Bioorganic & Medicinal Chemistry 19 (2011) 6543-6555

Contents lists available at SciVerse ScienceDirect

Bioorganic & Medicinal Chemistry

journal homepage: www.elsevier.com/locate/bmc

Bioorganic & Medicinal Chemistry Volume 19, Issue 22, 2011

Symposium-in-Print
Current Perspectives in Marine Bioorganic Chemistry

Edited by:
Guy T. Carter
Carter-Bernan Consulting, New City, NY, USA
Phillip Crews
Dept. of Chemistry and Biochemistry, University of California at Santa Cruz, Santa Cruz, CA, USA

Contents

SPECIAL ISSUE ARTICLES
Preface: Harnessing the biosynthetic capacity of marine-derived organisms

Guy T. Carter, Phillip Crews*

p 6556

Fijimycins A-C, three antibacterial etamycin-class depsipeptides from a marine-derived Streptomyces sp. pp 6557-6562

Peng Sun, Katherine N. Maloney, Sang-Jip Nam, Nina M. Haste, Ritesh Raju, William Aalbersberg, Paul R. Jensen,
Victor Nizet, Mary E. Hensler, William Fenical*

Fiji

Vanua Levu ambasa
J Savisavl” Jrgaun

I.nutoﬁ, — - -
Viti Levu g VA P
Kadaw

@+

pp 6563-6569

Reprint of “Chromomycin SA analogs from a marine-derived Streptomyces sp.”
[Bioorg. Med. Chem. 19 (2011) 5183-5189]

Y. Hu, A. Paula, D.M. Espindola, N.A. Stewart, S. Wei, B.A. Posner, ]J.B. MacMillan
OMe

OH OH O i

Hgﬂgﬁ;

R;OJ)Q% Chromomycin SA3 Ry =Ac R;=H ®+
HO Chromomycin SA; Ry =Ac. R; = (CH3);CHCO




6544 Contents / Bioorg. Med. Chem. 19 (2011) 6543-6555

Bendigoles D-F, bioactive sterols from the marine sponge-derived Actinomadura sp. SBMs009 pp 6570-6575
Luke Simmons, Katrin Kaufmann, Ronald Garcia, Gertrud Schwar, Volker Huch, Rolf Miiller*

0
1 R=OH R,= \HI\OH
0
2 R;=0OH R,= ‘(U\
o
3 R;=OH R,= ‘(\)I\OH
o

4 R,=H R2=\A\ @"'

Porpoisamides A and B, two novel epimeric cyclic depsipeptides from a Florida Keys collection of Lyngbya sp. pp 6576-6580
Theresa Meickle, Sarath P. Gunasekera, Yanxia Liu, Hendrik Luesch, Valerie ]. Paul*

0
_N_° o ©
7%\/\ 8
%;N o s N ar=
Porpoisamide A Porpoisamide B
The porpoisamides are two unique cyclic depsipeptides that differ only in the epimeric nature of C-2 of the f-amino acid, 3-amino-2-methyloctanoic acid. @+
Daedalols A-C, fungal-derived BACE1 inhibitors pp 6581-6586

Analia Sorribas, Jorge I. Jiménez, Wesley Y. Yoshida, Philip G. Williams*

Raas

RS

1R{=0 Ry=H R3=H R,=OH

2Ry=H Ry=H R3=R;=0

4R;=0 Ry=H R3=H R;=0,CCH,CO,H +

6R;=0 Ry=Me Ry=H Ry=0,CCH,CO,Me @
Novel terpenoids of the fungus Aspergillus insuetus isolated from the Mediterranean sponge Psammocinia sp. pp 6587-6593

collected along the coast of Israel
Elazar Cohen, Liat Koch, Kathy Myint Thu, Yocheved Rahamim, Yaniv Aluma, Micha Ilan, Oded Yarden, Shmuel Carmeli*

®+




Contents / Bioorg. Med. Chem. 19 (2011) 6543-6555 6545

Shishicrellastatins, inhibitors of cathepsin B, from the marine sponge Crella (Yvesia) spinulata pp 6594-6598
Shuhei Murayama, Yasufumi Imae, Kentaro Takada, Jo Kikuchi, Yoichi Nakao, Rob W. M. van Soest, Shigeru Okada,
Shigeki Matsunaga*

DI
£ BsogNa

®+

Neopetrosiquinones A and B, sesquiterpene benzoquinones isolated from the deep-water sponge Neopetrosia cf. pp 6599-6603
proxima

