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Who we are



Context

• Support of different kind of Chemists.
– Synthesis
– Drug design

• Dealing with strange and hard-to-handle Entities: Chemical Structure and 
Analytical Spectra

• Something you really need but it is very far from your every day job
– Strictly connected to IT arguments

– Strictly connected to: 
• Data Safety
• Data Confidentiality

• Type and offer of those products is very high and differentiate: difficult to 
choose.



Background

• Files
– Simply organized in Fields and Records.

• Hyerarchical database
– A level of abstraction is inserted: the birth of Tables and Relations.
– Tables are related one to each other.

– A table can only have one parent.

– This imply the existance of a ROOT table.

• Relational database
– A more advanced level of abstraction is introduced.

– Tables are related one to each other in many different ways (Relations, 
Bussiness Rules).



Background

• Hyerarchical: only one “parent”



Background

• Relational: all the possibilities



Relationship Between SD file and DB

• SD file FLAT DB Vs. Relational DB

– SD are the common and easiest way to obtain and transfer Molecular 
information from one software to another.

– Usually, the final task is to collect all the information related for Screening and 
Characterization.

– How can we map an SD file into a Relational DB?



Relationship Between SD file and DB

• A typical SD file, could contain thousands of fields.



Relationship Between SD file and DB

• Basically like an Excel spreadsheet with Chemical information inside



Relationship Between SD file and DB

• Typical Rearrangement of the SD file inside the Relational DB, it 
constitute what is called “Data Model”.



Relationship Between SD file and DB

• Relation Beetwen SD file and Relational DB. 



What we need

• A fast Search Engine compared to the number of molecules to be 
managed.

• Provide Data Integrity to avoid duplication and ensure no data-corruption

• Manage Safety and Confidentiality Conditions.

• Archive also complex Analytical Information.

• Archive any other kind of Electronic Information.

• Full audit of the records (“Who did what and when”).

• Document Management (Document Versioning).

• Different ways of Data Visualization.



What we need

• Some small Example from the previous points:

– Full audit of the records (“Who did what and when”).









…minimum requirements for audit trails… 



What we need

• Some small Example from the previous points:

– Manage Safety and Confidentiality Conditions .





…choose a project…



…user “PIPPO” is assigned to group “CHEMIST” that 
can browse only “project” and “chemname” fields…



…”ADMIN” browse all the fields…



…user “PIPPO” browse only allowed fields…



What we need

• Some small Example from the previous points:

– Archive also complex Analytical Information.



There are Spectra Informations Associated



…spectra related to “reaction”…



…spectra related to “reaction”…



…live spectra (you can zoom into a region) not 
images…



…I can also show details pertinent to a molecules…



…browse the attached spectra…







How To Choose

• Purpose
– Reactions
– Molecules

• Few 1000’s Molecule
• Millions of Molecule 

– Manage all Labs/Depts. Daily Life

• Usage
– How many Users.

• Ease of Use
– How many resources/users can we dedicate to maintein the system.

• OS Based
– User use Windows.
– User use Linux
– User use Mixed Environment

• Client Software
– Thick stand-alone Client
– Thin Web Client

• Back-end
– User use Oracle
– User use SQL Server, Mysql, PostGres, MS Access
– User do not want to use RDBMS



What we provide in terms of DB

• S-IN is the Exclusive Italian Reseller for:

– ACD/Labs : Chemfolder Enterprise & SpecDB for ADMS (Analytical Data 
Management System).

– IDBS: ChemBook (ELN), BioBook (Biological Data Management ).

– Deltasoft : Chemcart (ELN).

• S-IN is happy also to propose Software Solution from Chemaxon .


