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Other than Google only science relevant data sources
are searched

Like in Google the result of the search are links
Unlike Google result links can be sorted, filtered and
grouped

Allows search for multiple independent search terms
with one single click

Queries are automatically extended if possible
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2926 J. Med. Chem. 2007, 50, 2926—2929

The Effects of N-Terminal Part Modification of Arginine Vasopressin Analogues with
2-Aminoindane-2-carboxylic Acid: A Highly Potent V, Agonist

Wioleta Kowalezyk.* Dariusz Sobolewski.” Adam Prahl.’ Izabela Derdowska.” Lenka Borovickova. Jifina Slaninova.? and
Bernard Lammek'

Faculty of Chemistry, University of Gdansk, Sobieskiego 18, 80-952 Gdansk, Poland, and Insfitute of Organic Chemistry and Biochemisiry,
Academy of Sciences of the Czech Republic, Flemingovo sq. 2, 16610 Prague, Czech Republic

Received February 15, 2007

In this study we present the synthesis and some pharmacological properties of nine new analogues of arginine
vasopressin modified in the N-terminal part of the molecule with 2-aminoindane-2-carboxylic acid (Aic).
The peptides were tested for their i vitro uterotonic and in vivo pressor and antidiuretic activities. One of
the new peptides. [Mpa®,Aic?.Val* p-Arg®]VP, exhibited an antidiuretic activity similar to that of [Mpal.n-
Arg®]VP. thus being one of the most potent antidiuretic vasopressin analogues reported to date.

Introduction NH,

Arginine vasopressin (AVP?). a neuropeptide. exerts its action
through at least three types of G-protein-coupled receptors with
seven transmembrane spanning domains. Vi vascular receptors

COOH
Figure 1. Structure of 2-aminoindane-2-carboxylic acid (Aic).



A possible approach :

Search through the ChEBI database, since this database contains biological active
peptides with associated assay results

The problem :

In the ChEBI database you can not do BLAST searches such as Cys-X-Phe-GIn-
Asn-Cys-Pro-Arg-Gly instead you need to perform a structure search
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How do | find specifically NON CYCLIC nona peptides with two cysteine residues in
position 1 and 6 in the ChEBI database and in PubChem ?
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| have a PubChem hit list containing both small molecules and peptides and | only
want to look at peptides and compare them !
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oxymetazoline, Oxyvmethazoline. Oxylazine .

MW: 260 374560 gimal MF: CigHosMNoO

IUPAC name: G-tert-butyl-3-(4, 5-dihydro-1H-imidazol-2-yimethyl}-2 4-dime..
Active in 44 BioAssays  Tested in 277 BioAssays

CID: 4636

Similar Compounds Same Parent. Connectivity Midure/Component Compounds
Keyword

naphazoline. Naphthizine, Clearing ___
MW: 210 274360 gimal MF: CqaHqsMNo
IUPAC name: 2-(naphthalen-1-yimethyl}-4, 5-dihydro-1H-imidazole

Active in 8 BioAssays Tested in 144 BioAssays
CID: 4436
Similar Compounds Same Parent. Connectivity Midure/Component Compounds

<= First = Prew Page 2 of & HNext = Last ==

Biofssays, activity = 1 phd PubMed (MeSH

Biofssays, activity = 1 puhd PubMed (MeSH

Ke ord

cirazoline: Cirazolinum [INM-Latin]. Cirazolina [INMN-Spanish]

MW 216 278940 g/mal MF: CqaH, N0

IUPAC name: 2-[(2-cyclopropylphenoxyimethyll-4,5-dinydro-1H-imidazole

Active in 11 BioAssays  Tested in 235 BioAssays

CID: 2765

Similar Compounds Mixture/Component Compounds BioAssays, activity = 1 uM

PubMed (MeSH Keyword)

Cocaine muriate:; Cocaine chloride; Sal de merck __.