Priscilla L. Winder, Heather L. Baker, Patricia Linley, Esther A. Guzman, Shirley A. Pomponi, M. Cristina Diaz, John K. Reed,

Amy E. Wright*

@+

3-Bromohomofascaplysin A, a fascaplysin analogue from a Fijian Didemnum sp. ascidian pp 6604-6607
Zhenyu Lu, Yuanging Ding, Xing-Cong Li, Daignon R. Djigbenou, Brian T. Grimberg, Daneel Ferreira, Chris M. Ireland,
Ryan M. Van Wagoner*

_ cr Br __
O \ /N+ O \ /N+ O \//“”
N OH N OH NS
(o) (o)
1 2 3 ®+
Palmerolide macrolides from the Antarctic tunicate Synoicum adareanum pp 6608-6614

Jaime H. Noguez, Thushara K. K. Diyabalanage, Yoshinari Miyata, Xiao-Song Xie, Frederick A. Valeriote, Charles D. Amsler,
James B. McClintock, Bill J. Baker*

@+




6546 Contents / Bioorg. Med. Chem. 19 (2011) 6543-6555

Convolutamines I and J, antitrypanosomal alkaloids from the bryozoan Amathia tortusa pp 6615-6619
Rohan A. Davis, Melissa Sykes, Vicky M. Avery, David Camp, Ronald J. Quinn*

-
o~ 0
Br Br Br Br
NN Nk
H | Br X
Br
e
Convolutamine | Convolutamine J
IC50=1.1uM ICs = 13.7 uM
(Trypanosoma brucei brucei) (Trypanosoma brucei brucei)

®+

Probing the in vivo biosynthesis of scytonemin, a cyanobacterial ultraviolet radiation sunscreen, through small scale pp 6620-6627
stable isotope incubation studies and MALDI-TOF mass spectrometry

Carla S. Jones, Eduardo Esquenazi, Pieter C. Dorrestein, William H. Gerwick*

.......

m/z 562 N

¥c-Tyr — 'C-labeled Scytonemin — MALDI MS detection

In vitro and in vivo evaluation of select kahalalide F analogs with antitumor and antifungal activities pp 6628-6632
Abbas Gholipour Shilabin, Mark T. Hamann*

T
H,N N
: R
NaBH(OAc); / MeOH
+
. R H :
;\H . Molecular sieve 3 A, rt ‘&N %
H

0
KahalalideF  R=p ,/_QF ’/_ONmo
~/
CH3
@

Policing starter unit selection of the enterocin type II polyketide synthase by the type II thioesterase EncL pp 6633-6638
John A. Kalaitzis, Qian Cheng, Dario Meluzzi, Longkuan Xiang, Miho Izumikawa, Pieter C. Dorrestein, Bradley S. Moore*

s A o
FabD coo” ,L/g
f s HiCO™ g
EncL ]

EncC J enterocin

EncC ®+




Contents / Bioorg. Med. Chem. 19 (2011) 6543-6555

6547

Ion mobility mass spectrometry enables the efficient detection and identification of halogenated natural
products from cyanobacteria with minimal sample preparation

Eduardo Esquenazi, Michael Daly, Tasneem Bahrainwala, William H. Gerwick, Pieter C. Dorrestein*

3L
m/z511% m_/.’z 925 m/z 374
‘NG JHB ‘
CHy M+
i W \/YVI\V\VW\ T
u acky V
miz 511, Jamaicamide m/z 374, Curacin A vy

pp 6639-6644

Isolation of the p-galactosphingolipid coniferoside using a tumor cell proteome reverse affinity protocol

James J. La Clair*, Abimael D. Rodriguez
o ; o] o] 4
variable regions
shaded in grey O"LH’}\O (o] r/i\”/\OH
OH { OH 0
L

H
HO (OH H o coniferoside
HONC — 0 \,’J\/’L\,ﬁ“\ ~ \\%J\\//\w/\/\\/\\
HO OH

pp 6645-6653

@+

Ptilomycalin A inhibits laccase and melanization in Cryptococcus neoformans
Doralyn S. Dalisay, Jonel P. Saludes, Tadeusz F. Molinski*

pp 6654-6657

Highlights of marine invertebrate-derived biosynthetic products: Their biomedical potential and possible
production by microbial associants

