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APPENDIX - A
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APPENDIX - B

Software used in the present study

Name Executable Description
GAMESS Windows/Linux AB initio quantum chemistry package.
Firefly Linux AB initio and DFT computational chemistry
program
MOPAC Windows/Linux | Semiempirical quantum chemistry program
AutoDock 4.0 Windows/Linux Suite of automated docking tools

UCSF Chimera Windows Molecular visualization program
Molegro Molecular Viewer Windows Molecular visualization program
MATLAB Windows Numerical computing environment
Gabedit Windows Graphical user interface
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APPENDIX -C

Web address used in present study

Name Web address Description
NCBI http://www.ncbi.nlm.nih.gov/ | For molecular chemistry information
PDB www.rcsh.org/ Repository of 3D protein structures
Binding DB www.bindingdb.org/ Focusing chiefly on the interactions of
protein considered to be drug-targets
with small, drug-like molecules
DendroUPGMA http://genomes.urv.cat/ A dendrogram construction utility
Cambridge www.ccdc.cam.ac.uk A database of small molecule crystal

Crystallographic Data

Centre

structures
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APPENDIX -D

List of Abbreviations

IPP: Isopentenyl diphosphate

GP: Glycogen phosphorylase

PTP1B: Protein tyrosine phosphatase 1B

QSAR: Quantitative structure-activity relationship
CoMFA: Comparative molecular field analysis
IC: Mean information content

SIC: Structural information content

CIC: Complementary information content

RMGPa: Rabbit muscle glycogen phosphorylase a
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