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esp@cenet ®User Profile; Industry Sector

What industry sector are you in?

2% 204 O Aerospace

@ Automatice

O Biotechnology

O Chemicals

B Construction

O Defense

B Chemical engineering
O Civil engineering

B Electrical engineering
@ electronic engineering
O mechanical engineering
O food

B materials

B pharma

B transport

M textiles

11% 3@ other

3% 29




esp@cenet ®

e Chemical Structure Search

Why?

Large User Group (chemistry and
pharma)




esp@cenet ® advanced search

9

Hitme | Cortast

Cluick Search

Advanced Search

Murnber Search

My patents list n

Classification Sear{_:h

Zet assistance ©

Guick Help

» WWhat does each database
contain?

» How many terms can |
enter per field?

w» Can | search with a
combination of words?

#» Can | use truncation or
wildcards?

» What are publication,
application, priorty and
MPL reference numbers?

» Howe do | enter publication,
application, priorty and
MPL reference numbers?

European
Patent Office

Englizh Deutzch Frargais

Advanced Search

1. Database

Select patent database:

2. Search terms

Enter keywards in English

Keyword(s) in title:

Keyword(s) in title or

abstract:

Publication number:
Application number:
Priority number:
Publication date:
Applicant{s):

Inventor{s):

European Classification

(ECLA}:

Worldwide

es enet

Help indes:
Learr mare ahout searching Get assistance ©

plastic and bicycle
hair

WWD0307 5629
DE1997 1031695
WY 99511515925
wyyymmdd

Institut Pasteur
Srmith

FO3GTA0

fr
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Hame | antg&

Cluick Search
Advanced Search

Murnber Seatch

Last Results list

My patents list E

Classification Search

Set assistance &

Quick Help

3 What is the ECLA classification
systemT

4 How da | enter a classification
number?

 Can | retrieve a classification using
keywards"

4 Can | start a new search using the
classifications listed?

4 |2 the ECLA system updated?

5 How can | wiew the text of an ECLA
class?

A top

European
Patent Offica

Englizh  Dev

es, enet

How do | Use the Classification search? Get assistance ©

Search the European classification

Jewo mast sail [Ge] e nzac [Ge|

Mext page: &
HUMAN NECESSITIES R’
PERFORMING OPERATIONS; TRANSPORTING ol
CHEMISTRY; METALLURGY | Ml
TEXTILES: PAPER DT
FIXED CONSTRUCTIONS EN
MECHANICAL ENGINEERING; LIGHTING; HEATING; WEAPONS: BLASTING ENGINES OR ElE
PUMPS
PHYSICS S
ELECTRICITY HIT
GENERAL TAGGING OF NEW TECHNOLOGICAL DEVELOPMENTS[MNO403] ¥

I showe nntes| Expand groups |

% Copy ﬁ Clear I




esp@cenet ®allowed inputs

e Words:
— Keywords
— |nventor names

— Applicant names




esp@cenet ®allowed inputs

 "Parameters”
— Priority Number
— Application Number

— Publication Number




esp@cenet ®allowed inputs

e Dates

— Publication Date




esp@cenet ®allowed inputs

 C(Classifications
— IPC

— ECLA




esp@cenet ®allowed inputs

e Only alphanumeric

e (wildcards allowed)




An ldea For Chemical Structure Searching




An ldea For Chemical Structure Searching

« Based on Public Domain Tools

— Open Source

— Freeware

— Shareware

— Proprietary




An ldea For Chemical Structure Searching

e Stand alone
e Does not alter the esp@cenet® application
— c.f. translation engine

— ECLA search




An ldea For Chemical Structure Searching

* Entry level
* To keep esp@cenet® attractive in the free sector

 Commercial suppliers can readily develop more
sophisticated, added value tools




An open-source application

information on biological activities

f 2 af small molecules
< NCBI Pub@hem #

HOME | SEARCH | SITE MAF PubMed | Entrez | Structure | Genbank | PubChem |

Help

Compound Text Search |

[

Structure Search @ gasic € advariced @

Search | Clear | save Query |

di Search Input: & SMILES/SMARTS, InChl, CID or Formula © Structure File © Saved Query &

| = Sketch | @
=

f:ﬁ Search Type: @

Search using: |Identi|:al Structures j

= GD Compound Subset @

fr




Broadband -| |SMILES |||

New |Udo Cin| Del |ary |«f»| Oy % | e [HEH

—_— = = |l | il | e =g | AN SFA | DVA | SID
alolO00O0O0 e e
.-‘\NAM'_L‘//\T—I— W02 | CO0H (Co0Me| S0

