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Open Source Cheminformatics

e Metabolomics
e Drug discovery
e Toxicology

JOURNAL OF CHEMICAL INFORMATION AND MODELING 29 18710% mm S .
JOURNAL OF CHEMINFORMATICS 15 9677% M
BMC BIOINFORMATICS 13 8387% W
BIOINFORMATICS 10 6452% W
JOURNAL OF CHEMICAL INFORMATION AND COMPUTER SCIENCES 6 3871 % 0
JOURNAL OF COMPUTER AIDED MOLECULAR DESIGN 5 3226% 1
JOURNAL OF MOLECULAR BIOLOGY 4 2581% |
MOLECULAR INFORMATICS 4 2581% |
NUCLEIC ACIDS RESEARCH 4 2581% |
ACTA CHIMICA SINICA 3 1035% |
JOURNAL OF COMPUTATIONAL GHEMISTRY 3 1935% |
ACS MEDICINAL CHEMISTRY LETTERS 2 1290% |

COMBINATORIAL CHEMISTRY HIGH THROUGHPUT SCREENING 2 1290% | 0

EUROPEAN JOURNAL OF MEDICINAL CHEMISTRY 2 1200% | .
EYPERT APIKIAK Ak ORLIG DIECOWERY G 1 70N 8L 1 Wetzel et aI L Nature Chemlcal

Biology, 2009
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Bioclipse
Jumbo JChemPaint AMBIT Cinfony Avogadro
QSAR-ML JOELib CDK OPSIN RDKit OpenBabel
Jmol BODO CMLXOM JNI-InChl BODR OpenSmiles

SWorkflow inputports T T

[ signatures tie |[ terations | [ input spF | Curated sDF |[ Tagged soFie | A, -

CML

[ Tag Molecules with UUID

O'Boyle et al., JChemlnf, 2011

i Generate_Atom_Signatures

S

* Work{low output ports

[ output_fil | curated _SDF || Tagged_soFiie | W

Truszkowski et al., JChemlInf, 2011
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- Date: Tue, 04 May 1999 12:35:10 +0200
From: Christoph Steinbeck
H I Sto ry To: Egon Willighagen
> Egon Willighagen wrote:
>
> Dear Christoph Steinbeck,
>

H 1
[ ) Ba Sed O n Ste I n bec k S > Yesterday I visited your site on JChemPaint. I like to contribute some

> of my expertise on Java and CML (1).

CompChem, 1997 -

> CML is a markup language that is able to contain chemical information.
> It can contain for example physical properties, for which I use CML in

® C M L Su p po rt a d d ed | ] 1 9 9 9 > my Dictionary on Organic Chemistry (2).

> But is also might contain spectra, bibliographic references etc. And
> of course 2D and 3D structural information.

o CO m bi n i n g J C h e m Pa i n t a n d Z Therefore I propose to write both CML-input and -output procedures for
J m O I i n 2 O O 0 : the JChemPaint project.

> I hope to hear from you soon.

- meeting @ NOtre Da me :Yourssincerely,
U n ive rSity z Egon Willighagen

> 1. http://www.xml-cml.org/

_ fu N d | N g by S peCS & > 2. http://www.sci.kun.nl/sigma/Chemisch/Woordenboek/
BioSpecs (D. Wife) |

thanks very much for your mail and your offer to write CML-input and

[ ] NOW Ied by SteinbeCk (EBI), 'tcl)'rital:tn;’ts;jl;::s::)zn%%%%EE(;SELEE:;tlhlvicljlegt;\/”es'you access to our CVS
Guha (NIH), me (BiGCaT)

Cheers,
Chris

--C. S.
Dr. Christoph Steinbeck (http://www.ice.mpg.de/~stein)

Department of Bioinformatics - BiGCaT
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E. CDK Authors

In acknowledgment to all the work done by the many people who have
contributed to the suceess of the CDK, here is a list of those who wrote
smaller or larper parts of the CDK library:

