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Exponential Growth of Data: Source of Knowledge

Database Brief Description with URL

PubChem A comprehensive database of bioassays, compounds and
substances (http://pubchem.ncbi.nlm.nih.gov/)

ChEMBL Database of drug like molecules
(https://www.ebi.ac.uk/chembldb)

Zinc Maintain commercially-available compounds for virtual
screening (http://zinc.docking.org/)

ChemDB Collection of small-molecules (http://cdb.ics.uci.edu/)
ChemSpider A chemical database (http://www.chemspider.com/)

MMsINC Commercial compounds
(http://mms.dsfarm.unipd.it/MMsINC/)

KEGG Maintain comprehensive information
(http://www.genome.jp/kegg/)

SMPDB Small molecule Pathway database (http://www.smpdb.ca)
HMDB Human Metabolites (http://www.hmdb.ca/)

PDBeChem Dictionary of chemical components refered in PDB entries
(http://www.ebi.ac.uk/pdbe-srv/pdbechem/)

PDB-Bind Binding affinity information for PDB Ligands
(http://sw16.im.med.umich.edu/databases/pdbbind/index.jsp)

BindingDB Binding affinity of PDB Ligands (http://www.bindingdb.org/)

NCI Small molecules related to cancer
(http://cactus.nci.nih.gov/ncidb2.1/)





Computer Related (83) Education (75)

Human Genome (238) Model Organisms 
(378)

Protein (1009) Expression (395)

DNA (604) Other Molecules (378)

Literature (86) RNA (203)

Sequence Comparison (271)







 Open source Web Services



Chemoinformatics and Pharmacoinformatics



Molecular Interactions



Biological Databases



Genome Annotations



Immunoinformatics or Vaccine Informatics



Functional Annotation of Proteins



Proteins Structure Prediction



GPSR: A Resource for Genomics 

Proteomics and Systems Biology 

• A journey from simple computer 
programs to drug/vaccine informatics

• Limitations of existing web services
– History repeats (Web to Standalone)
– Graphics vs command mode

• General purpose programs
– Small programs as building unit

• Integration of methods in GPSR



Types of Prediction Methods





Senstivity=
TP

TP+FN
100

Specifity=
TN

TN+FP
100

Accuracy=
TP   TN

TP   TN+FP   FN
100

MCC=
(TP  TN) (FP  FN)

(TP+FP)(TP+FN)(TN+FP)(TN+FN)
100
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Major Features of OSDDlinux

   Service for Scientific Community 
   Online for Occasional Users
   LiveDVD/USB on local computer with Data Security 

Platform for Developers
Developers with no infrastructure
Infrastructure on existing linux setup

Linux for Students
Bootable LivedDVD for occasional learning
OSDDlinux on Windows/MAC Users
Online hand-on experience on Linux & PERL programming



Installation of ODDlinux

1. Live CD/DVD/USB no need to boot 

2. Install on a new machine 

3. Install via Virtual Box (Windows/MAC/Unix)

4. Install on existing Unix/MAC machine 



Osddlinux desktop 
is ready for use.

Osddlinux installation on system hard drive

Password for sudo : osddlinux  root : osddlinux



Osddlinux Live CD



Osddlinux Live CD

Standalone programs are ready 
to use on the terminal.



A list of command formats for 
softwares developed by Dr. Raghava’s 
group get displayed.
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