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 2008-12-10: a traditional chinese version of Chemical-Structre is online; many thanks to I-Yuan Chiang !
* 2008-01-02: new version is online

* 2007-12-10: spanish translation has been added

* 2007-02-28: version 2.0.1 is released

* 2007-02-27: dutch translation has been added

* 2007-02-27: version 2.0.0 is released

The Project

The Chemical Structures Project aims to provide a complete set of 3D molecular structures in CML format 1 As
CML format permits to include more than a simple structure, each file contains also additional informations, like
molecular weight, boiling point, melting point or InChl code.[2!

Each structure is generated with Ghemical, a free software for molecular modelling.l2! The final structure is
minimized with the MOPAG/PM3 method (v7-1.11).#1 The name used is the IUPAG name. In some case, when
the IUPAC name is too long, the common name is preferred. The formula, the mass and the exact mass are
computed with OpenBabel, a free software for chemical data file convertion %! Melting points and boiling points
are values founded in the literature. In the case where the different values given in the literature are not
concordent, a mean value is calculated. For each value, an error value is also provided

You can find further informations about this project on the project's pages (hosted on SourceForge.net).
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Online Access

You can access the last version of this project by browsing the following links. The projectis using the Jmol

applet'® for 3D visualisation. Therefore, you need to have a working java environment on your computer. The
webpages are available in three languages:

 Dutch
* English
* German
* French
* Spanish
* Traditional Chingse (Taiwan

Download Data in Traditional Chinese

You can download sither the webpage or the source data on the download area (hosted on SourceForge)

New structure

If you want to request a new structure, simply send me a mail with the name and/or the 2D structure |

License

These files are released under the BSD license. This license permits you to modify any files, and to distribute
either the original or the customized file without restriction.

References

1. CML - The Chemical Markup Language
2. InChi - The IUPAC International Chemical Identifier
3_Ghemical - A Comoutational Chemistrv Packaae
http://chem-file.sourceforge.net/datafindex_tw.html
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Properties (1 E)

® IUPAC name (IUPAC % %8)Ethanol
* Formula ({128=) CHO

Molecular weight (53 F £):46.0684 gimol

Monoisotopic weight (& Fi 324> F£):46.0418648 g/mol
Melting point (}&%5):-114 °C (159 K)

Boiling point (#%%):78 °C (351 K)

Structure (&#)

i Structure Download (T #&2 F&iH#)

Jmol script completed
@|-| @ Ethanol - Mozila Firefox ]
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Jmol script completed

roperties (H1E)

* Formula ({128=) CHO

Structure (&#)

® IUPAC name (IUPAC % %8)Ethanol

Molecular weight (43 F&):46.0684 g/mol

Monoisotopic weight (& Fi 324> F£):46.0418648 g/mol
Melting point ({52):-114 °C
Boiling point (#%%):78 °C (351 K)

(159 K)
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Jmol script completed

Properties (1 E)

i Structure Download (T #&2 F&iH#)

IUPAC name (IUPAC %7):Ethanol
Formula (L25).CH,0

Molecular weight (53 F £):46.0684 gimol

Monoisotopic weight (& Fi 324> F£):46.0418648 g/mol

Melting point (}&%5):-114 °C (159 K)
Boiling point (#%%):78 °C (351 K)
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The Chemical Structures Project is a set of 3D structures of molecules in CML format. Each file contains also some physical
properties, which can be access using a web browser or a CML file reader.

i by Goodle:

Package

Release

Date

Notes / Monitor

Downloads

Chemical Structures

21

January 3, 2008

®

Download

MarvinSketch
Structure, reaction & query editing Free for

desktops & public webpages
ww.chemaxan.com

DFT software
State of the art Density Functional software
for molecules and surfaces

Plant Design & Draf g

2D & 3D Plant Design AutoCAD-based Plant
Design System

waw.codecad_com

i by Goodle:

Chemical Software Free
Molecular Buider and Property Estimation Neural
Network

www bestsystems.co.lp

Marvinsketch
Structure, reaction & query editing Free for
desktops & public webpages
www.chemaxon.com

http://sourceforge.net/project/showfiles.php?group_id=169897&package Id=194703&release_[d=565633
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Crystal Lattice Structures

Indexed by
Strukturbericht Designation|Pearson Symbol
Space Group Prototype
Structures of Intermetallic Alloy Phases

This page offers a concise index of common crystal lattice structures. & graphical representation as well as useful information about the lattices can be
obtained by clicking on the desired structure below.
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Nawvy Sites

Other Sites

Questions?

Crystal Sites

Crystal Lattice Structures:

The NaCl (Bl) Structure

You can now

o see the structure from several perspectives;

o exanine the structure with an exfernal viewer;

or

o donload the coordinates of the atoms in these pictures in X¥Z format.
e visualize the structure (Uses the JMIL Applet.

