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A unique and rapid approach toward the efficient development of novel protein tyrosine phosphatase pp 1092-1096

(PTP) inhibitors based on ‘clicked’ pseudo-glycopeptides
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We report the ‘click’ fabrication of triazolyl glycopeptidomimetics as novel PTP1B and CDC25B inhibitors and their plausible binding modes with the targeted @'l‘

PTP via docking simulation.
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Synthesis, structure-activity relationships and preliminary antitumor evaluation of benzothiazole-2-thiol pp 1097-1101
derivatives as novel apoptosis inducers

Zhao Wang, Xuan-Hong Shi, Jia Wang, Tian Zhou, You-Zhi Xu, Ting-Ting Huang, Yan-Fang Li, Ying-Lan Zhao, Li Yang,
Sheng-Yong Yang, Luo-Ting Yu*, Yu-Quan Wei
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A series of novel benzothiazole-2-thiol derivatives were synthesized and evaluated for antitumor. The most potent compound 6m exhibited good inhibitory

activities against a panel of different types of human cancer cell lines with ICsq values in the low micromolar range and induced apoptosis in HepG2 cancer @'l‘
cells.
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Discovery of dual binding site acetylcholinesterase inhibitors identified by pharmacophore modeling pp 1105-1112

and sequential virtual screening techniques
Shikhar Gupta, Adyary Fallarero, Pdivi Jdarvinen, Daniela Karlsson, Mark S. Johnson, Pia M. Vuorela, C. Gopi Mohan*

Dual binding site acetylcholinesterase (AChE) inhibitors are promising : | Specs 1 | ‘ f
for the treatment of Alzheimer’s disease (AD). Inhibitors showing both , ]

the anti-aggregating Ap and anti-cholinesterase effect bind to these
sub-sites, the so called dual binding site in AChE enzyme. We adopted a
strategy, by systematically integrating the in vitro and in silico
techniques throughout the present work, to discover new cholinester-
ase inhibitors Specs1 and Specs2, having good ADMET properties for
the treatment of AD.

Investigation on a host-guest inclusion system by g-cyclodextrin derivative and its analytical application pp 1113-1117
Lizhen Huang, Jiang He*, Ruihua Lu, Xia Ge, Jingjing Guo

To elucidate a plausible complex structure for the supramolecular complex, we performed the
molecular modelling study. The inclusion complex was emulated by entering the guest molecule
from the large face of the CD cavity of the DE-B-CD molecule by steps. Subsequently, the energy
minimization was carried out for each step without any constraint. Full-geometry optimization was
performed, using the molecular mechanics MM+ method followed by the semiempirical AM1 A
method to obtain the minimum structure. i
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Optimization of a novel class of benzimidazole-based farnesoid X receptor (FXR) agonists to improve
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Molecular design of a new orally-available CCR5 antagonist. 6a (3R, 1'R)

Synthesis and evaluation of new iRGD peptide analogs for tumor optical imaging pp 1146-1150
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HIV-1 protease inhibition potential of functionalized polyoxometalates pp 1162-1166
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The inhibitory effect of functionalized polyoxotungstates with organic side chains on HIV-1 protease is investigated.
Isosteric replacement of the Z-enone with haloethyl ketone and E-enone in a resorcylic acid lactone pp 1167-1170

series and biological evaluation
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Synthesis, modification, and evaluation of (R)-de-0-methyllasiodiplodin and analogs as nonsteroidal pp 1171-1175
antagonists of mineralocorticoid receptor
Cheng-Shi Jiang, Rong Zhou, Jing-Xu Gong*, Li-Li Chen*, Tibor Kurtan, Xu Shen, Yue-Wei Guo*
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Potent and selective cyclohexyl-derived imidazopyrazine insulin-like growth factor 1 receptor inhibitors pp 1176-1180

with in vivo efficacy
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Analysis of g-amino alcohols as inhibitors of the potential anti-tubercular target N-acetyltransferase pp 1185-1190
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The synthesis and in vitro characterisation of a novel series of B-amino alcohol compounds based upon the hit compound identified from a screening program
3-[3’-(4"-cyclopent-2"-en-1"-ylphenoxy)-2’-hydroxypropyl]-5,5-dimethylimidazolidine-2,4-dione against prokaryotic arylamine N-acetyltransferase en- -+
zymes are reported.

