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Welcome

Dear Participant,

On behalf of the organizing committee, it gives us great pleasure to extend a warm
and hearty welcome to the participants of RTACR-2017.

Over the years, Chemistry has made major studies in many different disciplines. The
influence of chemistry could be witnessed across disciplines such as Physics,
Material science and Biology, in addition to others. It was therefore felt by the
organizing committee to organize sessions based on different themes viz, Nano
science, Photoscience, Computer aided drug design & Medicinal Chemistry and
Material science, wherein chemistry has made major impact over the years. We do
hope that this would be a helping hand for the researchers for further inclusive
growth with interdisciplinary research.

We have arranged inaugural session, and invited lectures in different themes
mentioned above. The lectures by the young researchers and poster sessions will
also be held in the seminar hall of the college.

We wish you a professionally rewarding and enjoyable RTACR-2017 seminar.

Sincerely yours,
Dr. Ambili Raj D B (Convenor)
Dr. S. V. Manoj (Joint-Convenor)

T. R. Sarunkumar (Joint-Convenor)
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PREFACE

The National Seminar on ‘Recent Trends in Advanced Chemistry research-2017’
(RTACR-2017) is being organized by The PG & Research Department of Chemistry,
Sree Narayana College, Kollam on 25t & 26th May 2017 at S N College, Kollam. The
RTACR-2017 seminar aims to focus on the current status and the future projections
of research in various frontier areas in Chemistry. The organization of the seminar
is based on the outstanding and significant research carried out by scientists from
various parts of India. The Poster and Oral presentation sessions give ample
oppurtunities to the young minds to interact with others and to benefit from
exchange of ideas for the betterment of their research activity.

We thank the National Advisory Committee members of RTACR fortheir valuable
suggestions in organizing the seminar. We also thank the sponsors of the
symposium, SERB, Department of Science & Technology, Govt. of India and Kerala
State Council for Science,Technology & Environment (KSCSTE), Govt. of Kerala for
providing financial Support. On behalf of all he organizing committee members, it
gives me great pleasure to wish all the participants an eventful and academically
successful RTACR-2017 Seminar.

Dr. Ambili Raj D B
Covenor, RTACR-2017
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2-D Qsar Studies On Janus Kinase 1 Inhibitors Against Asthma
Arya Rajan P ®MeenuS SPV.L.Pushpa®, K B. Manoj? ,Sarithamol S?, Divya V¢
a Department of Chemistry, Sree Narayana College, Kollam.
bDepartment of Chemistry, Sree Narayana College, Varkala.C Department of
Chemistry, MSM college, Kayamkulam.
E-mail: drvlpushpa@yahoo.com

Abstract

Asthma is a chronic lung condition with ongoing airway inflammation resulting in breathing
problems. There are lots of inhaled corticosteroids, bronchochodilators, and leukopterine
modifiers to treat asthma. But their consumption can lead to vomiting weakness, boneloss,
slowing of growth etc. So the present studies focuses on 2D QSAR studies on biological assay
taken from Brubeck et al. and its anti-asthmaticproperties were studied.Statistically, regression
models were build and squared correlation coefficient (r*=0.6522), adjusted square correlation
coefficient (radj2=0.5923) of training set, cross validated correlation coefficient of test set,
(Q%est=0.602542).Studies showed that positive ionization (POS), hydrogen bond donor sites
(HBD), topological descriptors have a great influence on the biological activity of the
compounds. The developed QSAR model was further checked for its prediction ability using
external test set compounds within the same bioassay. It can be suggested to analyze and
enhance anti-asthmatic activity of new set of molecules for drug synthesis.

Introduction

Asthma is a chronic lung disease characterized by variable obstruction, airwayhyper
responsiveness (AHR) and airway inflammation and remodeling. Histological studies
showsthat Cytokines like IL.-4 and I1-12 binds to its receptor sites to activate JAK protein which
activates STAT (Signal transducer and Activator of Transducer) through tyrosine
phosphorylation .This allows stat protein to dimerise and move to nucleus to mediate change
in gene expression by binding specific DNA elements. As IL-4-JAKI1-STAT6 signaling is
responsible for asthma over-expression,the investigation will focus on finding JAKT1 inhibitors
against asthma.(1) There are many treatments for asthma such as corticosteroid inhalers,
leukopterine and bronchochodilators.But they do have side-effects such as vomiting, restless,
nausea, growth retardation etc. So an alternative method is requiredasJAK1 inhibitors against
asthma.

QSAR (Quantitative Structure-Activity Relationship) approach helps to correlate biological
activity of molecules with properties in terms of descriptors. Thisdetermine the activities of
untested compounds quantitatively.A set of95 molecules were taken that showed nanomolar
inhibition towards JAK 1.QSAR models were created and statistical studies were done usingthe
software Build QSAR. Superior set(training set )molecules were then used to generate

candidate set (test set).(2 &3)
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