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Brochure

HANDS ON TRAINING IN MOLECULAR
DOCKING

October 26, 2017

Organised by

VEL TECH
TECHNOLOGY INCUBATOR

(APPROVED BY DST)
CERTIFICATE OF REGISTRATION OF SOC IETIES
S. No. 438 of 2010

Veltech Dr. RR & Dr. SR University

(Esd. w's 3 of UGC Act, 1956)

About Vel Tech Technology Incubator
Center

Vel Tech Technology Incubator Center at
Veltech Dr. RR and Dr. SR University.
Chemnai was established in year 2010. 1n
joining hands with Department of Science
and Technology (DST). Government of
India. It has seven thrust areas of research
which includes Auromobile: 3D printing:
Embedded systems/VLSI: E-waste, Plastic
waste and Bio-waste  management
MAV/Robotics: IT/ITES Services and
Renewable Energy. It also provides financial
assistance to deserving Entrepreneurs to

convert their innovative ideas into
commercial viable products.

About Bio Waste
Laboratory

Management

Bio Waste Management Laboratory was
established in vear 2011 which fimnctions
under umbrella of Vel Tech Technology
Incubator Center. More than, 25 research
articles have been published by the
Laboratory faculty members and organized
four training programme so far. In addition,
we also provide analytical services on
charge basis for both internal and external
researchers.




About the training

Computer-aided drug design (CADD) has
been emerged as new field of modem drug
discovery  program. It represents
computational methods and resources that
are employed for facilitating the design and
discovery of new potent therapeutic
compounds. Especially the computational
approaches like homology modeling.
molecular docking. molecular dynamics and
quantitative structure activity relationships
(QSAR) are widely used to discover the new
candidates for various therapeutic targets.
Among these computational approaches.
molecular docking is used to study the
formation of intermolecular complexes of
one smaller molecule (ligand/drug) with a
larger molecule. which usually is a protein
of known three-dimensional structure (dug
target). Four different types of interactions
between the molecules can be distinguished
namely i) protein-protein: 1) protein-
deoxyribonucleic acid (DNA): 1i1)
deoxyribonucleic acid (DNA)-ligand and 1v)
protein-ligand. Molecular docking finds the
following applications such as i) binding site
identification (blind docking): 1) de-
orphaning of a drug target: i) dmg
discovery (lead optimization): Iv) enzymatic
reactions mechanisms: v) prediction of
biological activity: vi) protein engineenng:
vii) structure-function studies and  viil)
virtual screening (hit identification).

Objectives of the training:

1. To teach and train the molecular docking
tool to the researchers & students.

2. To adopt the molecular docking studies
in their upcoming research programme.

Training Program Schedule:

Training program schedule includes two
Sess10ms:

< Introduction to Molecular Docking-Theory
session and

< Hands on Training in Molecular Docking —

Practical session.

Eligibility

The training programme is open to all
smdents and researchers. who are all willing
to learn the Molecular docking technique.
Important dates:

Last date for registration: 20.10.2017.
Progranune date: 26.10. 2017.

Venue:

Research Park. Veltech Dr. RR and Dr. SR
University.

Programnme fee Rs. 250/ (Cash/Deposit-
Account no: 380401011000785, Account
name: Vel Tech Technology Incubator.
Vijaya Bank, VTU Branch. Avadi. Chennai.

About the Content delivering expert

Dr.Thivumurthy Madhavan, SRM

University, Chennai

He is cwrently working as Assistant
Professor in Department of Genetic
Engineering. School of Bioengineering,
SRM University. Kattankulathur Campus.
Chennai. Before joining SRM University,
he had worked as Junior Executive in
Orchid Chemicals & Pharmaceuticals Ltd.
Chennai (from December 2002 to August
2006). His research interest are: Design of
new bio-active molecules using molecular
modelling techniques: Modelling of small
organic molecules, proteins, and protein-
ligand interactions; Ligand based and
structure based pharmacophore design and
Generation and screening of large virtual
combinatorial compound libraries

For more details contact

Vel Tech TBI. Mobile no:
09600040254/08056573957 Email:
veltechtbi@veltechuniv.edu.in
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Veltech Dr. RR & Dr. SR University

HANDS ON TRAINING IN MOLECULAR DOCKING
ORGANIZED BY

Vel Tech Technology Incubator

ON

Thursday, 26™ October, 2017

Programme Shedule

S.No | Time Topic Resource Person Venue
1 08.30 | Registration Mr.Shaju/Mr.Thilipkumar IBM Lab, 1*
Vel Tech TBI Floor,
Research Park,
VTU
2 09.10- | Welcome Address Mr. Rajaram Venkataraman IBM Lab, 1%
09.20 CEO-NIDHI ~ Centre  of | Floor,
Excellence, Research Park,
Vel Tech TBI i
3 09.20- | Introduction to Molecular Dr. Thirumurthy Madhavan, IBM Lab, I
10.20 | docking Assistant Professor, SRM Floor,
University Research Park,
VTU
4 10.20- | Ligand preparation using
10.50 | ChemBiodraw & ChemBio3D | Dr. N. Radhakrishnan, IBM Lab, 1¥
software In-charge, Floor, Research
5 10.50- | Protein preparation using Bio Waste Management Lab Park, VTU
11.20 | UCSF Chimera software
6 11.20- | Molecular descriptors
11.40 | calculation using
Molinspiration online tool
I 11.40- Lunch Break
12.40
8 12.40- | ADME analysis using
01.10 | SwissADME online tool
9 01.10- | PatchDock using online server
01.40 Dr. N. Radhakrishnan, IBM Lab, 1%
10 | 01.40- | Docking result analysis using | In-charge, Floor, Research
02.40 | PyMol software Bio Waste Management Lab Park, VTU
11 02.40- | Introduction to Autodock
03.10
12 | 03.10- | Lab Visit Mr.Shaju/Mr.Thilipkumar Tinkering &
03.45 Vel Tech TBI Ewaste Lab
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Participants Name List

