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DEPARTMENT OF CHEMISTRY

Oordlattg tnvites You to the
sponsored five day Workshop on

‘CHALLENGES AND ADVANCES
IN COMPUTATIONAL
CHEMISTRY CACCh-2018”

To be held from 08-January-2018 to 12-January-2018 at
SATHYABAMA
Institute of Science and Technology

ABOUT SATHYABAMA INSTITUTE OF SCIENCE AND TECHNOLOGY

Sathyabama is a pioneer in engineering education and was established with the aim of
providing quality higher education in the areas of Engineering, Science and Technology on par
with International standards. It persistently seeks and adopts innovative methods to improve
the quality of higher education on a consistent basis. Having acquired excellence in the
academic part of education with all sophisticated facilities available, Sathyabama has
established several research centres in the field of Remote Sensing & Geo Informatics, Nano
Technology, Ocean Research, Water Research, Robotics, Earth & Atmospheric Sciences, Non
Destructive Testing & Waste Management in collaborations with esteemed National Research
organizations and are progressively working towards innovation in the field of Science &
Technology. Sathyabama has been accredited with ‘A’ grade by National Assessment and
Accreditation Council (NAAC) and I1SO 9001: 2008 Certification for Professional Quality
Management Practices. It has undertaken various sponsored and collaborative research and
development projects funded by national organizations such as Indian Space Research
Organization (ISRO), Department of Science and Technology (DST), Indira Gandhi Centre for
Atomic Research (IGCAR), Defence Research and Development Organization (DRDO),
Department of Bio-Technology (DBT), Ministry of Environment and Forests (MoEF), Board of
Research in Nuclear Sciences(BRNS) etc. Sathyabama holds great promise to expand the
applications of space technology, benefiting the common man and enriching the quality of life.
A step towards achieving this, the institution is successfully conducting non formal education
programmes through 18 Village Resources Centre (VRCs) all over the state of Tamil Nadu.
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ABOUT THE DEPARTMENT OF CHEMISTRY

The Department of Chemistry was started right from the inception of Sathyabama in the year
1988. It has well-established laboratories equipped with sophisticated instruments, which fulfil
the needs of PG and Ph. D students. The department has highly qualified faculty and more than
20 Ph. D students. It has doctorates from reputed institutions like IIT, NIT CECRI, NML, etc. and
published more than 75 research papers in reputed journals with high impact factor. The

\department has undertaken many research projects funded by CSIR, ISRO, DST and IGCAR.

AN

AATIONAL ADVISORY COMMITTEE

Dr. Rajaraman, Associate Professor, IIT Bombay

Dr. Gunasekaran K, Associate Professor, University of Madras

Dr. Narahari Sastry G, Sr. Principal Scientist, Centre for Molecular Modelling, CSIR-
IICT, Hyderabad.

Dr. Naresh Kandakatla, Manager R&D & Production at Helios Bio Nutrition Pvt. Ltd.
Dr. Geetha Swaminathan, Former Vice Principal, Stella Maris College, Chennai.

Dr. K. Shyamala, Former Head, Department of Bioinformatics, Stella Maris College
Dr. R. Karvembu, Associate Professor, Department of Chemistry, NIT Trichy

Qr. A. Nityananda Shetty, Professor, NITK, Suratkal /




OBJECTIVES AND IMPORTANCE OF THE WORKSHOP

Chemists have been involved in computations for ages, but what we know as
Computational Chemistry” is a product of the digital age. However,
Computational Chemistry did not come into its own until 1998 when Walter
Kohn and John Pople won the Nobel Prize for Chemistry for their work in
Density Functional Theory and Computational methods in Quantum Chemistry.
It is rapidly growing field of Chemistry and is now firmly established as an
indispensable tool in the hands of researchers to carry out studies hitherto
unachievable by conventional methodologies. This interesting field of study
helps to create spectral profile simulations, modelling and designing molecules,
understand structure activity relationships, homology modelling, design more
productive and efficient processes, protein structure visualization, in molecular
dynamics and in short to extract useful knowledge from oceans of data.