« Prototype: NaCl
= Danan Gohals AEO

http://cst-www.nrl.navymilflattice/struk. picts/b1.s.p
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The NaCl (B1) Structure @ |~ RCSB Protein Data Bank @ ‘ ~

A wemsen or veSIPIDE  MyPOB: Logi | Register |

=
<] P D B An Information Portal to Biological Macromolecular Structures

PROTEIN DATA BANK As of Tuesday Apr 14, 2009 B there are 57013 Structures @ | PDE Statistics @

DN

Search

(Fome| Seareh) A Resource for Studying Biological Macrom S

The PDB archive contains information about experimentally-determined structures of proteins, nucleic acids, and complex assemblies.
= Home As a member of the wwPDB, the RCSB PDB curates and annotates PDB data according to agreed upon standards.

= Gotng Started

The RCSB PDB also provides a variety of tools and resources. Users can perform simple and advanced searches based on annotations
® Structural Garomis relating to sequence, structure and function. These molecules are visualized, downloaded, and analyzed by users who range from

B Ekciron icroscopy. students to specialized scientists 14-Apri-2008
Newsletter Published

In the spring 2009 issue
‘The development of a complste human being from a singhs call & one of the great miracles of ife. A human egg cal (TML | POR), David

conains about 30,000 genes that encode proteins, and of these. about 3,000 of thess ge s encod transcription
factors. Transcription factors detarmine when genes will b turned on and turned off, orchestrating the many processss
involved in the development of an embryo and the many tasks performed by sach cellafter a chid & born. Amazingly.
there is only about 1 transcription factor for svary 10 ganss. posing a puzzle: how doss this lmited sat of protains control || Graham Johnson to find out
the many genes and processss that must be regulated? how PDB data gets translated | |

= Read more ... W Previous Features into their detailed movies and
images. More >>

Goodsell interviews molecular
animators Gagl McGill and

Exhibition at Experimental
Biology

Please stop by the RCSB
PDBs exhibition booth at the
2009 Experimental Biology

meeting (April 18-22) in New
Orieans, Louisiana. More >>

B Ackaowkdgements
B Frequently Asked usstons.

Ressarchars at tha PSI CESG have uncoverad the sacrats of one of the tightast protsin-protain Interactions.
= Read more from PSI SGKB B Previous Featur

o]
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& Login/ create account.
page | [ discussion view source | [ history

Get Avogadro

Avogadro is currently in beta, but there are releases for Windows, Linux, and Macintosh.
The latest release is Avogadro 0.9.3 @ as of April 1, 2009, an extensive Changelog is available as wel

Since we moved to GitHub @ you can now download the latest sources @ by dlicking the download link to check out the very latest developments in Avogadro
navigation

= Main Page

= Get Avagadro

= Development
= Credis = Windows Installerd = Latest source release @ = Mac Installer@
* Recentchanzes = Complle the Ia¥st Source Code = Distribution Packages = Compile the latest Source Code
= Random page
o pag » Compile the latest Source Code
= Help
search
[(Go | [search |
toolbox

= What links here
= Related changes
= Upload file

= Special pages

= Printable version
= Permanent link

[GNU FDL o
This page was last modified on 2 April 2009, at 18:05.  This page has been accessed 24,745 times.  Content is available under GNU Free Documentation 4] | SOURCEFORGERET
ERRE Hhidic

License 12 Privacypolicy  About Avogadro  Disclaimers

http://sourceforge.net/project/platformdownioad.php?group_id=1653108sel_platform=8497
@|-| @ Get Avogadro - Avogadro - Mozilla Firefox ] [}
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« Formula: CsHsNsO

* Molecular weight: 151.1263

« JUPAC Standard InC]
© InChI=1S/CSHSNS0/c6-5-! 2(4(11)10-5)7-1-8-3/h1H, (H4,6,7,8,9,10,11)
o Download the identifier in a file.

« JUPAC Standard InChIKey: UYTPUPDGBNUYGX-UHFFFAOYSA-N.

« CAS Registry Number: 73-40-5

« Chemical structure: o
.
.
Y
Hoh N N

This structure is also available as a 2d Mol file .
« Other names: Guanine; C.1. Natural White 1; C.I. 75170; Dew Pearl; Guanin; Guanine enol; Hypoxanthine, 2-amino-; Mearlmaid; Natural
Pearl Essence; Naturon; Pathocidin; Pearl Essence; Stella Polaris; 2-Amino-6-hydroxypurine; 2-Aminohypoxanthine; 2-Amino-1,7-dihydro-
6H-purin-6-one
« Permanent link for this species. Use this link for bookmarking this species for future reference.
« Information on this page:
o Notes / Error Report
« Other data available:
o Condensed phase thermochemistry data
o Phase change data
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