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Functional in vivo imaging of cysteine cathepsin activity in murine model of inflammation
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Strength in numbers: semi-synthetic multivalent collagen binding proteins were obtained by native chemical ligation of CNA35-thioesters and
cysteine-functionalized divalent (AB,) and tetravalent (AB,) dendritic wedges.
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Single point mutation in OxyR-RD part of the HyPer biosensor cause increase of the dynamic range of the probe responding to H>0,.
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This article reports the synthesis, in vitro, and in vivo studies of Gd-TTDA-NP-BN-Cy5.5 as a new dual contrast agent for MR/Optical imaging of gastrin +
releasing peptide receptor in prostate cancer tumor.

Calcium-responsive paramagnetic CEST agents pp 1097-1105

Goran Angelovski*, Thomas Chauvin, Rolf Pohmann, Nikos K. Logothetis, Eva Téth*

00C—, —CO0;
: (@

‘00c— —coo

The investigated tetraamide Yb** and Eu* complexes exhibit a marked alteration in their chemical exchange saturation transfer (CEST) properties upon Ca** -+
binding which can be exploited for the MRI detection of Ca®" concentration changes.
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Responsive Mn(II) complexes for potential applications in diagnostic Magnetic Resonance Imaging
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This paper reports on the synthesis and in vitro evaluation of three novel Mn(II) complexes as potential MRI probes for the enzyme tyrosinase to be used in the

diagnosis of melanoma cancer.
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A new approach to enzyme-responsive MRI agents is presented based on the relaxivity enhancement caused by the disruption of aggregates formed by liposomes and a
macromolecular substrate cleaved by the enzyme.
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Benzyl benzoates: New phlorizin analogs as mushroom tyrosinase inhibitors pp 1167-1171
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Fourteen Benzyl benzoates with hydroxyl(s) (3-16) were synthesised and their :: |

inhibitory activity on mushroom tyrosinase were tested. Results indicated that 173
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A new p-carbonic anhydrase from Brucella suis, its cloning, characterization, and inhibition with sulfonamides and pp 1172-1178
sulfamates, leading to impaired pathogen growth

Pascale Joseph, Safia Ouahrani-Bettache, Jean-Louis Montero, Isao Nishimori, Tomoko Minakuchi, Daniela Vullo,

Andrea Scozzafava, Jean-Yves Winum*, Stephan Kéhler*, Claudiu T. Supuran®

Synthesis of egonol derivatives and their antimicrobial activities pp 1179-1188
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Eighteen egonol derivatives via substitution, (at C-3, C-6, and C-3"), oxidation, reduction and condensation reactions were synthesized and their antimicrobial activities against
four well-known bacterias and yeast were investigated.

Identification of curcumin derivatives as human glyoxalase I inhibitors: A combination of biological evaluation, pp 1189-1196
molecular docking, 3D-QSAR and molecular dynamics simulation studies

Minggui Yuan, Minxian Luo, Yao Song, Qiu Xu, Xiaofeng Wang, Yi Cao, Xianzhang Bu*, Yanliang Ren*, Xiaopeng Hu

We designed, synthesized and tested a series of curcumin derivatives
possessing high inhibitory activity against human GLO I, the binding
model for compound 8 was obtained by MD simulations, as shown in
Figure 7. The satisfactory correlation of pK; value between experiment
and theory was shown in Figure 8.
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Benzoquinazoline derivatives as new agents affecting DNA processing pp 1197-1204

Giovanni Marzaro, Lisa Dalla Via, Antonio Toninello, Adriano Guiotto, Adriana Chilin*
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Synthesis of 6,14-epoxymorphinan derivatives and their pharmacologies
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We found that 17-benzyl-6,14-epoxymorphinan derivatives showed high selectivities for the opioid «x receptor. The 17-benzyl substituent may play an important role for

developing « selectivity.

