulfonyl chlorides), and hexamethyldi-

Ordered fluids: Complex fluid super-
structures were obtained through self-
assembly of polyphilic molecules. A vari-
ety of different polygonal cylinder struc-
tures was observed, which were replaced
by lamellar phases and a noncylinder
hexagonal columnar phase as either
molecular structure or temperature was
changed (see graphic).
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silazane (HMDS) has been developed.
By-product TMSCI and its decomposition
into HCl are responsible for promoting
the three-component reaction.

Breaking down is usually hard to do...
The direct conversion of lignin into alka-
nes and methanol was carried out in a
two-step process (hydogenolysis and
hydrogenation) involving initial treat-
ment of white birch wood sawdust with
H, in dioxane/water/phosphoric acid
using Rh/C as the catalyst. The resulting
monomers and dimers obtained by
selective C—O hydrogenolysis were then
hydrogenated in near-critical water
employing Pd/C as the catalyst.
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