H [ = He
Li | Be B|C|N|O|F | Ne
Na | Mg Nlsi|P|s|clar
K |ca|sc[sc-] |Ga|Ge|as|se|Br |k
Ro (sl Y [v =] [ snisb|®| 1 |x
Cs|Ba|LufLu =] | T |Po|Bi|Po| At|Rn
Export | KDL kalfile j Done
Hydrogen | Keep Asls j

Import Browse... |
&I Done ] | Intemet Y




Broadband =] [SMILES -||[c1-CC=CC(=C1C(=0)0)C=0)0

New | Udo |cin | Del |Qry |«3» | ¥ 4 | 4l |HH

— == |- a1 < | An | Sia | DA | SID

A 00008 |@|e

o~ || o b [T - | oz | oo oo soH O

H 2 [ &l He 0
Li | Be BlC|N|[O|F |Ne o
Na | Mg Alsi|P|s|cl|ar

K |ca|sc|[sc -] |Ga Ge|as|se|Br|Kkr 0

Ro | sty [v <] |mn|sn|sb| |1 |x

Cs|Ba|Lluflu =] | T |Po|Bi|Po|At|Rn

Export | MOL Molfile j Done
Hydrogen | Keep Asls j

Im port Browse... |
|¥:I Dione |_ |_ |_ |i Irternet Y




Code Gives Chemical Name - open source

NCB] O PubClhem mucs &

Compound [Sian In] [Register

All Dratabases Fubhied Hucleotide Frotein Genome Structure FhiC FPubChem Buooks

.Searnfth'UhChEm Compound j f@rl 5a| Clear

'

Histary | Cliobosrd | Detajis:)

| Limits-| Fresdewdindex

About Entrez Displ&}rl Summary _ﬂ'ghmwlztl dl Sort by jl Send to _ﬂ

Entrez Help e

[AIIH | BioAssay, 1 | ProteinzD: 1 | Rueors 1 K]

1 CID: 1017 Related Structures, Assays, Literature, Other Links
PubChem
Gt phthalic acid; o-phthalic acid; phthalate ..
g ITPAC: phthalic acid
- MW 166.13084 | MF. CEH6OE

fr




Chemical Name Has Synonyms - open source

- . Information on biological activiies

d 1\[ C B [ P u b © h e m af sinall molecules

HOWE | SEARCH | SITE WAP | PubiMed [ Enfrez | Structure | GenBank | PubChem [ Help |

|Search |F'uhChem Cnmpnundj w

Compound Summary:

DD cID: 1017 @ &

@ BinActivity: Summary [

I'II Inactivie! 43 Links
o o Inconclusive: 1 Link
8] '?_ Protein Structures: 2 Links &
H. Q NLM Toxicology: 3

Link1, Link2, Link3

Substances: @
all; 171 Links

Same: 29 Links
Minture: 142 Links

D{:} Related Compounds: 2
@, Same; Connectivity: & Links
o

{3y Similar Compounds: 253 Links E]
f;i Structure Search 2

fr




Get Synonyms - open source

o

9

i

T

Depositor-Supplied 8ynonyms: (Total; 593

phthalic acid 4

o-phthalic acid

phthalate
o-dicarbaxybenzene
1,2-benzenedicarboxylic acid
Acide phtalique
o-benzenedicarboxylic acid
Magnesium phthalate
benzene-1,2-dicarbouxylic acid
Acide phtalique [French]

Properties Computed from Structure:

Molecular Weight: 166, 13084 g/mol
Molecular Formula: CgH, 0,
Hydrogen Bond Donor Count: 2
Hydrogen Bond Acceptor Count: 4
Rotatable Bond Count: 2
Topological Polar Surface Area: 74.6
E mare...

Descriptors Computed from Structure:

IUPAC Mame: phthalic acid

Canonical SMILES: C1=CC=C(C(=C1)C(=0)0)C(=030

Display: Mest 10 | All | Sort: IWeight *l

INChI: InChl=1/CEBHAEO4/c2-7(10)5-3-1-2-4-6(5)8(11)12/h1-4H,(H,2,10)(H, 11,12}/f/h9, 11H

Substance Category:




An ldea For Chemical Structure Searching




An ldea For Chemical Structure Searching
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