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Products

e Structure to Name
« Name to Structure

* Document extractor




Structure to Name

* Support for Isotopes:

’H
=14
| H,C —14CH,
N— °H %7 CH,
‘ ’H
2H 2H
(*Hs)acetonitrile (3-14C,2,2-2H2)butane

» Generates more traditional names (optional)

* Various fixes and smaller improvements




Name to Structure

Continuous improvement in 5.3.x of:
« Coverage (how many names we understand correctly)

 Correction (few errors)

5.4.0 will include a major upgrade:

« Correction++

. Coverage+




Name to Structure improvements

Systematic names (easier)
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Name to Structure improvements

Various names, mixed nomenclatures (hard)
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Document to Structure

 Extracts names from text documents

 Returns the discovered structures and their
location

* New in 5.4: extraction from PDF documents




Summary

Structure to Name: incremental improvements,
mature

Name to Structure: improving steadily, major
upgrade in 5.4

Document to Structure: improves with n2s, PDF
support

Try them, get support, ask questions!




All very nice but how can | use it

chemicalize




chemicalize.org : What’s it for?

Free public service to:

* Add chemical structures to web pages in real
time

» See predicted properties for discrete chemical
structures

» Gather links of interest to chemists for post
processing (search, analysis, reporting, fun...)

* Find chemical structures on the web (?)




chemicalize.org : What CXN is in the box?

1. Name <> Structure
« document extractor
* name>structure generator

2. JChem + Marvin
« Structure storage
 Visualization

3. Calculator Plugins

4. JChem Webservices - search




Add chemical structures to web pages

Q Chemicalize.org
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m File upload Search
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Recently chemicalized sites
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Chemicalizing wikipedia List_of _organic_compounds” gives

W/ List of organic compoun...

€« C A | ¥¥ http//www.chemicalize.org/?q=http;//en.wikipedia.org/wiki/List_of_organic_compounds & »
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‘ The chemical names on this page were annotated by the chemicalize.org semvice. You can see the original page: http://en.wikipedia.org/wiki/List_of organic_compounds. E'E"’ém‘gn
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Mew features & Login/create account

Article Discussion Read Edit View history | Search Q

List of organic compounds

From Wikipedia, the free encyclopedia

WIKIPEDIA

‘The Free Encyclopedia

This is a list of well-known organic compounds, including organometallic compounds, to stimulate the creation of Wikipedia articles. Mote that purely inorganic compounds,
Main page minerals, and chemical elements are not included on this list. There are also no generic terms (e.g., carbohydrate) or mixtures of no fixed composition (e.g., naphtha, gasoline).
Contents Compounds and enzymes that are overwhelmingly of interest to biochemists, such as Cytochrome ¢ peroxidase, are listed under list of biomolecules.

Featured content
Current events
Random article

For substances with a number prefix such as 2-Butanol or 1,3-Cyclohexadiene, use the first letter of the name (in this case under B or C) to find the compound. Such names
usually have the first letter capitalized in a title or at the beginning of a sentence.

Whilst most compounds are referred to by their IUPAC name, "traditional” names have also been kept where they are in wide use or of significant historical interest.

 Interaction

About Wikipedia Contents: ABCDEFGHIJKLMNOPQRSTUVWXYZ Seealso External links

Community portal

Recent changes A [edit]

Contact Wikipedia

Danate to Wikipedia For substances with an A- or a- prefix such as g-Terpinene, please see the parent page (in this case Terpinene).