To bring about a better understanding of the scope of Computational Chemistry
and its application in current research and education by UG and PG students
and teachers, research scholars, etc., the Department of Chemistry has
organized a five day Workshop on the Challenges and Advances in
Computational Chemistry 2018 (CACCh-2018) that will focus on the molecular
mechanism underlying human health and disease. This workshop will provide a
comprehensive theoretical and practical hands-on training to all the
participants on molecular modelling and drug design.

CONVENER

Ms. JANET SABINA X

Assistant Professor

Department of Chemistry

Sathyabama Institute of Science and Technology
Rajiv Gandhi Salai

Chennai - 600119

REGISTRATION FEE: RS. 2000 (For PG Students: Rs. 1000)
Kindly confirm your participation through phone or email. Registration through
SMS to 9445362213.

Email: janetjeyakumar@gmail.com

Dr. Parthiban Srinivasan,
Parthys Reverse
Informatics, Chennai

Keynote Address

Dr. Gunasekaran,
University of Madras

XRD: An inevitable partner of Chemistry

Dr. Naresh Kandakatla,
Helios Pvt. Ltd., Hyderabad

Chemical structure drawing: 2D and 3D.
Molecular Modelling — Discovery Studio

Dr. M. Karthikeyan, NCL,
Pune

Chemoinformatics for drug discovery

Dr. Thiyagarajan, IBAB,
Bangalore

Virtual screening and rational drug
design: principles and applications

Dr. Xavier Suresh,
Sathyabama

Molecular modelling - AutoDock

Dr. Athi Naganathan, IIT
Madras

Theoretical models of protein folding:
myth or reality?

Dr. Madhavan Jacob,
Loyola College

Fundamentals of Electronic structure
calculations

Role of computation on the signature and
reactivity of molecules

Dr. Mukesh Dhoble, IIT
Madras

Computer aided design of anti-
inflammatory drugs
Pharmacophore modelling

Dr. Rajaraman, IIT Bombay

Computing spectral parameters using
ORCA

Dr. Deva Priyakumar, IIIT
Hyderabad

Computational Studies on the Mechanism
of Selection and Permeation Across Ion
Channels

HIGHLIGHTS

e Eminent scientists from IIT Madras, Bombay, Hyderabad,
Bangalore, Pune and the industry will deliver talks on various topics
in Computational Chemistry

e Practical and interactive session with eminent personalities

e A highly comprehensive five day programme that will enrich all
researchers in this field.



mailto:janetjeyakumar@gmail.com

DAYWISE SCHEDULE FOR THE FIVE DAY DST-SERB SPONSORED WORKSHOP ON
“CHALLENGES AND ADVANCES IN COMPUTATIONAL CHEMISTRY CACCh-2018"

DAY | (08-01-2018)

9:30 am —10:00 am

Inauguration

10:00 am —10:15 am Tea break

10:15am —11:15am Lecture-1 Dr. Parthiban Srinivasan, Parthys Keynote Address
Reverse Informatics, Chennai

11:15amto 12:15 pm Lecture —2 Dr. Gunasekaran, University of XRD: An inevitable partner of
Madras Chemistry

12:15 pm —=1:00 pm Lunch

1:00 pm —3:00 pm

Practical Session -1

Dr. Naresh Kandakatla, Helios Pvt.
Ltd., Hyderabad

Chemical structure drawing: 2D and
3D. Molecular Modelling —
Discovery Studio

DAY Il (09-01-2018)

9:30 am —10:30 am Lecture —3 Dr. M. Karthikeyan, NCL, Pune Chemoinformatics for drug
discovery

10:30 am —11: 00 am Tea break

11:00 am —12:00 noon Lecture—4 Dr. Thiyagarajan, IBAB, Bangalore Virtual screening and rational drug
design: principles and applications

12:00 noon —1: 00 pm Lunch

1:00 pm —3:00 pm

Practical Session -2

Dr. Xavier Suresh, Sathyabama

Molecular modelling - AutoDock

DAY Ill (10-01-2018)

9:30am —10:30 am Lecture —5 Dr. Athi Naganathan, IIT Madras Theoretical models of protein
folding: myth or reality?