Ocky K. Radjasa, Yvette M. Vaske, Gabriel Navarro, Héléne C. Vervoort, Karen Tenney, Roger G. Linington, Phillip Crews*

CHs

OH 6H O

bengamide E

Biomedical potential
Biosynthetic producer

[
wa 0D

Jaspis of. coriacea My /xococcus virescens

pp 6658-6674




6548 Contents / Bioorg. Med. Chem. 19 (2011) 6543-6555

Survey of marine natural product structure revisions: A synergy of spectroscopy and chemical synthesis pp 6675-6701
Takashi L. Suyama, William H. Gerwick, Kerry L. McPhail*

Techniques used in Techniques used for
structural misassignment structural revision

Total
Synthesis

Marine diterpene glycosides pp 6702-6719

Fabrice Berrué, Malcolm W. B. McCulloch, Russell G. Kerr*

\
any OH
XN Q OH
OH
x OAc s o
Bt
(o] OH
PN N
H H
Desmethyleleutherobin Pseudopterosin A Fuscoside B
Promising anticancer agent Commerically utilized Potent anti-inflammatory agent
anti-inflammatory agent
REGULAR ARTICLES
Synthesis of anomeric 1,5-anhydrosugars as conformationally locked selective «-mannosidase inhibitors pp 6720-6725
Rajendra S. Mane, Sougata Ghosh, Shailza Singh, Balu A. Chopade, Dilip D. Dhavale*
OH NH,
Bn._ _Cbz
O O
NS <— D-Glucose —> — -0
HO o) HO
HO HO S HO
OH 0

1 8 2 ®+

Design, synthesis and biological evaluation of 3-substituted 2,5-dimethyl-N-(3-(1H-tetrazol-5-yl)phenyl)pyrroles as pp 6726-6734
novel potential HIV-1 gp41 inhibitors
Xiao-Yang He, Peng Zou, Jiayin Qiu, Ling Hou, Shibo Jiang, Shuwen Liu, Lan Xie*

N B
\@/ S
2 (Lead) 13a R=H,
ECso = 7.7 UM (in cell) ECsp=3.2 uM, ICsy = 4.4 uM

ICs0 = 25.6 UM (gp41) 13j R=Br, +
ECsp = 2.2 uM, ICsg = 4.6 uM @




Contents / Bioorg. Med. Chem. 19 (2011) 6543-6555

6549

Small molecular CD4 mimics as HIV entry inhibitors

Tetsuo Narumi, Hiroshi Arai, Kazuhisa Yoshimura, Shigeyoshi Harada, Wataru Nomura, Shuzo Matsushita,
Hirokazu Tamamura*

o} NH

pp 6735-6742

®+

Selection of cyclic-peptide inhibitors targeting Aurora kinase A: Problems and solutions
Carolyn D. Shomin, Elizabeth Restituyo, Kurt J. Cox, Indraneel Ghosh*

—

'l {",
§ i Mix Phage Library With L Incubate Supernatant

“' i Jun-sturosporine From Beads With Kinase
T : )
(‘) — o
., i

Incubate With ‘f
Streptavidin Beads e
:_ Wash Away
==} £ Unbound Phage :%)
Amplify Eluted Phage 4‘_ ;."‘
in E.coli (_5 Elute Bound Phage ;

Cyclic 6-mer
Phage Library

pp 6743-6749

®+

Arene- and quinoline-sulfonamides as novel 5-HT, receptor ligands

Pawel Zajdel*, Krzysztof Marciniec, Andrzej Maslankiewicz, Maria H. Paluchowska, Grzegorz Satata, Anna Partyka,
Magdalena Jastrzebska-Wigsek, Dagmara Wrébel, Anna Wesotowska, Beata Duszynska, Andrzej J. Bojarski,

Maciej Pawtowski

Ny o, 0
S Ny s
Ar 'T‘/\H;\N \ NN
R N/) ! n
18 - 21 28 - 40,49 - 55
Ar = phenyl, 1-, 2-naphthyl Amine = 1,2,3,4-tetrahydroisoquinoline, perhydroisoquinoline,
n=0,1,2 4,5,6,7-tetrahydrothieno[3,2-c]pyridine, 2-methoxyphenylpiperazine
R = (CH2)2NHy, (CH2)3NH; R =H, CoHs

z=3.6.7.8: n=1.23

pp 6750-6759

®+

Syntheses of phenylpyrazolodiazepin-7-ones as conformationally rigid analogs of aminopyrazole
amide scaffold and their antiproliferative effects on cancer cells