Help + Abistic acid - CagHagOz

" ]
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b Printiexport + Acenaphthylene - C1Ng
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Mousing over appended
names pops the image

+ Acetonitril
+ Acetopher|

+ Acetylchol Acepromazine
« Acetylens| i chemcateed by
+ N-Acetylg ChemAxon

. Acely\sal\cyl\c Acid- CgHgO4 (alsu known as Aspirin)

Clicking on image takes

+ Acridine — Cy3HgN

you to the “Data page”

o Acrolein — CaHs0

o Acrylamide — C3HGNO f th t t t

e e G or tnat Structure
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o Acryloyl chloride - CaHaCIO

o Acyclovi - CaHyNeOs
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+ Adenosine - CiaH1aN=04 S&
http://chemicalize.org/?url=http://enwikipedia.org/wiki/ Acepromazine

Report error
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Links are respected
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The URL database is populated by actual users visiting pages

Article Discussion

Acepromazine

Read Edit View history

New features & Login/ create account

Search Q ‘

From Wikipedia, the free encyclopedia

Acepromazine or acetylpromazine (more commonly known as ACP, Ace, or by the trade names Atravet or Acezine 2 , number

depending on ma
used in humans (i
frequently used in|
pharmaceutical p
in conjunction wit CH,
and as such is no|
out of the preanes{ M

1 Administration
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Acepromazine

chemigalized by
ChemAxon

Report error

e antipsychotic drug. It was first used in humans in the 1950s,!" but is now little
pmazine, is still used as an antipsychotic in humans). Acepromazine is

c. lts principal value is in quietening and calming anxious animals. The standard
sedextensivelyinhorses.dogs.andcats: especially as a preanesthetic agent often
las morphine or buprenorphine. lts potential for cardiac effects can be profound

r debilitated animals In these cases it is often substituted with m m or left

1.3 Feline
2 References

Administration

[edit]

Acepromazine

Canine

[edit]

When used as a premedication it is commonly administered via the subcutaneous route.

“Human web crawling” technology

S
Systematic (IUPAC) name

1-{10-[3-(dimethylamino)propyi}-10H-
phenethiazin-2-yfjethancne

Identifiers

CAS number &1-00-7
ATC code NOSAADS
PubChem CID 8077
DrugBank DBO1614
ChemSpider 5852

Chemical data
Formula CyghzN05

m,

ChemAx




Clicking on the structure image = Data page
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IUPAC name: 1-{10-[3-(dimethylamino)propyl}-10H-phenathiazin-2- Major microspecies at pH=7.4:
yljethan-1-one
Traditional name: Ace
CH} H Elemental Analysis ? -
| CHy H
/N\/\/N Formula: C,gHasN,08 |
HsC Isotope formula: C19H22M20S /NHJr M
Composition: C (69.9%), H (6.79%), N (8.58%), O (4.9%), 5 (9.82%) HyC
Isotope composition: C (69.9%), H (6.79%), N (8.58%), O (4.9%), S
(9.82%)
Mass: 326.456
Exact mass: 326.145284026
o] CH
Topology Analysis ? - o] CHy
pKa
Simple l Ring Counts I Path and distance Geometry ? =
Atom count 45 Calculate Geometry
Bond count 47
Cyclomatic number: 3
Chain atom count 9 Lipinski-like filters -
CHy S Chain bond count 9 j
| Asymmetric atom count: 0 Lipinski's ’_”_‘E_ of five: yes
B30 I Rotatable bond count: 5 Bioavailability: yes
-~ \/\/ ! Ghose filter: yes
HBC Lead likeness: yes
Muegge filter: yes
Polar Surface Area == Veberfilter yes
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ecular Surface Area
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report for all
ChemAxon
calculations.

Users can move,
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expand
calculation
boxes and this is
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the next visit




Other ways to get to the Data page

Typing or pasting in your browser:
Typing “acepromazine” into the text box at

Uploading a structure file (all formats) of acepromazine at

Paste File upload Search

Please browse to a chemical file; accepted formats: traditional name, IUPAC name, InChi, InChiKey, cml,
cdx, cdxml, smiles, mol, mrv, pdb, sdf. Motice: only the first structure will be chemicalized!