10:30 am —11: 00 am Tea break

11:00 am —12:00 noon Lecture—6 Dr. Madhavan Jacob, Loyola College | Fundamentals of Electronic

structure calculations




12:00 noon —1: 00 pm

Lunch

1:00 pm — 3:00 pm Lecture -7 Dr. Madhavan Jacob, Loyola College | Role of computation on the
signature and reactivity of
molecules

DAY IV (11-01-2018)

9:30 am - 10:30 am Lecture - 8 Dr. Mukesh Dhoble, IIT Madras Computer aided design of anti-
inflammatory drugs

10: 30 am — 10:45 am Tea break

10:45 am —12:30 pm Practical Session - 3 Dr. Mukesh Dhoble, IIT Madras Pharmacophore modelling

12:30 pm—=1:30 pm Lunch

1:30 pm —3:00 pm Lecture -9 Dr. Rajaraman, lIT Bombay Computing spectral parameters
using ORCA

Day V (12-01-2018)

10:30 am —11:00 am Tea break

11:00 — 12:00 noon Lecture — 10 Dr. Deva Priyakumar, IlIT Hyderabad | Computational Studies on the
Mechanism of Selection and
Permeation Across lon Channels

12:00 noon —1: 00 pm Lunch

1:00 pm —1: 30 pm Valedictory




List of Participants(CACCHE)

Mobile Name of the University /

Email Address Name Title | Number College/ Institute Designation

vishmikrish@gmai Panimalar Institute of

l.com A. KISTAN Dr. 9884983520 | Technology ASST.PROFESSOR
ST. JOSEPH'S

chemsubash@gm COLLEGE OF

ail.com B. SUBASH Dr. 9976457199 | ENGINEERING ASST.PROFESSOR
Thiru Kolanjiappar

vaniramji@rediffm Government Arts

ail.com K. ARULVANI Ms. 9840608331 | College ASST.PROFESSOR

rajesh.k@ametuni Academy of Maritime

v.ac.in K.Rajesh Dr. 9884810428 | Education and Training | ASST.PROFESSOR
SADAKATHULLAH

drmthameem@g M THAMEEM APPA COLLEGE

mail.com ANSARI Dr. 9952051636 | AUTONOMOUS ASST.PROFESSOR

rojashanthi09@g Sathyabama institute of

mail.com Mrs.V.ROJA Ms. 9176460747 | science and technology | ASST.PROFESSOR
Vels Institute of

sasiarul6é@gmail. Science, Technology

com R. Sasikala Dr. 9698493976 | and Advanced Studies | ASST.PROFESSOR

mathiya@Idc.edu.

in S. Mathiya Ms. 9952855376 | Lady Doak College ASST.PROFESSOR

draalfind@velhigh Vel Tech high tech

tech.com A. Alfind Paul Frit Dr. 8778676328 | engineering college ASST.PROFESSOR

arshyaarab@gma | A. ARSHYA St. Joseph's Degree

il.com FATHIMA Ms. 8466949818 | college RESEARCH SCHOLAR

chandru2c813@g | A. CHANDRA Annai Violet Arts and

mail.com MOHAN Dr. 9283199488 | Science College ASSO.PROFESSOR
R.V.GOVERNMENT

sipigomathi@gma 0984049619 | ARTS COLLEGE

il.com A. GOMATHI Ms. 7 CHENGALPATTU ASST.PROFESSOR

margaretchm2011 | A. MARGARET +919840400 | Jeppiaar Maamallan

@gmail.com CLEMENCIA Ms. | 181 Engineering College ASST.PROFESSOR

muthu721kumar The Gandhigram Rural

@gmail.com A. MUTHU KUMAR | Mr. 9965229545 | institute-DU RESEARCH SCHOLAR
St. JOSEPH'S
COLLEGE OF

