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Important Dates

Abstract submission opening               01-06-2019
Final abstract submission                10-08-2019
Acceptance notication              30-08-2019
Registration/Accommodation              20-09-2019

Accommodation

Hostel accommodations on double sharing basis will be provided to students. Other participants can book
single/twin-sharing AC rooms in our guest house. Accommodation requests should be made at website
(http:/www.barc.gov.in/symposium/daeccs_2019)/ email:daeccs2019@gmail.com or daeccs2019@barc.gov.in. 
Please note that accommodation in hostels and guest house is limited and would be provided only after receipt of an 
advance payment on first come first service basis.

About the venue

Mumbai is India's most cosmopolitan city, finance and business capital and home to the entertainment industry. 
Mumbai is a vibrant, pulsating metropolis, which affords diverse sightseeing opportunities. There are unlimited 
tourist attractions in and around Mumbai for visitors of all ages and culture. These places can refresh the spirits and 
provide a perfect retreat to visitors, like the beautiful and fun filled beaches of Juhu, Elephanta caves, Marine drive, 
Hanging garden, breathtaking scene of hill stations like Matheran and Lonavala, pilgrimage and spiritual centers 
suiting every faith, star studded Bollywood, Filmcity, Old pubs and vineyards.....a bit for everyone.

How to reach BARC

The Bhabha Atomic Research Centre (BARC) is located near Anushakti Nagar Bus Terminus, Mumbai. Anushakti 
Nagar Bus Terminus is a landmark known to most taxi/auto drivers. More details are available on 
http://barc.gov.in/visitor/index.html

ADDRESSES FOR CORRESPONDENCE

Sk. Musharaf Ali
Convener
Chemical Engineering Division, BARC,
Trombay, Mumbai-400 085, India
Telephone: +91-22-2559 1992  (Mob: 9833169561)
Fax : +91-22-2550 5151

Email: musharaf@barc.gov.in       

Ashish K. Singha Deb
Secretary

Chemical Engineering Division, BARC,
Trombay, Mumbai-400 085, India
Telephone: +91-22-2559 3342 (Mob: 9969519178 )
Fax : +91-22-2550 5151
Email : aksdeb@barc.gov.in,

THE FIRST DAE

COMPUTATIONAL CHEMISTRY SYMPOSIUM (DAE-CCS)

NOVEMBER, 7-9, 2019

Venue

DAE Convention Centre

Bhabha Atomic Research Centre

Anushaktinagar, Mumbai - 400094

Organized By

Chemical Engineering Group

Bhabha Atomic Research Centre

Trombay, Mumbai – 400085

Twin sharing non-AC hostel room for students (per person): Rs. 1000/- (for full symposium)

Twin sharing AC double bedded room in our guest house(per person per day): Rs. 1000/- 

VIP suit in our guest house(per person per day): Rs. 2500/-

Anil Boda
Secretary
Chemical Engineering Division, BARC,
Trombay, Mumbai-400 085, India
Telephone: +91-22-2559 1991 (Mob: 9930210069)
Fax : +91-22-2550 5151
Email : anilboda@barc.gov.in,



The first DAE-CCS symposium is being organized by Chemical Engineering Group, Bhabha Atomic 
Research Centre (BARC), Trombay, Mumbai, India, during November 7-9, 2019. The symposium is 
supported by the Board of Research in Nuclear Sciences (BRNS), Department of Atomic Energy (DAE). 
The field of computational chemistry is growing rapidly with the continuing development of computer 
power, new and robust algorithms, and the availability of scalable software. Computer simulations provide a 
direct route to generate macroscopic properties of  molecular systems of experimental interest through 
microscopic information. Today, computational chemistry can provide useful estimates of the properties and 
behavior of materials even before they have been synthesized and evaluated through experiments. The 
purpose of the symposium is to create a platform for scientists and engineers, especially for the young 
researchers for an  effective interaction amongst of those engaged in research in the area of computational 
chemistry , as it will be attended by eminent scientists and engineers from national laboratories, universities 
and research institutes across India.

         

The scientific programme of the symposium will include invited talks by eminent scientists from India. The 
invited talks will encompass basic studies and applications and will address various advanced topics which 
include novel solvent design,  high capacity  nanoadsorbents, robust membranes for desalination and fuel cells, 
identification of composition of glass for vitrification, high capacity  hydrogen storage materials, mechanistic 
pathway of  enzyme catalyzed reactions, interaction of radiation with matter  and many more. Contributed 
papers will be presented in poster sessions. Further, the best poster presentations will be selected for the 
awards. Abstract of the contributed papers will be peer reviewed prior to their inclusion in the symposium’s 
proceedings. Limited number of selected papers will be considered   for   publication   in      journals of 
international reputation. The prior intimation will be given to authors about the selection of their  contributions  
for  consideration  of  journal  publication.  

ORGANIZING COMMITTEE

ABSTRACT SUBMISSION

Contributory    papers    are    invited    on   topics  listed  in the scope  in  the  form  of  two  pages  
manuscript  in specified format. The  entire  text  should  be  typed  in  MS  Word, paper  size  A4  (210  x  
297 mm), page margins: top  25  mm,  bottom 25 mm,   left 25 mm and right 25 mm. The font  should  be   
Times   New   Roman (font 12) with single line spacing. Manuscript should be categorized (A to H) as per the 
titles given under SCOPE of the symposium.  