Choose File | No file chosen

Calling MarvinSketch at
acepromazine

o
>
i
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What else about the Data page

 Managing Calculation boxes, “Custom Layout”

chemicalize.o rg alpha Open Al Close All Manage calculations Layout: Custom - , Search

Basic Protonation Partitioning Charge Isomers Geometry Other

[icosecicpont + [l J[cne ]| tatonaiston | ks + |
‘ Polarizability + “ Refractivity + ‘

Orbital +
Electronegativity

Structural +
Frameworks

« Predefined Layouts. | ;;out: medicinal chemist +

- Selecttemplate -

Layout: Custom

Layout: Basic

Layout: Synthetic Chemist
Layout: Medicinal Chemist

All calculations

ChemAxon %



Is it working...?

google@chemaxon.com | Settings | My Account| Help | Sign Ou

T —
Advanced Segments:| All Visits

Gougle Analytics

L Intelligence 5=

8 Visitors Dashboard Mar 1, 2010 - Aug 31, 2010
% Traffic Sources
E]Z::::"‘ [arvisia - | arenn by: (1 E [

7,000 %0
[ Custom Reporting
My Customizations

Mar 1 Jacod VT - Apr 20

[3 Custom Reports. ®
Advanced Segments
_lw_ Intelligence S=t=
[ Email

May 1 - May 31 un 1 - Jun 30 ul 1 - Jul 31
ffer to ey = = =

Site Usage
7 13,747 Visits

" 42,212 Pageviews
T———— 3.07 Pages/Visit S

6,000 @ 6,000 .‘.’\
3,000 -/°/ 3,000 ' ”

—  55.29% Bounce Rate

Help Resources T———— 00:04:11 Avg. Time on Site
(7) About this Report
(%) Conversion University 73.61% % New Visits

(%) Common Questions

10,138 visitors
view report view report
: Traffic Sources Overview Content Qverview
Pages Pageviews % Pageviews
B Search Engines i 21,122 50.04%
6,226.00 (45.29%)
¥ Direct Traffic I?search= 1,717 407%
4,890.00 (35.57%]
’ ¢ ) 1?mol=penicilin 459 1.09%
B Referring Sites
2,631.00 (19.14%) fabout.php 291 0.69%
/index-test php 228 054%
view report view report

ChemSpider

Building community for chemists

@ LINGUAMATICS

ChemSpider links
out to data page
(Sept 2010)

WordPress Plugin
(Sept 2010):

In use at David
Bradleys “Reactive
Chemistry Blog”.

Chris Swain
releases Safari
browser Plugin
(Aug 2010)

Linguamatics I2E
product links out to
data page

ChemAxo




What’s next

» Search: sorting URL’s relevance

« Structure images in more places (all URL’s should have structures
to represent them)

» Personalization “My chemicalize.org”: Data page layouts, User
History, parameterization of calculations...

» More browser and media engine plugins

« chemicalize.org landing page to be more representative of db
content and interest of users “top structures, favorite frameworks,
etc etc”

* Local server, private, licensed product
« HTML 5
 What else?

s
il
ChemAxon €58



	Slide Number 1
	Slide Number 2
	Slide Number 3
	Slide Number 4
	Name to Structure improvements
	Name to Structure improvements
	Document to Structure
	Summary
	All very nice but how can I use it
	chemicalize.org : What’s it for?
	chemicalize.org : What CXN is in the box?
	Add chemical structures to web pages 
	Chemicalizing wikipedia List_of_organic_compounds” gives
	Links are respected
	Clicking on the structure image = Data page
	Other ways to get to the Data page
	What else about the Data page
	Is it working…?
	What’s next


<<

  /ASCII85EncodePages false

  /AllowTransparency false

  /AutoPositionEPSFiles true

  /AutoRotatePages /None

  /Binding /Left

  /CalGrayProfile (Dot Gain 20%)

  /CalRGBProfile (sRGB IEC61966-2.1)

  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)

  /sRGBProfile (sRGB IEC61966-2.1)

