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1-Cyclohexyl-4-[3-(5-methoxy-1,2,3,4-tetrahydro-naphthalen-1-yl)-propyl]-piperazine 1 is a high affinity sigma-2 ligand, which has

been labelled with carbon-11 (t1/2: 20.4 min) and evaluated in vivo in the mouse brain as a potential positron-emission-tomography

(PET) radioligand.
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Improvement of ACE inhibitory activity of chitooligosaccharides (COS) by carboxyl modification pp 3649–3655
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COCH2CH2COO� group, which is similar to Captopril� in structure, was introduced to chitooligosaccharides (COS). Angiotensin I

converting enzyme (ACE) inhibitory activity of COS was successfully improved by the introduced group. ACE inhibitory

mechanism of COS derivative was competitive via obligatory binding site of the enzyme.
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We discuss the synthesis and structure–cytotoxicity relationships of GC-selective naphthoquinoline-11-carboxamides and

analogues. Examples showed high activity in the mouse colon 38 tumor model.

Regioselective synthesis of cyclodextrin mono-substituted conjugates of non-steroidal
anti-inflammatory drugs at C-2 secondary hydroxyl by protease in non-aqueous media
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Three 2-O-mono-substituted b-cyclodextrin (b-CD) conjugates of indomethacin, ketoprofen and etodolac

were synthesized by enzymatic methods.
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An artificial aspartic proteinase system pp 3673–3680

Lin Jiang, Zhilian Liu, Zhi Liang and Yunhua Gao*

A series of crown ether compounds can selectively complex some

specific esters and the carboxyls in their molecules play the role of

a hammer just as depicted in the graphic to cleave ester bonds by

nucleophilic catalysis, which partially simulates some aspartic

proteinases in the case of catalytic mechanisms.
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Comparison of positively charged DNG with DNA duplexes: a computational approach pp 3691–3698
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Molecular dynamics is used to investigate the structural properties of the cationic DNA analogue deoxynucleic

guanidine (DNG), in which a guanidinium group replaces the phosphate moiety of DNA.

Structure–affinity relationships of halogenated predicentrine and glaucine derivatives at D1 and D2

dopaminergic receptors: halogenation and D1 receptor selectivity
pp 3699–3704
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2-Hydroxyaporphines bearing a halogen atom at C-3 are potent, selective D1 dopaminergic ligands.
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A novel class of sodium/calcium exchanger inhibitor: design, synthesis, and structure–activity
relationships of 3,4-dihydro-2(1H)-quinazolinone derivatives
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The role of hydrophobic properties of chemicals in promoting allosteric reactions pp 3737–3762

Suresh B. Mekapati, Alka Kurup, Rajeshwar P. Verma and Corwin Hansch*

The QSAR model for the role of hydrophobic properties of chemicals in promoting allosteric reactions may be illustrated by Eq. I.

log 1=C ¼ �a log P þ b log P 2 � constant ðIÞ

Synthesis, in vitro, and in vivo characterization of an integrin avb3-targeted molecular probe
for optical imaging of tumor
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Integrin-targeted optical probe 7 was synthesized by

coupling 6a to fluorescein isothiocyanate and the in vitro

and in vivo characterization of the probe was studied. In

addition, several carbamate derivatives of compound 1

were synthesized in order to investigate the structure–

activity relationship potential beyond its amine

terminus. All synthesized derivatives of 1 demonstrated

equal or increased binding affinity for integrin avb3.
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Semisynthesis and biological activity of aminoacyl triesters of squamocin, an annonaceous acetogenin pp 3773–3781
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Aminoacyl triesters of squamocin have been synthesized in two to three steps from protected (LL)-aminoacids and squamocin, and

evaluated for their inhibitory activity of mitochondrial complex I and cytotoxicity against KB 3-1 cells in vitro. All triesters

derivatives exhibited an extinction of activity at the enzymatic level, correlated to a reduced though modulated cytotoxicity relatively

to squamocin.

Substrate specificity of the bovine serum amine oxidase and in situ characterisation of
aminoaldehydes by NMR spectroscopy

pp 3783–3796

Gunnar Houen,* Casper Struve, Roar Søndergaard, Tina Friis, Uffe Anthoni,
Per H. Nielsen, Carsten Christophersen, Bent O. Petersen and Jens Ø. Duus
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The bovine serum amine oxidase (BSAO)-catalysed oxidation of spermidine and homospermidine has been monitored by 1H NMR

spectroscopy in water with 10% D2O.

Antimycobacterial activity of new 3-substituted 5-(pyridin-4-yl)-3H-1,3,4-oxadiazol-2-one and 2-thione
derivatives. Preliminary molecular modeling investigations

pp 3797–3809

Maria Grazia Mamolo,* Daniele Zampieri, Luciano Vio, Maurizio Fermeglia,
Marco Ferrone, Sabrina Pricl, Giuditta Scialino and Elena Banfi
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3H-1,3,4-Oxadiazole-2-thione and 3H-1,3,4-oxadiazol-2-one derivatives were

synthesized and tested for their in vitro antimycobacterial activity. Oxadiazolone

derivatives showed an interesting antimycobacterial activity against the tested strain

of Mycobacterium tuberculosis H37Rv, whereas the corresponding thione derivatives

were devoid of activity. Molecular modeling investigations showed that the active

compounds may interact at the active site of the mycobacterial cytochrome P450-

dependent sterol 14a-demethylase in the sterol biosynthesis pathway and that their

binding free energy values are in agreement with their MIC values.

Anti-oxidant activities of curcumin and related enones pp 3811–3820

Waylon M. Weber, Lucy A. Hunsaker, Steve F. Abcouwer, Lorraine M. Deck* and
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Investigation into the structure–activity relationship of novel concentration
dependent, dual action T-type calcium channel agonists/antagonists
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This paper describes the synthesis and biological evaluation of a library of

compounds that are based on the structure of compound 1, which has been

shown to be a T-type calcium channel antagonist, as well as exhibits anti-

proliferative activity against a variety of tumor cell lines. These new

analogs of compound 1 not only show better antagonist activity toward

calcium influx and anti-proliferation, at higher concentrations they also

show an agonist activity toward calcium influx.

Synthesis, characterisation and cytotoxicity of chloro derivatives of prenylnaphthohydroquinone pp 3841–3846

Aurora Molinari,* Alfonso Oliva, Claudia Ojeda, Jorge Escobar, Carolina Gallardo,
José Ma Miguel del Corral, Ma Angeles Castro, Carmen Cuevas and Arturo San Feliciano
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A family of chloroprenylnaphthohydroquinoned derivatives have been synthesised from the acetylated Diels–Alder product 2, of

a-myrcene and 2-chloro-1,4-benzoquinone. This family has been evaluated for their cytotoxicitiy against several neoplastic cell lines.
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Kansuinin and ingenol compounds arrest cell proliferation by inhibition of reactions in specific cell cycle.

New antitubulin derivatives in the combretastatin A4 series: synthesis and biological evaluation pp 3853–3864

Christine Borrel, Sylviane Thoret, Xavier Cachet, Daniel Guénard, François Tillequin,
Michel Koch and Sylvie Michel*
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A series of carboxamide and carbamate analogues of combretastatin A4 were synthesized and evaluated. Several compounds

exhibited strong cytotoxicities correlated with a potent inhibition of tubulin assembling.
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