The manuscript should be submitted by e-mail to daeccs2019@gmail.com; 
daeccs2019@barc.gov.in

E-mail ID of corresponding author should be  given  in  the  manuscript  and  presenting  author  should  be  
underlined.  All  the  future  communications  in  respect  of  manuscript will only be made to corresponding 
author. DAE participants may please note that the contributed papers should be accompanied with  scanned  
copy  of  the  note  of  approval  from  the  competent  authority.  There will be award for best posters.

Registration fee

Research student/Postdocs Rs. 1000/-
Faculty/Scientist  Rs. 4000/-
Participants from industry Rs. 8000/-

Registration fees will be accepted only through crossed cheque/crossed DD/Net banking system to the 
following account

Beneficiary name                : DAECCS 2019
Name of the Bank                : State Bank of India
Branch code                : 01268
Account number                : 38381683490
IFSC code (INDIA)                : SBIN0001268

Scope of the symposium

A.  Fundamental studies on structures, thermodynamics and transport properties 
B.  Metal ion and Isotope separation 
C.  Water purication
D.  Reaction mechanism and catalysis 
E.  Nanomaterials and polymers
F.  Hydrogen and other gas storage materials
G.  Chemical biology
H.  Radiation damage in materials

K.N. Vyas, DAE, Mumbai 
A.K. Mohanty, BARC, Mumbai 
S. Banerjee, HBNI, Mumbai
S. Basu, DAE, Mumbai
P.R. Vasudeva Rao, HBNI, Mumbai
A.K. Bhaduri, IGCAR, Kalpakkam
A. Roy, VECC, Kolkata
G.D. Yadav, ICT, Mumbai
S. Chaturvedi,  IPR, Gandhinagar   
S. Panda, NISER, Jatni  
V.G. Gaikar, BATU, Raigad
K. Mudali, HWB, Mumbai
B. S. Jagadish, BARC, Mumbai
S. Mohan, BARC, Mumbai
K.V. Ravi, BARC, Mumbai
B.K. Panigrahi ,  IGCAR, Kalpakkam
C.P. Kaushik, BARC, Mumbai
M. Krishnan, BARC, Mumbai
P.K. Pujari, BARC, Mumbai
H.A. Balasubramanya, BARC, Mumbai

S.K. Ghosh, CBS, Mumbai
A. Chandra, IIT, Kanpur
G.N. Sastry, IICT, Hyderabad
P.D. Naik, HBNI, Mumbai
B. Bagchi, IISc, Bangalore
H. Pal, BARC, Mumbai
S. Kapoor, BARC, Mumbai
E.D. Jemmis, IISc , Bangalore
V. Bhasin, BARC, Mumbai
P. Chattaraj, IIT, Kharagpur
D. Srivastava,  NFC, Hyderabad  
V.P. Venugopalan, BARC, Mumbai
R.K. Rajawat,  BARC, Mumbai
K.S. Pradeepkumar, BARC, Mumbai
Roger Smith, Loughborough University, UK
Jacob Eapen, North Carolina State University, USA
S. Bhatia, The University of Queensland, Australia
Jeetain Mittal,  Lehigh University, USA
S. Gadre, IIT, Kanpur 
B.L. Tembe, IIT, Dharwar
S. Narasimhan, JNCASR, Bangalore

Sadhana Mohan, BARC, Mumbai  (Chairperson)  

K.T. Shenoy, BARC, Mumbai (Chairman)  

Sk. Musharaf Ali, BARC, Mumbai (Convener)  

Anil Boda, BARC, Mumbai (Secretary)  

Ashish K. Singha Deb,  BARC, Mumbai (Secretary)  

A. Arya , BARC, Mumbai   

T.K. Ghanty, BARC, Mumbai

D.K. Maity, HBNI, Mumbai  

R.C. Bindal, BARC, Mumbai   

D. Mandal, BARC, Mumbai   

S. Mukhopadhyay, BARC, Mumbai   

A.K. Tyagi, BARC, Mumbai   

S. Kannan, BARC, Mumbai   

J.K. Singh, IIT, Kanpur    

T. Banerjee, IIT, Guwahati

D. Bhattacharyya, SINP, Kolkata  

K.K. Singh, BARC, Mumbai

A. Chattopadhyay, BITS Pilani, Goa

K.I. Priyadarsini, BARC, Mumbai

V. Kain, BARC, Mumbai

K. Bhatt, BARC, Mumbai

S.M. Yusuf, BARC, Mumbai

M. Saxena, BARC, Mumbai

N. Sivaraman, IGCAR, Kalpakkam

K. Bhanja, BARC, Mumbai

S. Manohar, BARC, Mumbai

P. K. Maiti, IISC, Bangalore

V. Dalvi, ICT, Mumbai 

A.K. Kalburgi,  BARC, Mumbai

Pranab Sarkar, Visva-Bharati, Bolpur

P.K. Mohapatra , BARC, Mumbai

A. Datta, IIT, Mumbai

R. Murarka, IISER, Bhopal

M.L. Sahu, BARC, Mumbai

A.P. Tiwari, BARC, Mumbai

G. Ravikumar,  BARC, Mumbai

T. Sreenivas, BARC, Hyderabad

S.K. Ghosh, BARC, Mumbai

Ranjit Kumar, DAE, Mumbai  

D. Sanyal, VECC, Kolkata

A. Banerjee, RRCAT, Indore
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