  /CannotEmbedFontPolicy /Error

  /CompatibilityLevel 1.4

  /CompressObjects /Tags

  /CompressPages true

  /ConvertImagesToIndexed true

  /PassThroughJPEGImages true

  /CreateJobTicket false

  /DefaultRenderingIntent /Default

  /DetectBlends true

  /DetectCurves 0.0000

  /ColorConversionStrategy /CMYK

  /DoThumbnails false

  /EmbedAllFonts true

  /EmbedOpenType false

  /ParseICCProfilesInComments true

  /EmbedJobOptions true

  /DSCReportingLevel 0

  /EmitDSCWarnings false

  /EndPage -1

  /ImageMemory 1048576

  /LockDistillerParams false

  /MaxSubsetPct 100

  /Optimize true

  /OPM 1

  /ParseDSCComments true

  /ParseDSCCommentsForDocInfo true

  /PreserveCopyPage true

  /PreserveDICMYKValues true

  /PreserveEPSInfo true

  /PreserveFlatness true

  /PreserveHalftoneInfo false

  /PreserveOPIComments true

  /PreserveOverprintSettings true

  /StartPage 1

  /SubsetFonts true

  /TransferFunctionInfo /Apply

  /UCRandBGInfo /Preserve

  /UsePrologue false

  /ColorSettingsFile ()

  /AlwaysEmbed [ true

  ]

  /NeverEmbed [ true

  ]

  /AntiAliasColorImages false

  /CropColorImages true

  /ColorImageMinResolution 300

  /ColorImageMinResolutionPolicy /OK

  /DownsampleColorImages true

  /ColorImageDownsampleType /Bicubic

  /ColorImageResolution 300

  /ColorImageDepth -1

  /ColorImageMinDownsampleDepth 1

  /ColorImageDownsampleThreshold 1.50000

  /EncodeColorImages true

  /ColorImageFilter /DCTEncode

  /AutoFilterColorImages true

  /ColorImageAutoFilterStrategy /JPEG

  /ColorACSImageDict <<

    /QFactor 0.15

    /HSamples [1 1 1 1] /VSamples [1 1 1 1]

  >>

  /ColorImageDict <<

    /QFactor 0.15

    /HSamples [1 1 1 1] /VSamples [1 1 1 1]

  >>

  /JPEG2000ColorACSImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 30

  >>

  /JPEG2000ColorImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 30

  >>

  /AntiAliasGrayImages false

  /CropGrayImages true

  /GrayImageMinResolution 300

  /GrayImageMinResolutionPolicy /OK

  /DownsampleGrayImages true

  /GrayImageDownsampleType /Bicubic

  /GrayImageResolution 300

  /GrayImageDepth -1

  /GrayImageMinDownsampleDepth 2

  /GrayImageDownsampleThreshold 1.50000

  /EncodeGrayImages true

  /GrayImageFilter /DCTEncode

  /AutoFilterGrayImages true

  /GrayImageAutoFilterStrategy /JPEG

  /GrayACSImageDict <<

    /QFactor 0.15

    /HSamples [1 1 1 1] /VSamples [1 1 1 1]

  >>

  /GrayImageDict <<

    /QFactor 0.15

    /HSamples [1 1 1 1] /VSamples [1 1 1 1]

  >>

  /JPEG2000GrayACSImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 30

  >>

  /JPEG2000GrayImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 30

  >>

  /AntiAliasMonoImages false

  /CropMonoImages true

  /MonoImageMinResolution 1200

  /MonoImageMinResolutionPolicy /OK

  /DownsampleMonoImages true

  /MonoImageDownsampleType /Bicubic

  /MonoImageResolution 1200

  /MonoImageDepth -1

  /MonoImageDownsampleThreshold 1.50000

  /EncodeMonoImages true

  /MonoImageFilter /CCITTFaxEncode

  /MonoImageDict <<

    /K -1

  >>

  /AllowPSXObjects false

  /CheckCompliance [

    /None

  ]

  /PDFX1aCheck false

  /PDFX3Check false

  /PDFXCompliantPDFOnly false

  /PDFXNoTrimBoxError true

  /PDFXTrimBoxToMediaBoxOffset [

    0.00000

    0.00000

    0.00000

    0.00000

  ]

  /PDFXSetBleedBoxToMediaBox true

  /PDFXBleedBoxToTrimBoxOffset [

    0.00000

    0.00000

    0.00000

    0.00000

  ]

