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Dihydro-b-agarofuran sesquiterpenes isolated from Celastrus vulcanicola as potential anti-Mycobacterium
tuberculosis multidrug-resistant agents
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A series of natural and derivative dihydro-b-agarofuran sesquiterpenes have been tested against sensitive and resistant Mycobacterium tuberculosis strains.
Among those tested, 20 exhibited promising anti-MDR TB activity. Their stereostructures were elucidated by NMR and X-ray analysis.
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4D-QSAR analysis and pharmacophore modeling: Electron conformational-genetic algorithm approach for penicillins pp 2199–2210
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Pharmacophore Atoms and Electron Conformational Submatrices of Activity 

N1 C6 C3 O1 H1 O3 O4 
-0.110 0.935 2.430 2.934 4.215 2.425 4.968 N1 

 0.274 3.767 4.372 5.404 1.953 4.152 C6 
  0.384 1.833 1.906 4.322 7.319 C3 
   -0.362 2.226 5.075 7.523 O1 
    0.230 5.693 9.166 H1 
     -0.247 4.784 O3 
      -0.351 O4 

Contents / Bioorg. Med. Chem. 19 (2011) 2103–2113 2105



Synthesis and biological evaluation of new 2-alkylaminoethyl-1,1-bisphosphonic acids against Trypanosoma cruzi and
Toxoplasma gondii targeting farnesyl diphosphate synthase

pp 2211–2217

Valeria S. Rosso, Sergio H. Szajnman, Leena Malayil, Melina Galizzi, Silvia N. J. Moreno, Roberto Docampo,
Juan B. Rodriguez*

CyDEPMPOs: A class of stable cyclic DEPMPO derivatives with improved properties as mechanistic markers of
stereoselective hydroxyl radical adduct formation in biological systems

pp 2218–2230

Gaëlle Gosset, Jean-Louis Clément, Marcel Culcasi*, Antal Rockenbauer, Sylvia Pietri

N

P

O

OO

O
Me

OH

H

cis-Me CyDEPMPO-OH4

Nucleophilic addition

Fenton

cis ratio = 41%

cis ratio = 7%

Molecular properties affecting fast dissociation from the D2 receptor pp 2231–2241

Gary Tresadern*, Jose Manuel Bartolome, Gregor J. Macdonald, Xavier Langlois*

Statistical analysis reveals the important molecular properties affecting fast and slow dissociating D2 receptor antagonists.
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Selective biocatalytic aminolysis of (±)-epichlorohydrin: Synthesis and ICAM-1 inhibitory activity of (S)-(+)-3-arylamino-
1-chloropropan-2-ols
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Regio- and enantioselective synthesis of (S)-(+)-3-arylamino-
1-chloropropan-2-ols has been achieved by epoxide ring
opening of (±)-epichlorohydrin with different aromatic
amines in the presence of Candida rugosa lipase. Activity of
seven model (S)-(+)-3-arylamino-1-chloropropan-2-ols, out
of 10 compounds synthesized, has been evaluated for the
inhibition of tumor necrosis factor-a (TNF-a) induced
expression of cell adhesion molecule, that is, intercellular
adhesion molecule-1 (ICAM-1) and structure–activity rela-
tionship has been established.
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Novel ring scaffold as dual cholinesterase and Ab-aggregation inhibitors.
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A series of novel triazole-containing berberine derivatives were designed, synthesized, and biologically evaluated as inhibitors of acetylcholinesterase (AChE),
butyrylcholinesterase (BuChE) and b-amyloid aggregation.
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A new series of pyrroloquinolinones were synthesised and evaluated for their phototoxic activity. Some of the title compounds showed, upon UVA irradiation, IC50 values
comparable or lower than angelicin used as reference drug.
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Docking result of compound 4f and oseltamivir (4f is displayed by atom type while oseltamivir is shown in lime line). The active
pocket is displayed using Channel pattern (Type: Cavity Depth) with the program MOLCAD Surfaces of Sybyl8.1.
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Synthesis and in vivo evaluation of (S)-6-(4-fluorophenoxy)-3-((1-[11C]methylpiperidin-3-yl)methyl)-2-o-
tolylquinazolin-4(3H)-one, a potential PET tracer for growth hormone secretagogue receptor (GHSR)
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We report the synthesis, in vitro, and in vivo evaluation of 6-(4-fluorophenoxy)-3-((1-[11C]methylpiperidin-3-yl)methyl)-2-o-tolylquinazolin-4(3H)-one
([11C]) as a potential PET radiotracer for imaging of the Ghrelin Secretagogue Receptor (GHSR).
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17,20-Lyase inhibitors. Part 3: Design, synthesis, and structure–activity relationships of biphenylylmethylimidazole
derivatives as novel 17,20-lyase inhibitors
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A novel series of biphenylylmethylimidazole derivatives were synthesized as inhibitors of 17,20-lyase, and their biological activities were evaluated.

Desulfurization of 2-thiouracil nucleosides: Conformational studies of 4-pyrimidinone nucleosides pp 2443–2449
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Synthesis, crystal structures and conformations in aqueous solution of 4-pyrimidinone nucleosides were presented.
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Synthesis of rabdokunmin C analogues was carried out. SAR study of their analogues on inhibitory activity of NF-jB activation was also reported.
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Microbial transformation of (+)-nootkatone and the antiproliferative activity of its metabolites pp 2464–2469
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We report the microbial transformation of natural bicyclic ketone–(+)-nootkatone (1). We proposed
the metabolic pathway of (+)-nootkatone in fungal culture studied and showed the antiproliferative
activity of obtained metabolites towards cancer cell lines A549 (human lung adenocarcinoma) and
HL-60 (human promyelocytic leukemia).
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A novel method using soluble peptide libraries with dedicated positions (Z) and soluble
recombinant HLA-DQ2.5 for HLA class II peptide binding motif refinement and peptide blocker
development.
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50-Modified pyrimidine nucleosides as inhibitors of ribonuclease A pp 2478–2484
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Inhibition of the ribonucleolytic activity of ribonuclease A by 5’-modified pyrimidine nucleosides having free carboxyl groups is reported for the first time.
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