umadevi4d576@g ENGINEERING,

mail.com A. UMA DEVI Dr. 9962399452 | CHENNAI-600119 ASST.PROFESSOR

arochemmyl@gm A.V.C.College(Autonom

ail.com A.AROKIYARAJ Dr. 9865516537 | ous) ASST.PROFESSOR

arshyaarab@gma | A ARSHYA St.Joseph's degree

il.com FATHIMA Ms. 8466949818 | college RESEARCH SCHOLAR
SRM INSTITUTE OF

aruna@srmist.ed SCIENCE AND

u.in A.ARUN Dr. 9940286414 | TECHNOLOGY ASST.PROFESSOR
THIRUMALAI

charlesa2020@g ENGINEERING

mail.com A.CHARLES Mr. 9894375426 | COLLEGE ASST.PROFESSOR
R.V.GOVT.ARTS

sipigomathi@gma COLLEGE

il.com A.GOMATHI Ms. 9840496197 | CHENGALPATTU ASST.PROFESSOR

seelana880@gma | A.JEYASEELAN Mr. 7502753265 | ANNA UNIVERSITY, RESEARCH SCHOLAR




il.com UNIVERSITY
COLLEGE OF
ENGINEERING-
DINDIGUL

margaretchm2011 | A.Margaret +919840400 | Jeppiaar Maamallan

@gmail.com Clemencia Ms. | 181 Engineering College ASST.PROFESSOR
SRM Institute of
Science and
Technology,

muthukrishnaraj@ Ramapuram Campus,

gmail.com A.Muthukrishnaraj Dr. 9787063528 | Chennai-89 ASST.PROFESSOR

hafiz.aakhil@gma

il.com Abdul Hafiz Mr. 9491342742 | St.josephs College RESEARCH SCHOLAR
Sathayabama institute

agassithomas70 of science and

@gmail.com Agassi T Mr. 733870399 | technology RESEARCH SCHOLAR
Rohini College Of

ajikumar.aero@g Engineering &

mail.com Ajikumar A Mr. 8754330058 | Technology ASST.PROFESSOR

salexprasath@gm 0959705204 | St Joseph's college

ail.com Alex prasath Mr. 0 trichy RESEARCH SCHOLAR

ambikachem25@

gmail.com Ambika M Ms. 9514016999 | Sathyabama university | RESEARCH SCHOLAR
Dhanalakshmi
Srinivasan College of

anandc12492@g Engineering and

mail.com Anand C Mr. 9445682116 | technology ASST.PROFESSOR

anbuguantum@g Gobi Arts and Science

mail.com Anbazhakan K Mr. 9600737993 | College ASST.PROFESSOR
MIT CAMPUS, ANNA

anithaarulraj79@ UNIVERSITY,

gmail.com ANITHA A Ms. 9486504917 | CHENNAI ASST.PROFESSOR

arin799@gmail.co Don Bosco College,

m Arindam Ghosh Dr. 7005243233 | Tura ASST.PROFESSOR

arulmaryll@gma

il.com ARUL MARY Dr. 9943800376 | Fatima college ASST.PROFESSOR

drkumar.kr@gmai | AVVARU Adama Science and

l.com PRAVEEN KUMAR | Dr. 9346344254 | Technology University ASSO.PROFESSOR
SMK FOMRA

phybaskar@gmail INSTITUTE OF

.com B. Baskar Mr. 8122210806 | TECHNOLOGY ASST.PROFESSOR

marydayana8l@ St. Joseph's College,

gmail.com B. Mary Dayana Ms. 9003994838 | Trichy ASST.PROFESSOR
ST. JOSEPH'S

chemsubash@gm COLLEGE OF

ail.com B. SUBASH Dr. 9976457199 | ENGINEERING ASST.PROFESSOR

selvainsim@gmail Thiagarajar Polytechnic

.com B.SELVAKUMAR Mr. 9791600461 | College, Salem-636005 | ASST.PROFESSOR
Sathyabama Institute of

baalachemistry@ | Baalamurugan Science and

gmail.com Jayaraman Mr. 9688360636 | Technology, Chennai RESEARCH SCHOLAR

sripratha2l@gma | BABY SRI +918012930

il.com PRATHA G Ms. | 264 Pondicherry University | RESEARCH SCHOLAR

drbalamuruganph | BALAMURUGAN.

d@gmaiil.com P Dr. 9486196238 | Annamalai University ASST.PROFESSOR




bananimukhopad

hyay97@gmail.co | Banani Women's Christian

m Mukhopadhyay Dr. 9444797971 | College ASST.PROFESSOR
leninbharathi.v@g | BHARATHILENIN Dhivya college of

mail.com \Y Mr. 8807696691 | education RESEARCH SCHOLAR
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12/14/2017 Gmail - Fwd: Sanction Order : SSY/2017/000826