S.No | Name Department Institute
1. | N. Srinivasan Chemistry VTU
2. | V. Vijayakumar Chemistry VTU
3. | S.Kavya Chemistry VTU
4. | V.G. Prasanth Chemistry VTU
5. | Uzbek Zaman Biotech VTU
6. | Sushanto Das Biotech VTU
7. | Steeve Shibu Chempolil Biomed VTU
8. | Hima Manoj Nanoscience & GKM College
Technology of Eng & Tech
9. | V.R. Manoj Biotech VTU
10.| N. Ravisankar Chemistry VTU
11.| P.A. Vivekanand Chemistry VTU
12.| R. Aarthi Biotech VTU
13.| R.Nirmala Nithya Biotech VTU
14.| Lovely Mathew Biotech VTU
15.| CH. Madhavi Biotech VTU
16.| M. Anandi Biotech VTU
17.| L. Manjusri Biomed VTU
18. | Pallab Kalita Biotech VTU
19. | Shanuja Jakkala Biotech VTU
20.| M. Subha lakshmi Biomed VTU
21.| S. B. Sangeethan Biotech VTU
22.| Abhishek Ram Biotech VTU
23.| S. Deepeka Biotech VTHT
24.| R. Mageshwari Biotech VTHT
25.| R. Smruthi Biotech VTHT
26.| A. Sumithra Biotech VTHT
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Expert- Brief Biography

Dr.Thirumurthy Madhavan

Assistant Professor (Sr.G)

Bioinformatics Engineering

Phone number: 27417813, Exin: 1151

E-mall: thirumurthy m@ktr srmuniv.ac.in (matito thirumurthy m@ktr srmuniv.ac.in)
Area: Bioinformatics (Specialized in Structure based drug design)

Affiliation: Department of Genelic Engineering, School of Bioengineering, Facuity of
Engineering & Technology, Kattankulathur Campus. SRM University.

Education
Ph.D. Bioinformatics Chosun University, South Korea, 2012
MSc. Bioinformatics University of Madras (Guindy campus), Chennai, India, 2008
B.Sc. Chemistry R.V Govt arts College, 2002

Work in Progress
Ongoing project

-+ “Discovery and biological evaluation of a new class of selective Janus Kinase inhibitors: A
combination of pharmacophore, 3D-QSAR based virtual screening and chemical optimization” funded
by Department of Science and Technology, New Delhi (2014 onwards)

Other Professional Experience

-+ Junior Executive in Orchid Chemicals & Pharmaceuticals Ltd from December 2002 to August 2006

-+ Government Funded Project - Principal investigator, Discovery and biological evaluation of a new
class of selective janus kinase 2 inihibitors: A combination of pharmacophore, 3D-QSAR based
virtual screening and chemical optimization. Scheme for Young Scientist, SERB, Government of India
{From Jan 2014, 3 years, total grant: 21 Lakh)
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Certificate

VEL TECH
TECHNOLOGY INCUBATOR

(APPROVED BY DST)
CERTIFICATE OF REGISTRATION OF SOCIETIES
§. No. 428 of 2010

This is to certify that DriMr/Ms

CERTIFICATE

OF PARTICIPATION —————

Veltech

Dr.RR & Dr.SR

from the

Department of .

India.

Dr.Thirumurthy Madhavan

Assistant Protewsor, Department of Geneus. Eagneeriog,
SRM University, Kattankaiather Campus, Chenna:

has attended the “HANDS ON TRAINING IN

MOLECULAR DOCKING" at Veltech Dr. RR & Dr. SR University held on 26" October, 2017 organized by the Bio Waste Management

Laboratory, Vel Tech Technology incubator (Vel Tech TBI) supported by the Department of Science and Tedmologj (DST), Government of -
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Cell : 7200006649

‘ JN Signage Digital Printing

Plot No.427, Vellanoor, Next to Veltech Polytechnic, Avadi, Chennai-82.
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Veltech Dr. RR & Dr. SR University

HANDS ON TRAINING IN MOLECULAR DOCKING
ORGANIZED BY
Vel Tech Technology Incubator

ON
Thursday, 26" October, 2017

Budget Vs Expense Details

S.No | Description Budget (Rs.) Expense (Rs.)
1 Banner 500 500
2 Participants Certificate 500 300
3 Photos and Album 200 -
4 Miscellaneous Expense (Coffee for | 200 -
Guest & Battery for Mic)
Total 1,400 800
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Veltech Dr. RR & Dr. SR University

HANDS ON TRAINING IN MOLECULAR DOCKING
ORGANIZED BY
Vel Tech Technology Incubator

ON
Thursday, 26™ October, 2017

Income Vs Expense Details

S. No Income (Rs.) Expense (Rs.)

1 26 Participants (26x 250) = 6,500 800

Profit (Income-Expense) = Rs. 5,700/-

Profit = Rs. 5,700/-
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