  /PDFXOutputIntentProfile ()

  /PDFXOutputConditionIdentifier ()

  /PDFXOutputCondition ()

  /PDFXRegistryName ()

  /PDFXTrapped /False



  /CreateJDFFile false

  /Description <<



    /BGR <>

    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000410064006f006200650020005000440046002065876863900275284e8e9ad88d2891cf76845370524d53705237300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>

    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef69069752865bc9ad854c18cea76845370524d5370523786557406300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>

    /CZE <>

    /DAN <>

    /DEU <>

    /ESP <>

    /ETI <>

    /FRA <>

    /GRE <>



    /HRV (Za stvaranje Adobe PDF dokumenata najpogodnijih za visokokvalitetni ispis prije tiskanja koristite ove postavke.  Stvoreni PDF dokumenti mogu se otvoriti Acrobat i Adobe Reader 5.0 i kasnijim verzijama.)

    /HUN <>

    /ITA <>

    /JPN <FEFF9ad854c18cea306a30d730ea30d730ec30b951fa529b7528002000410064006f0062006500200050004400460020658766f8306e4f5c6210306b4f7f75283057307e305930023053306e8a2d5b9a30674f5c62103055308c305f0020005000440046002030d530a130a430eb306f3001004100630072006f0062006100740020304a30883073002000410064006f00620065002000520065006100640065007200200035002e003000204ee5964d3067958b304f30533068304c3067304d307e305930023053306e8a2d5b9a306b306f30d530a930f330c8306e57cb30818fbc307f304c5fc59808306730593002>

    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020ace0d488c9c80020c2dcd5d80020c778c1c4c5d00020ac00c7a50020c801d569d55c002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>

    /LTH <>

    /LVI <>

    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken die zijn geoptimaliseerd voor prepress-afdrukken van hoge kwaliteit. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)

    /NOR <>

    /POL <>

    /PTB <>

    /RUM <>

    /RUS <>

    /SKY <>

    /SLV <>

    /SUO <>

    /SVE <>

    /TUR <>

    /UKR <>

    /ENU (Use these settings to create Adobe PDF documents best suited for high-quality prepress printing.  Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)

  >>

  /Namespace [

    (Adobe)

    (Common)

    (1.0)

  ]

  /OtherNamespaces [

    <<

      /AsReaderSpreads false

      /CropImagesToFrames true

      /ErrorControl /WarnAndContinue

      /FlattenerIgnoreSpreadOverrides false

      /IncludeGuidesGrids false

      /IncludeNonPrinting false

      /IncludeSlug false

      /Namespace [

        (Adobe)

        (InDesign)

        (4.0)

      ]

      /OmitPlacedBitmaps false

      /OmitPlacedEPS false

      /OmitPlacedPDF false

      /SimulateOverprint /Legacy

    >>

    <<

      /AddBleedMarks false

      /AddColorBars false

      /AddCropMarks false

      /AddPageInfo false

      /AddRegMarks false

      /ConvertColors /ConvertToCMYK

      /DestinationProfileName ()

      /DestinationProfileSelector /DocumentCMYK

      /Downsample16BitImages true

      /FlattenerPreset <<

        /PresetSelector /MediumResolution

      >>

      /FormElements false

      /GenerateStructure false

      /IncludeBookmarks false

      /IncludeHyperlinks false

      /IncludeInteractive false

      /IncludeLayers false

      /IncludeProfiles false

      /MultimediaHandling /UseObjectSettings

      /Namespace [

        (Adobe)

        (CreativeSuite)

        (2.0)

      ]

      /PDFXOutputIntentProfileSelector /DocumentCMYK

      /PreserveEditing true

      /UntaggedCMYKHandling /LeaveUntagged

      /UntaggedRGBHandling /UseDocumentProfile

      /UseDocumentBleed false

    >>

  ]

>> setdistillerparams

<<

  /HWResolution [2400 2400]

  /PageSize [612.000 792.000]

>> setpagedevice