Synthesis and pharmacological evaluation of the individual stereoisomers of 3-[methyl(1,2,3,4- pp 1191-1194
tetrahydro-2-naphthalenyl)amino]-1-indanone, a potent mast cell stabilising agent

Adam J. Byrne, James W. Barlow, John ]. Walsh*
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Triaryl (Z)-olefins suitable for radiolabeling with iodine-124 or fluorine-18 radionuclides for positron pp 1195-1198
emission tomography imaging of estrogen positive breast tumors
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6"-Azido-6"-deoxy-UDP-N-acetylglucosamine as a glycosyltransferase substrate pp 1199-1201
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Design and regioselective synthesis of a new generation of targeted therapeutics. Part 3: Folate pp 1202-1205
conjugates of aminopterin hydrazide for the treatment of inflammation
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Conformationally constrained farnesoid X receptor (FXR) agonists: Heteroaryl replacements of the naphthalene pp 1206-1213
Jonathan Y. Bass, Justin A. Caravella, Lihong Chen, Katrina L. Creech, David N. Deaton*, Kevin P. Madauss, Harry B. Marr,

Robert B. McFadyen, Aaron B. Miller, Wendy Y. Mills, Frank Navas III, Derek J. Parks, Terrence L. Smalley Jr.,

Paul K. Spearing, Dan Todd, Shawn P. Williams, G. Bruce Wisely

To improve on the drug properties of GSK8062 1b, a series of
heteroaryl bicyclic naphthalene replacements were prepared. The
quinoline 1c was an equipotent FXR agonist with improved drug
developability parameters relative to 1b. In addition, GSK2324 1c¢
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Synthesis and antitubercular evaluation of novel substituted aryl and thiophenyl tethered dihydro-6H- pp 1214-1217
quinolin-5-ones
Srinivas Kantevari*, Santhosh Reddy Patpi, Balasubramanian Sridhar, Perumal Yogeeswari, Dharmarajan Sriram
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Structure and property based design, synthesis and biological evaluation of y-lactam based HDAC inhibitors pp 1218-1221

Eunhyun Choi, Chulho Lee, Jung Eun Park, Jeong Jea Seo, Misun Cho, Jong Soon Kang, Hwan Mook Kim, Song-Kyu Park,
Kiho Lee, Gyoonhee Han*

Based on QSAR study of the §-lactam core HDAC inhibitors, the smaller y-lactam core
HDAC inhibitors were designed for biological and property optimization. The new 11
compounds were synthesized and evaluated in vitro assays. Phenyl, naphthyl and

thiophenyl groups were introduced as the cap groups.
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Furoxan nitric oxide donor coupled chrysin derivatives: Synthesis and vasculoprotection pp 1222-1226
Xiao-Qing Zou, Sheng-Ming Peng, Chang-Ping Hu*, Li-Feng Tan, Han-Wu Deng, Yuan-Jian Li
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Selective antagonists of mouse trace amine-associated receptor 1 (mTAAR1): Discovery of EPPTB (R05212773) pp 1227-1231
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Design and synthesis of 4-arylpiperidinyl amide and N-arylpiperdin-3-yl-cyclopropane carboxamide pp 1236-1242
derivatives as novel melatonin receptor ligands
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Non-oxime inhibitors of B-Raf'°’E kinase pp 1243-1247
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Discovery of new anti-depressants from structurally novel 5-HT; receptor antagonists: Design, synthesis pp 1253-1256

and pharmacological evaluation of 3-ethoxyquinoxalin-2-carboxamides
Radhakrishnan Mahesh, Thangaraj Devadoss®, Dilip Kumar Pandey, Shvetank Bhatt

QNfLN R G "'33A /CH_. "52A — fLN/\N R

N _

N” ~OC,Hs G ........................... N OCHs
(6k-60) -6.7A (6a-6j)

