Centrs for Experimental Dryyg Desjpy and Develppment
O depatnent fas recesved a grant of Rs 11,53 Lakts for the proposul entitled “Establiig Contre for Experimontal Dryg Desgnr and Develppment” from All Didie Comed for T echical Eddpeation
(ALICTED yter the Modermization and Removal of Obsolescence (MO DROBS. scheme. T fe schenme aims 1o modernize and remove dbsolescence iy e Laboratories 1o entance He fometiona! efffciny of

technial drstitytions for T eackigg, T raining, and Research pupposes. T e lab 5 Jlly epppped wiith an array of destrumentation ecessary fo sypport work iy aveas syek as chemizal synthesss, abyy décovery, amd
medizinal chemistry. (e are commited o givigg onr chemiistyy stydents fands-on experience s state-gf- te-art equjpment early teir stydlis. Facilities available i the lid ave
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o Centre for Molecylar Simylations and Dryg Design
®  Centre for Molecylar Simylations and Oryg Design, ynder department of pharmacentical chemistrywas founded in Noventber 2019 . Over the last few years, compyter aided dryg design
(CADD) fas become a powerful technique becayse of its ytility in varions phases of dryg discovery and development through varioys advanced featyres. T his facility provides an ideal
research environment for the complete spectrym of computer-assisted dryg discovery for wndergradyates, post gradyates and research scholars. T 'he stydents can yuderstand how the dryg
discovery process works from the identification of molecular targets to the design of therapentic candidates. T he overall goal is to develop and apply innovative compytational methodologies for
dryg design and discovery to addess problems at the interface between chemistry, biology and medicine. Research activities of this laboratory focys on modelling protein-ligand interactions,
stryctyre-based dryg design, molecylar dynamics, Pharmacophore modelling, ADME prediction, homology modelling and QSAR.
Among these, stryctyre based dryg design is our focys dye to rapid growth in stroctyral data (avadable in RCSB & Nycleic acid
Data Bank). This stryctyral data can be ysed in molecylar modeling to design lead molecyles based on the stryctyral featyres of the
active site 1o design several classes of bivactive compoynds targeted to specific diseases. We are also interested to offer training
programmes and research assistance to the stydents in areas like virtyal screening based on the integration of docking, molecylar
dynanmics, and free entergy-based scoring fynctions.

Our team has strong experience in this field and we are also in tight cooperation with leading groups from academia around the globe
and pyblished several research articles in reputed international peer reviewed joyrnals. T he department has five computer with high end

confignration and varioys commercial as well as open soyrce softwares to train the process of dryg design