MW: 339.813880 g/mol MF: Ci+HoCINGO

IUPACZ name: methyl (1R, 3R, 43 53)»3-benzoyloxy-8-methyl-8-azabicyclo[3.2. ...

CID: 644270

Similar Compounds Same Parent. Conneclivity Midure/Component Compounds

PubMed (MeSH Keyword)

ARGIPRESSIN. Arginine vasopressin. [Argal-vasopressin ___

MW: 1084 231600 g/mol MF: CagHesMN1501252

IUPAC name: (23-1-[[4R, 73 103, 135 165 19R»19-amino-7-(2-amino-2-oxoeth. .
Active in 2 BioAssays Tested in 44 BioAssays

CID: 644077

Similar Compounds Same Parent. Conneclivity Midure/Component Compounds

Biofssays, activity = 1 i PubMed (MeSH

Keyword)

Lysipressin: Lysopressin. Syntopressin ...

MW 1056.218200 g/mol MF: CagHesMN1204252

IUPAC name: (23 )-MN-[(25)-6G-amino-1-[(2-amino-Z-oxoethyljJaminol-1-oxohexa. ..

CID: 644076

Similar Compounds Same Parent, Connectivity Midure/Component Compounds

PubMed (MeSH Keyword)
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() 53477739

(L) 53395954

| 44428105

() | 44285245

() 23725099

() 16132429

() 11979316

Drag & column header and drop it here to group by that column

52477739 H-C(1)YFQNC{1)PKG-[NH2] name=53477739

53395954 H-C(1)YFQNC(1)PRG-[NH2] name="53355954

44428105 H-C(1)YFQNC(1)PRG-[NH2] name=44428105

44285245 H-{d}C(1){d}¥YF{d}QNC(1){d}PRG-[NH2] name=44285245

22725099 H-GGGC(1)YFQNC(1)PKG-[NH2] name=23725099

16132429 H-C(1)TC(2)NDMTDEEC(2)LNFC(1)HQDVIW-OH name=16132429

11979316  H-C(1)YFQNC({1)PRG-[NH2].H-C(2)YFQNC(2)PKG-[NH2] name=11979316
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H-C{1)YFQNC({1)P[Om]G-[NHZ] name=5339601

H-C{1)YFQNC(1)PKG-[NH2] name=33477739
H-C{1)YFQNC({1)PRG-[NH2] name=53395954

H-C(1)YFQNC(1)PRG-[NH2] name=44428105

H-{d}C(1){d}¥F{d}QNC(1){d}PRG-[NH2] nam

H-GGGC{1)YFONC(1)PKG-[NHZ] name=237250)

H-C{1)TC(2)NDMTDEEC(2)LMFC({1)HQDVIW-0OH

Drag & column header and drop it here to group by that column
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[Orn](8) 44428105

K(8) 44428105

44428105

44428105

{d}C{d}v(1-2){d}Q(4){d}P(7) 44428105

-GGG- K(8) 44428105

endo-DMTDEE(S) des-(4) TC(2-3)LNF(7-9) 44428105 -CHQDVIW-OH
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CWM Global Search extend your original query, thus automatically broaden your

search.
Resulting links can, other than Google, be sorted/filtered and grouped, thus making

the interpretation of the search results easier for less experienced users.

Try the FREE version of CWM Global Search at http://cwmglobalsearch.com/gsweb


http://cwmglobalsearch.com/gsweb

You can use ,ANY‘ residues or specific structure fragments to search for unusual

peptides.

ChEBI/PubChem hit lists are ,mapped back’ to three (one) letter sequence codes,
thus making the interpretation of results much easier compared with the original
database.

You can filter an arbitrary list of structures to only show peptides and proteins.

You can easily compare peptides and proteins.



* Visit the Proteax home page at http://www.biochemfusion.com

* Contact us via email globalsearch@akosgmbh.de



http://www.akosgmbh.de/globalsearch
http://www.biochemfusion.com/
mailto:globalsearch@akosgmbh.de