Hyangmi Kim, Minjung Kim, Junghun Lee, Hana Yu, Jung-Mi Hah*

The synthesis of a novel series of phenylpyrazolodiazepin-7-one derivatives 7a-g, 8a-o0 and
their antiproliferative activities against A375P melanoma cell line and U937 hematopoietic cell
line were described.

pp 6760-6767




6550 Contents / Bioorg. Med. Chem. 19 (2011) 6543-6555

Design, synthesis and biological evaluation of nuclear receptor-degradation inducers pp 6768-6778
Yukihiro Itoh, Risa Kitaguchi, Minoru Ishikawa, Mikihiko Naito, Yuichi Hashimoto*

RAR recognition structure AR recognition structure O ER recognition structure H
o. &
o o R 1
2 # 5" OH o N oy 9
<& LvlL = ‘\W,.k/,.[\o/\/\N/l\,o\R i R= :’H\,:'\/\Ol‘r\/N\r(\N/\/\/ Ph
P s N AL \ A nfEE
o (o] H o QOH
e i IAP recognition structure
RAR degradation inducer (9) AR degradation inducer (13) ER degradation inducer (11)
Pharmacophore-based discovery of FXR-agonists. Part II: Identification of bioactive triterpenes from Ganoderma pp 6779-6791

lucidum

Ulrike Grienke, Judit Mihaly-Bison, Daniela Schuster, Taras Afonyushkin, Markus Binder, Shu-hong Guan,
Chun-ru Cheng, Gerhard Wolber, Hermann Stuppner, De-an Guo, Valery N. Bochkov, Judith M. Rollinger*

G. lucidum
CHM e

®+

The structure-antituberculosis activity relationships study in a series of 5-aryl-2-thio-1,3,4-oxadiazole derivatives pp 6792-6807

Fliur Macaev*, Zinaida Ribkovskaia, Serghei Pogrebnoi, Veaceslav Boldescu, Ghenadie Rusu, Nathaly Shvets,
Anatholy Dimoglo*, Athina Geronikaki, Robert Reynolds

N~ N~

7 N\_ N steps N

| R1 7 |
SCN@_<OJ\SH > OJ\

2
1,2 R

®+

Synthesis and in vitro cytotoxic activity of novel pyrazolo[3,4-d]pyrimidines and related pyrazole hydrazones toward pp 6808-6817
breast adenocarcinoma MCF-7 cell line

Ghaneya Sayed Hassan, Hanan Hassan Kadry*,

Sahar Mahmoud Abou-Seri, Mamdouh Moawad Ali, R4 Ri ]
Abeer Essam El-Din Mahmoud o \/@Rz Io \/@: 2 R?
N R2
, ! AN NN NS Rs 0
N Z NS R3
N || H
HN

The present work reports the synthesis of novel pyrazolo[3,4- NHCOCH,
d]pyrimidines and related pyrazole hydrazones and the
evaluation of their cytotoxic activity against human breast 7a-e 13a-d 17a-d
cancer cell MCF-7. In addition, the effect of selected Cl

compounds on the activities of free-radical-metabolizing Cl

enzymes as well as the levels of oxidative stress parameters ®+

in MCF-7 cells was estimated.




Contents / Bioorg. Med. Chem. 19 (2011) 6543-6555 6551

Thiosemicarbazones derived from 1-indanones as new anti-Trypanosoma cruzi agents pp 6818-6826

Maria E. Caputto, Lucas E. Fabian, Diego Benitez, Alicia Merlino, Natalia Rios, Hugo Cerecetto, Graciela Y. Moltrasio,
Albertina G. Moglioni, Mercedes Gonzalez*, Liliana M. Finkielsztein*

R § N H

4 N-N N~ N

R3 / 7//NH2 Rz: i: :f/ 87]/ Q

S
R
R2 ! 1 R3
1
1-18 19-24

Total 24 thiosemicarbazones were synthesized and screened for in vitro tripanosomicidal activity against the epimastigote form of Trypanosoma cruzi.

Most of the evaluated compounds displayed remarkable activity with excellent selectivity indexes. Two of these derivatives inhibited cruzipain at the -+
dose assayed. The mode of action was explained using molecular docking studies.
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To identify an orally available drug candidate, a series of 3-benzoylaminophenylacetic acids were synthesized and evaluated as prostaglandin D, (PGD;) receptor antagonists.
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