Sam Adams, Jonathan Alvarsson, Rich Apodaca, Saravanaraj N Ayvam-
palayam, Ulrich Baner, Stephan Beisken, Arvid Berg, Ed Cannon, Fabian
Dortu, Martin Eklund, Matteo Floris, Dan Gezelter, Ul Fechner, Thorsten
Fliigel, Nimish Gopal, Rajarshi Guha, Yonguan Han, Thierry Hanser,
Kai Hartmann, Tobias He L Chgstian 1 y Oliver Hophkeehog Miguel
Howard, Nina Jeliazkova Naeert Jgsten, K atsube Kersse-
makers, Anatoli Krassavine, Stefan Kuhno Ull Kéhler, Violeta Labarta,
Jonty Lawson, Daniel Leidert, Edgar Luttmann, Todd Martin, John May,
Nathanaél Mazuir, Stephan Michels, Scooter Morris, Peter Murray
Carl Misak, Irilenia Nobeli, Peter Odéus ghut, Jerome P:‘lllﬁ-illl

j’umm ely, Chris Pudney, Sved As Flonathan Rienstra-Kiracole,
I\arkiR jjubeck, David Robinso w Rojas Cherto, Bhupinder Sandhu,

Néfn-Sebastien Senecal, Onkar Shinde, Sulev Sild, Bradley Smith, Ola
Spjuth, Christoph Steinbeck, Aleksey Tarkhov, Stephan Tomkinson, Gil-
leain Torrance, Andrge waglowskd, Paul Turner, Jorg Wegner, Yap Chun
Wei, Stephane Werngr, EponWillighagen, Lars Willighagen, Yong Zhang,

and Daniel Zaharevitz,
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Structural bioinformatics Advance Access publication July 14, 2011 Metabo ]_Gmics
Elemental composition determination based on MS”
Miguel Rojas-Chertd!-2*, Piotr T. Kasper'2, Egon L. Wilighagen'%4, Rob J. Vreeken'-2,

Thomas Hankemeier'-? and Theo H. Reijmers’-%* b
"Netherlands Metabolomics Centre, ZDivision of Analytical Biosciences, Leiden/Amsterdam Center for Drug D ‘
Research, Leiden, The Netherlands, *Division of Malecular Toxicology, Institute of Environmental Medicine, Karolinska z B
Institutet, Stockholm, Sweden and *Plant Research International, Wageningen UR, Wageningen, The Netherlands 8 C A Q @ e
Associate Editor: Anna Tramontano —F
H E
] AT W ® ©®
1 - I |
mlz miz
Bioclipse Y@ x
|
o|/[Hema16poPO0snc000RL]d o 7 [Eipecsons
pirin.cml 8 = O||[ pecision Support & =0 -
nged Q H WO IR GE @B O m Willighagen et al. BMC Research Notes 2011, 4:487
H ) @ AovE httpy//www.biomedcentral.com/1756-0500/4/487
! OH b @ AHR BMC
O/ b @ Carcinogenicity Reseal’Ch NOtES
~ @ Mutagenicity
@ < @ Ames Signature Significance [1
@ [ollic)
3 - e St A 2506 SHORT REPORT Open Access
@ Aliphatic halide
©

® Ames exact matches [no hits]

+mmsiil - Computational toxicology using the OpenTox

© 122-04-3 (tanimoto=0.77

B |~ ® operox I- . . . f d B- I-
= raen [ application programming interface and Bioclipse
= v / (N-halogenated imides) = 0,
— e § Acid Chiorides (suifanyl chior . 12 . 5 . T o
il  Acid Chrides = 10 Egon L Willighagen'<, Nina Jeliazkova®, Barry Hardy®, Roland C Grafstrém®” and Ola Spjuth
Classifcation POSMIVE '/ Acrylamides (methacrylamid
Matching atoms 1,9,10 9 Acrlarmides = 00
Name Carboxylic acid halide
\/ Acrylates (Methacrylates) =
Test Ames Structural Alerts

Aldehvdes (alivic) = 0.0 |1~
|| T ]
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Take home tweet

World-class i i)

Open Source
$i34

Chemistry Development Kit vewss.. - [

Cheminformatics ~
here in NL

Posts About Phaotos Videos

cdk.sf.net/
::::E: Chemistry Development Kit 1 +104
The editor functionality is with CDK and CDK-JChemPaint.
http://cdk.sf.net/
p " " " Al Spinth ‘ e 13 IN YOUR CIRCLES
In the racent days | have implemented a Bioclipse Decision Support

module for ChemSpider integrated with ChEMBL-RDF. See blog post ™= R ) q
below for more info. :% ﬂ % =10 &=
v N
D Chemical decision support with ¥ f
Chemspider and ChEMBL-RDF » ; _: 3 b

Note: This wark was done against a development
version of Chemspider Web APl You also need a

security token in order to be able to query
Chemspider; it's free and can be obtained here 97 HAVE YOU IN CIRCLES

When you h. .
e e
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