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An extremely critical condition: The
addition of carbamic acids generated
from secondary amines and supercriti-
cal CO, (scCO,) to terminal alkynes
proceeds efficiently in the presence of
trans-[RuClL,{P(OC,Hjs),}4]. The CO,-

soluble Ru catalyst affords alkenyl car-
bamates with high regio- and stereose-
lectivity and decreases the formation
of enynes from the catalytic dimeriza-
tion of alkynes.

The forces of stabilization: The inter-
action of bradykinin (BK) with the
bradykinin B2 receptor (B2R) was an-
alyzed by using molecular modeling
(MM) and molecular dynamics (MD)
simulations. The specific geometries
and hydrogen-bonding interactions of
the inactive and active (shown) states
of the BK receptor were explored in
detail, and comparisons to the known
partially activated rhodopsin molecule,
were made.

Breaking a creed: Ultrasound attenua-
tion measurements reveal that small
microbubbles (see picture, left) with a
fluid phospholipid shell and stabilized
by a fluorocarbon gas can last longer
in aqueous media than larger ones of
the same composition (see picture,
right). Such small and stable microbub-
bles may be useful for intravascular
oxygen and drug delivery, where the
use of microbubbles is promising.
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Docking and similarity search calcula-
tions using 2D fingerprints were car-
ried out in parallel to identify inhibi-
tors of nine target enzymes. By com-
bining the results of docking and simi-
larity searching, compound recall ach-
ieved by the individual methodologies
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was further increased in several cases.
As a compound selection scheme, par-
allel selection of candidate compounds
from docking and similarity search
rankings overall produced higher recall
than rank fusion.
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Surface safari: 9,10-Anthracenedicar-
bonitrile (DCA) molecules adsorbed

on a Cu(111) surface can be titrated by

gradual annealing of the substrate to
form trigonal planar Cu(DCA); com-
plexes and, ultimately, a hexagonal
network (see picture) with a Cu,-
(DCA); stoichiometry. As a result of
charge donation from the substrate,
the coordinated Cu adatom remains
electrically neutral despite donating
approximately 1/3 charge to each
Cu—N bond.
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R = cyclobutyl or 1-adamantyl

An expedient synthesis and resolution
of atropisomeric PN ligands, 2-cyclo-
butyl- and 2-(1-adamantyl)-Quinazoli-
naps, has been developed. The enan-
tioenriched ligands provide good levels

R ] IN\ QR,

PPhy

=N

l PPh,

R = CHO, CO,Me, CH(OH)Ph

R = cyclobutyl
—_—

(D

of enantioselection (ee values up to
89%) by prototypical Pd"-catalyzed al-
lylic alkylation. Further functionaliza-
tion of 2-cyclobutyl-Quinazolinap has
been achieved.

T. Fekner, H. Miiller--Bunz,
P.J. Guiry*

Synthesis, Resolution, and Application
of Cyclobutyl- and
Adamantyl-Quinazolinap Ligands

Eur. J. Org. Chem.
DOI: 10.1002/ejoc.200800650

Cn-S /
S‘f@ Meozc-cogms‘c\{
70°C
1s 78
Sandwich course: Reaction of 18 with
HC=C—Fc (Fc: ferrocenyl) leads to 28,
which converts to 3S and 48 in MeOH
(see scheme). However, in the case of
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MeO,CC=CCO,Me, the stepwise sub-
stitution of the o-carborane cage at the
B(3)/B(6)-positions leads to 7S and
98, respectively.
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Bucket-and-spade chemistry: An envi-
ronmentally friendly and highly effi-
cient method for growing multiwalled
carbon nanotubes (T) on a large scale
has been developed which uses natu-
rally abundant resources, namely
garnet sand (G) as a catalyst precursor
and support, and city gas as the carbon
source. The as-produced carbon nano-
tubes have a well-crystallized wall
structure and are easily separated from
the garnet sand by sonication.
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