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COMPUTER AIDED
DRUG DESIGNING

Understand the concepts of Drug designing
Become familiar with softwares and Tools in Drug Designing
Gain insights into selecting ideal drug targets
Acquire knowledge on protein chemistry
U hoiliin oR kNt M STON hake Obtain pracﬁcal skills to model and op?imise Iiga{:ds

Learn molecular aspects of Drug-Protein Interactions

made it possible to achieve targeted e P Ee Visually observe the different methods of target inhibilion
therapies that are more precise and Sl L ikt Il  Thicoretically evaluate drug likeness and its efficacy

efficient. CADD has been the backbone for ?he major concepts in drug designing that Gain the ability to work in Linux platform
the discovery of several notable drugs include
such as Dorzolamide, Boceprevir,
Captopril, Zanamivir to name a few.
Several pharmaceutical and
Biotechnological companies rely on CADD * Ligand Optimization
for designing and synthesising novel drugs ¢ Pharmacokinefics
with improved efficacy. CADD also ° ‘pharmaeodg“a”ics
s in reducing the cost, time and to
ny real time challenges faced
stage of the drug

Computer Aided Drug Design (CADE
become an indispensable tool in shaping
the paradigm of therapeutics. The advent

= Targef selection and I Jorbahop a&rm Coertificate will be provided

screening

® Drug likeness

* Virtual Sereening Studdbnts, Scholurs and Facully from all
Drug Interactions disciplines of Life Sciences ane cligitle

For further details contact :

. \ret” Dr. R. Jesu Jaya Sudan
Barch - 18™Apr to 30™Apr Wed O ' Amdm Dean-Research, DST-FIST Lab Inchage
| Satch - 25"Apr to 9"May o ~ Marudhar Kesari Jain College for Women, Vaniyanbadi
Batch - QmMay to 22"“May Ph. No. +91 9894170894; Email ID:drjesu2016@gmiil.com

Internship & Project- 27"Apr to 30"May
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DST-FIST Supported two weeks Internship on Computer Aided Drug Designing

Date: 18-05-2026 to 30-05-2026

Agenda
Day Date Topic Theory Sessions Practical Sessions
1 | 18-05-2026 | Introduction to CADD | pvervieW of Gomputer aided drug i
esign
Bioinformatics for Databases- Pubmed,
2 | 19-05-2026 CADD Databases for CADD Uniprot, OMIM, PDB
Structure based drug design- Literature study-
3 | 20-05-2026 | Types of CADD Iatiodboticn S
- ; : Selection of Drug
4 | 20-05-2026 | Drug Targets Target Selection and Screening targets- Uniprot,
PDB
5 | 21-05-2026 é{;t};\éeﬁsclételfl?cket Visualization of Protein structure | Uniprot, Pymol
; Concepts and Sequence Selection of Template-
6 |21-05-2026 | Homology Modeling search tool-BLAST Blast
7 | 22-05-2026 | Homology Modeling | Validation of target structure i e
8 | 22-05-2026 |Ligand Preparation of ligands Drug bank, Pubchem
9 | 23-05-2026 |Molecular Docking Docku}g with Sutodacicand Autodock, Ligplot
analysis
10 | 25-05-2026 | Types of CADD SBDD, LBDD Docking
Pharmacophore & Zinc-Pharmer,
11 | 26-05-2026 QSAR Con_cepts Molinspiration
12 | 27-05-2026 |Ligand Screening | Virtual Screening Ligand databases
Pharmacokinetics &
13 | 27-05-2026 | ADMET Pharmacodynamics PreADMET
14 | 29-05-2026 | Protein Motion Conformational changes VMD
16 | 30-05-2026 | Valediction (Pége;afrilzztt;;n by participants, Feedback and Distribution of
i
>
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Activity Report
Name of the
Department / Research and Development Cell
Club/ Cell
g‘ﬂe of the DST-FIST Supported Two weeks Internship on
rogramme / Computer Aided Drug Designi
Event ’ i e
Alignment of this SDGs [] Viksit Bharat 2047 [] State / National Schemes [0 NEP

Programme with

2020(] MOU activity [] Others v

Mode Physical mode

Type of Activity Internship

Level Institutional level |

Diite 18/05/2026— 30/05/2026 Time 09:30am-1.30pm
Venue DST-FIST LAB

Resource Person
Details

Dr. J. Lesitha Jeeva Kumari
Research Associate cum Assistant Professor
PG & Research Department of Biotechnology

To provide a hands-on-training and impart theoretical knowledge on

Orl;]ec:n\:fnnef e the various bioinformatics concepts related to drug design, tools and
progr software for the participants

Internal Students: 09 . g:tr:;c?a:lnts Students: 02
Participants count Faculty: Nil o P Faculty: Nil

Report:

DST-

FIST supported two weeks Internship on Computer Aided Drug Designing was
organised by Research and Developmement Cell from 18/05/2026 till 30/05/2026. Around
Eleven participants registered for the Internshi
handled by Dr. J. Lesitha Jeeva Kumari. The I
covering the fundamental concepts of drug design.
selection, ligand optimization, pharmacokinetics, p
likeness evaluation, and drug—drug interactions. Pa
used databases and computational tools, includi

p. Both the theory and the practical sessions were
nternship offered comprehensive hands-on training
Key areas included target identification and
harmacodynamics, virtual screening, drug—
rticipants were introduced to several widely
ng PubChem, PyMOL, SwissPDB Viewer,
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AutoDock Vina, SAVES etc. Participants were trained to visualize protein structures, domains,
and binding sites using various molecular visualization tools such as PyMOL and SwissPDB
Viewer. These sessions enhanced their understanding of protein-ligand interactions and
structural biology concepts relevant to rational drug design. The program enabled participants to
develop a clear understanding of drug design workflows while gaining practical experience with
essential computational tools and software. Practical sessions were provided at the end of every
session to reinforce learning outcomes. On the valedictory day, participants shared their feedback
and the program concluded with the distribution of certificates.

Outcome of the Program:
* The particpants gained practical exposure to computational tools and databases used in
modern drug discovery.
* The participants Improved hands-on experience in using software such as PyMOL,
Swiss-PdbViewer, and AutoDock Vina.
* Increased awareness of the applications of computational biology and bioinformatics in
pharmaceutical research.

Feedback Link :h‘t_tps;z:’forms.g!e!sﬂgTLRyESPZancb?

Feedback Summary:

The Computer Aided Drug Designing (CADD) workshop received highly positive
feedback from all 11 participants, with 100% reporting that they were either satisfied or very
satisfied with the program. Most participants agreed that the workshop objectives were
successfully achieved, and the resource person effectively delivered both theoretical and
practical aspects of the course. Participants appreciated the hands-on training, industry-
relevant content, and the usefulness of CADD techniques for research and higher studies, with
several recommending similar programs in the future,
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Research and Development Cell (RDC)
Programme Name: Internship
Topic: “DST-FIST Supported Two weeks Internship on Computer Aided
Drug Designing”

Date: 18-05-2026- 30-05-2026
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