M Gma” Karthikeyan J <dr.j.karthikeyan@gmail.com>

Fwd: Sanction Order : SSY/2017/000826

1 message

Janet Jeyakumar <janetjeyakumar@gmail.com> Mon, Oct 30, 2017 at 8:56 PM

To: Karthikeyan J <dr.j.karthikeyan@gmail.com>

---------- Forwarded message ----------

From: <SERB_Administrator@serbonline.in>
Date: 30 Oct 2017 11:02

Subject: Sanction Order : SSY/2017/000826
To: <info@serbonline.in>

Cc:
@;ERB Science and Engineering Research Board
I DA (Statutory Body Established Through an Act of Parliament : SERB Act 2008)

Department of Science and Technology, Government of India

Dear Ms. Janet Sabina Xavier,

The below details for Science & Engineering Research Board (SERB) Sanction Order (attached to this mail)

Sanction Order No SSY/2017/000826
Sanction Date 28 September, 2017

Pl Name Ms. Janet Sabina Xavier
Pl Account ¢409858032
Number

Sathyabama University , Rajiv Gandhi Road, Jeppiaar Nagar, Solinganallur, Chennai, Chennai,
Tamil Nadu-600119

Bank & Branch Indian Bank Sathyabama University branch, Jeppiaar Nagar, Rajiv Gandhi Road, Chennai

Institute/University

Name 600119

Amount INR 50000/-

In Rupees Fifty Thousand

UTR No UBINH17297586026 / SAA305866235

Transaction Date 24 October, 2017

SERB Reference Number:

Bill No
GIA/5550

Diary No / Finance No SERB/F/5927/2017-2018

Confirmation of receipt of funds may be sent by email only.

IMPORTANT:

https://mail.google.com/mail/u/0/?ui=2&ik=b4e38f9088&jsver=gNJGSxrCYso.en.&view=pt&g=sanction%20order&gs=true&search=query&th=15f6de45....
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12/14/2017 Gmail - Fwd: Sanction Order : SSY/2017/000826

1. SEPARATE Utilization Certificates (UCs) for Recurring and Non Recurring (even if DISBURSED BY SERB
THROUGH ONE SANCTION ORDER for your project) should be sent directly to the grant Sanctioning Authority by
name (signatory of the sanction order ) within twelve months of the closure of the financial year in which the
grants were released irrespecrive of whether the subsequent instalment of grant is due for release or not.

2. However, if any unspent balance is to be refunded, kindly ensure that the unutilized amount may be refunded

immediately by way of an alc payee cheque/DD drawn in favour of "Fund for Science & Engineering
Research", payable at New Delhi and forwarded to the undersigned at the address given below:

Finance & Budget Officer

Science & Engineering Research Board (SERB)

(A statutory body under the Government of India’'s Department of Science & Technology)
5 & 5A, Lower Ground Floor, Vasant Square Mall

Vasant Kunj, New Delhi 110070

INDIA

+91-11-40000328/9

+91-11-40000319/49/52

+91-9818223293

+91-9818223294

[l *** LEGAL DISCLAIMER **xxxxxxxx *
[ SERB is now on Social-Media. Kindly follow us on Twitter: @serbonline https://www.twitter.com/serbonline]

This is a system generated information and does not require any signature.This E-Mail may contain Confidential and/or
legally privileged Information and is meant for the intendedrecipient(s) only. If you have received this e-mail in error and
are not the intended recipient/s, kindly notify us at info@serbonline.in and then delete this e-mail immediately from your
system. Any unauthorized review, use, disclosure, dissemination, forwarding, printing or copying of this email or any
action taken in reliance on this e-mail is strictly prohibited and may be unlawful. Internet communications cannot be
guaranteed to be timely,secure, error or virus-free. The sender does not accept any liability for any errors, omissions,
viruses or computer problems experienced by any recipient as a result of this e-mail.

'SAVE PAPER - THINK BEFORE YOU PRINT!'
Please do not reply to this mail

* Don’t want to receive such notification anymore?Click here to send a mail to unsubscribe

ﬂ Sanction order for SSY/2017/000826.pdf
1135K

https://mail.google.com/mail/u/0/?ui=2&ik=b4e38f9088&jsver=gNJGSxrCYso.en.&view=pt&g=sanction%20order&gs=true&search=query&th=15f6de45... 2/2
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