6k: R = -CH,-CHx-N(Me),, pA>=6.9 6b: R = -CgH-0-OCH5, pA; = 7.0
6m:R= -CHZ-CHT@ pA;=7.2 6h: R =-CHg, pA;=T7.7
N 6i: R = -CH5-CH3, pA;=7.5

H +
Discovery of new anti-depressants from structurally novel 5-HT; receptor antagonists are described.
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Synthesis and biological evaluation of 2-aminoimidazole/carbamate hybrid anti-biofilm and pp 1257-1260
anti-microbial agents

Steven A. Rogers, Erick A. Lindsey, Daniel C. Whitehead, Trey Mullikin, Christian Melander*
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Chemical and biological explorations of the electrophilic reactivity of the bioactive marine natural pp 1261-1264
product halenaquinone with biomimetic nucleophiles

Jiayi Wang, Marie-Lise Bourguet-Kondracki, Arlette Longeon, Joélle Dubois, Alexis Valentin, Brent R. Copp*

Synthesis and galectin-binding activities of mercaptododecyl glycosides containing a terminal pp 1265-1269
p-galactosyl group
Teiichi Murakami*, Kyoko Yoshioka, Yukari Sato, Mutsuo Tanaka, Osamu Niwa, Soichi Yabuki

Ho OH
(0]
HO
HO
R? = OH, H, NHAc
R®=OH, H
(n=0,1)
@*
Synthesis of 12-mercaptododecyl p-galactoside-terminated glycosides and their galectin-binding activities evaluated by SPR measurements are described.
Quinazolines with intra-molecular hydrogen bonding scaffold (iMHBS) as PI3K/mTOR dual inhibitors pp 1270-1274

Kevin K. C. Liu*, Xiaojun Huang, Shubha Bagrodia, Jeffrey H. Chen, Samantha Greasley, Hengmiao Cheng, Shaoxian Sun,
Dan Knighton, Caroline Rodgers, Kristina Rafidi, Aihua Zou, Jiezhan Xiao, Shengyong Yan
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Intra-molecular hydrogen bonding was introduced to the quinazoline motif to form a pseudo ring (intra-molecular H-bond scaffold, iMHBS) to mimic our previous published core
structures, pyrido[2.3-D]pyrimidin-7-one and pteridinone, as PI3K/mTOR dual inhibitors. This design results in potent PI3K/mTOR dual inhibitors and the purposed intra-
molecular hydrogen bonding structure is well supported by co-crystal structure in PI3Ky enzyme. In addition, a novel synthetic route was developed for these analogs.




Contents / Bioorg. Med. Chem. Lett. 21 (2011) 1073-1083 1083

Design and synthesis of highly solvatochromic fluorescent 2’-deoxyguanosine and 2'-deoxyadenosine analogs pp 1275-1278
Katsuhiko Matsumoto, Naoya Takahashi, Azusa Suzuki, Takashi Morii, Yoshio Saito*, Isao Saito*
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Chemical structures of aromatic fluorophore substituted purine nucleosides.

Pyrrolidinone diterpenoid from Isodon excisus and inhibition of nitric oxide production in pp 1279-1281
lipopolysaccharide-induced macrophage RAW264.7 cells

Seong Su Hong, Seon A Lee, Nahyun Kim, Ji Sang Hwang, Xiang Hua Han, Mi Kyeong Lee, Jae Kyung Jung, Jin Tae Hong,
Youngsoo Kim, Dongho Lee, Bang Yeon Hwang*

A new pyrrolidinone diterpenoid, excisusin F (1), was isolated from the aerial parts of Isodon excisus
(Lamiaceae), together with four known compounds, and their structures were determined mainly by
NMR (1D and 2D) and mass spectrometry. Excisusin F (1) and inflexarabdonin E (3) showed potent
inhibitory effects of LPS-induced nitric oxide production in RAW264.7 cells with the ICs value of
10.4 and 3.8 uM, respectively. AcO
AcO
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