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11.45-12.45 pm

Topic
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2.30-3.00 pm
3.00-3.15 pm
3.15-4.00 pm

PROGRAMME

: Registration

: Inaugural Session
: College choir

: Dr. M S Latha

Head, Department of Chemistry, SN College Chengannur

: Dr. K Shiny Sreedhar

Principal, SN College Chengannur

. Prof. Sabu Thomas

Pro-Vice Chancellor
Mahatma Gandhi University, Kottayam

: Dr. AV Anandaraj, (Chairman, RDC)
: Dr. R. Raveendran

UGC Emeritus Professor & Retd. Principal, SN College Chengannur

: Dr. Manohar D Mullassery, General Secretary, ACT
: Dr. Smitha Sasidharan

Assistant professor, Department of Chemistry

: Dr. Nandakumar Kalarikkal

Director, IIUCNN, Mahatma Gandhi University, Kottayam

Tea Break

Invited talk

Dr. Sreejalakshmi, Associate Professor, IIST, Trivandrum
“Fundamentals of computational modeling”

Lunch Break

Dr. M S Latha, Head, Department of Chemistry
“Introduction to Drug Designing”
Training Programme on Computational Modeling |

Training Programme on Computational Modeling ||
Invited talk

Dr. K Santhosh Kumar, Scientist F, RGCB, Trivandrum
“Current Trends in Drug Designing”

Tea Break

Training Programme on Computer Aided Drug Design
Lunch Break

Invited talk

Dr. Gopakumar G, Scientific Officer, IGCAR, Kalpakkam
“Applications of Computational Modeling”
Discussion and Feed Back

Tea Break

Valedictory Function



Report of Two Day Workshop on ""Computational Modeling and Drug Design"*

on 4-5" April 2018 at Department of Chemistry, SN College Chengannur

Computational modeling techniques have long been used for the synthesis of molecular
structure and cost-effective (virtual) experimental analysis prior to synthesis. Computational
techniques, especially molecular modeling, play a vital role in the drug design process. Ideally, the
computational method will be able to predict affinity before a compound is synthesized and hence save
enormous time and cost. Although progress was being made in computer aided drug design, the
potential for high-throughput screening had begun to take precedence as a means for finding novel
therapeutics. The method has the advantage of requiring minimal compound design or prior
knowledge, and technologies required to screen large libraries have become more efficient. Most
importantly, drug design projects may fail without the efforts of experts in computational modeling.
Our department is involved in the identification of phytochemical based leads using computational
methods such as Schrodinger software. At this context we organized a workshop under the
spronsorshop of Kerala State Council for Science, Technology and Environment (KSCSTE) to
promote the scientific aspirations of post graduate students, researchers and faculties from various
colleges in Kerala. The workshop was also intended to provide a common platform for the delegates to
share knowledge and to plan strategies for modern drug research by intellectual interaction with
experts in the field.

The workshop started with the registration at 9.00 AM on 4th April 2018. The inauguration
function of programme began with an invocation by the students of our college. Dr. Rejikumar,
Associate Professor and Principal in Charge presided over the function. Dr. Smitha Sasidhran,
Convenor of the workshop welcomed the distinguished guests, invited speakers, delegates, faculties
and students to the workshop. Prof. Sabu Thomas, Pro-Vice Chancellor, Mahatma Gandhi University
inaugurated the workshop by lighting up the lamp and he also delivered the inaugural address. He
inspired the students with the motivational speech and he also emphasized the significance of

computational methods for the development of new drugs. He also said that the proper usage and



implementation of the Schrodinger software can reduce the time and cost in the area of drug research.
Dr. M S Latha, Head, Department of Chemistry delivered vote of thanks in the inaugural function.

The inauguration function was followed by Key Note Address by Nandakumar Kalarikkal,
Director, Inter University Centre for Nanoscience and Nanotechnology, Mahatma Gandhi University.
He congratulated Department of Chemistry for taking initiative to organise the workshop which covers
fundamental as well as advanced level of knowledge and hands on training on computational modeling
and drug designing. He shared his views on the usage of software for drug designing. After the tea
break Dr. M S Latha give an introductory talk on the workshop, Schrodinger software and its
application for drug designing. Later Dr. Sreejalekshmi, Associate Professor from IIST, Trivandrum
delivered an invited talk on "Fundamentals of Computational Modeling". The delegates and students
were highly inspired by her way of presentation and fruitful discussion. After the lunch break hands on
training on software continues till 4.00 pm. Mrs. Sruthy and Miss Nayana, Research Scholars of
Department of Chemistry assisted the delegates during training sessions. Faculty of members of the
Department of Chemistry and Dr. Sreejalekshmi were also available for technical assistance and
discussion during training.

On the second day of workshop training programme started from 9.00 am. At 10.45 invited
speaker Dr. K. Santhoshkumar from RGCB, Trivandrum delivered a talk on "Current Trends in Drug
Designing". His talk was much interactive and delegates clarified the doubts as well. Later Dr. A
Padmesh, Assistant Professor from IIT Palakkad delivered a talk on "Applications of Computational
Modeling". After the lunch break training programme was continued and the delegates were supplied
with course materials and study aids. During valedictory function, in the afternoon at 3.00 pm Dr. M S
Latha, HOD, Chemistry Department congratulated delegates for active participation, fruitful
discussions, support and cooperation during the two day workshop. She distributed the certificates to
the participants. Delegates also and their views of the programme. Dr. Abu Thahir and Miss
Saraswathy gave feedback of their programme and discussed the possibility to continue the
collaboration and networking in the future. Dr. Smitha Sasidharan, Convenor of the programme

acknowledged delegates, faculty members, students and KSCSTE for the support to organise the



programme. The Newspapers such as Mathrubhumi and Kerala Kaumudi also reported the event. The

photographs and news clipping of the programme follows:-

Lighting of the lamp at the inaugural function



Key Note Address by Prof. Nandakumar Kalarikkal



Invited Talk by Dr. A. Padmesh



Invited talk by Dr. Santhoshkumar

Valedictory function and feed back session
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The workshop was successful and interactive. We could train 35 delegates from various institutes. The
delegates included post graduate students, researchers and faculty members. The possibility for further
collaboration and networking is resulted as the outgrowth of workshop. The organisers acknowledge

KSCSTE for funds and support.