Probing the mid-gorge of cholinesterases with spacer-modified bivalent quinazolinimines leads to highly potent and pp 1222-1235

selective butyrylcholinesterase inhibitors
Xinyu Chen, Irina G. Tikhonova, Michael Decker*
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An efficient synthesis of the precursor of Al-2, the signalling molecule for inter-species quorum sensing
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Aminopyridinecarboxamide-based inhaled IKK-2 inhibitors for asthma and COPD: Structure-activity relationship

Jin Xie*, Gennadiy I. Poda, Yiding Hu, Natalie X. Chen, Richard F. Heier, Serge G. Wolfson, Matthew T. Reding,
Patrick J. Lennon, Ravi G. Kurumbail, Shaun R. Selness, Xiong Li, Nandini N. Kishore, Cynthia D. Sommers,
Lori Christine, Sheri L. Bonar, Neetu Venkatraman, Sumathy Mathialagan, Sarah J. Brustkern, Horng-Chih Huang*

Installation of sites for metabolism in the lead compound PHA-767408 was the key focus of the IKK-
2 inhaled program. This paper reports our efforts to identify a novel series of aminopyridinecarbox-
amide-based IKK-2 inhibitors which display low nanomolar potency against IKK-2 with long
duration of action (DOA) and metabolically labile with potential capability for multiple routes of

clearance. Several lead compounds have demonstrated their potential usefulness in the treatment of

asthma and chronic obstructive pulmonary disease (COPD).
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Design and synthesis of caffeoyl-anilides as portmanteau inhibitors of HIV-1 integrase and CCR5

Hardik S. Bodiwala, Sudeep Sabde, Pawan Gupta, Ruchira Mukherjee, Rajender Kumar, Prabha Garg,
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Phosphonic pseudopeptides as human neutrophil elastase inhibitors—a combinatorial approach
Marcin Sienczyk*, Dawid Podgorski, Aleksandra Blazejewska, Julita Kulbacka, Jolanta Saczko, J6zef Oleksyszyn
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Synthesis, physical-chemical characterisation and biological evaluation of novel 2-amido-3-hydroxypyridin- pp 1285-1297
4(1H)-ones: Iron chelators with the potential for treating Alzheimer’s disease

Alessandra Gaeta, Francisco Molina-Holgado, Xiao L. Kong, Sarah Salvage, Sarah Fakih, Paul T. Francis, Robert ]. Williams,
Robert C. Hider*

Peptide substituents at the 2-position of pyridine-4-ones minimise enzyme
inhibitory properties without influencing iron scavenging ability.
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Synthesis of bi-substrate state mimics of dihydropteroate synthase as potential inhibitors and molecular probes pp 1298-1305
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Synthesis of cross-reactive carbohydrate determinants fragments as tools for in vitro allergy diagnosis pp 1306-1320
Mayeul Collot, Iain B. H. Wilson, Merima Bublin, Karin Hoffmann-Sommergruber, Jean-Maurice Mallet*
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Synthesis and evaluation of phosphonated N-heteroarylcarboxamides as DOXP-reductoisomerase (DXR) inhibitors pp 1321-1327
Taryn Bodill, Anne C. Conibear, Gregory L. Blatch, Kevin A. Lobb, Perry T. Kaye*
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Esters and disodium salts of various heteroarylcarbamoylphosphonic acids have been prepared and evaluated as potential DXR inhibitors, using in silico -+
docking studies, STD NMR analysis and enzymes inhibition assays.
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Synthesis and serotonin transporter activity of 1,3-bis(aryl)-2-nitro-1-propenes as a new class of anticancer agents

Yvonne M. McNamara, Suzanne M. Cloonan, Andrew J. S. Knox, John J. Keating, Stephen G. Butler, Giinther H. Peters,
Mary J. Meegan, D. Clive Williams*

A series of 1,3-bis(aryl)-2-nitro-1-propenes exhibit a selective, potent antiproliferative effect on o
Burkitt’s lymphoma cell lines, independently of their serotonin transporter (SERT) activities. = .
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Pharmacophore models based studies on the affinity and selectivity toward 5-HT;, with reference to «;-adrenergic
receptors among arylpiperazine derivatives of phenytoin

Jadwiga Handzlik, Ewa Szymanska, Krystyna Nedza, Monika Kubacka, Agata Siwek, Szczepan Mogilski, Jarostaw Handzlik,
Barbara Filipek, Katarzyna Kie¢-Kononowicz*
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5-HT;a/oq-adrenoceptors affinity and selectivity of 1-[2-hydroxy-3-(4-phenylpiperazin-1-yl)-propyl]-2,4-dioxo-5,5-diphenylimidazolidine derivatives are

described. Synthesis, molecular modelling, radioligand binding assays, functional bioassays and SAR-studies were carried out.
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The cover graphic features three imaging probe examples: a gadolinium complex used as contrast agent in magentic resonance imaging (MRI)
of patients, a FRET reporter to measure phospholipase A2 activity in living cells, and Fura-2, a calcium sensor developed by Roger Tsien’s group
in the eighties that revolutionized cell biology to become a more quantitative and molecular discipline.
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