B.V.RAJU COLLEGE

Vishnupur, bhimavaram

DEPARTMENT O F M.Sc. CHEMISTRY

CERTIFICATION COURSE ON BASIC CHEMINFORMATICS
(UNDER CSIR INTEGRATED SKILL INITIATIVE)

IICT — 2018 -2019

Number
of

N f the institution students

a-meo the institution/ Year of ] List the actual activities under each u /

industry/ corporate .. Duration . teachers
signing MoU MOU year wise . .

house participat

ed under

MoUs

Cheminformatics course under
IICT,HYDERABAD 02/01/2019 | 3years | Which thestudentslearned about 7
the molecular modeling using

different softwares, docking etc.,




CSIR-IICT (COUNCIL OF SCIENTIFIC AND INDUSTRIAL RESEARCH) Hyderabad is
conducting a certificate course for Degree and M.Sc. students on basic
cheminformatics. The name of the course is “CERTIFICATION COURSE ON BASIC
CHEMINFORMATICS”. This course is initiated by CSIR under CSIR Integrated Skill
Initiate.

On October 22,2018 CSIR IICT invited applications for Certificate Course on
Basic Cheminformatics Under CSIR Integrated Skill Initiative. This course is intended
for B.Sc., B.Pharmacy and M.Sc. students.

About the course:

Cheminformatics is a rapidly evolving science that drives Chemical Science Research
and addresses key issues in Chemistry using the power of computation. Basic
Cheminformatics Training covers 30 hours of (10 Days) theoretical and practical
aspects related to computational modeling of compounds, properties, activities and
chemical reactions. Students will be introduced to chemical databases, open source
software applications and mining during the course.

The course outlines:

Theory: Basic understanding of Chemical Space, Chemical properties, chemical
reactions and chemical databases

Practical: Manipulation of chemical structure, chemical reactions, chemical activity
prediction of drug likeliness and chemical properties, chemical structure and
substructure search.



Course outcomes:
At the end of the course, a student will be able to
-Investigate chemicals and materials that are not practical for laboratory analysis.

-Model individual molecules or behaviours of chemical compounds within the natural
world

-Work with databases to catalog, categorize, organize and search the structures of
chemicals

-Complement laboratory experimentation with computational chemistry
-Develop information-storage solutions at the molecular level.

Intake of candidates: Maximum intake of the candidates is 30. Course Fee:
Rs.10,000/-(Rupees Ten Thousand Only) + GST (18%) as applicable. Fee paid once,
will not be refunded under any circumstances, The course fee does not include the
hostel accommodation.

Certification: A certificate will be issued by CSIR-IICT, Hyderabad after successful
completion of the course.

Selection Process:

The candidate selection will be based GOI rules. The short-listed applicants will be
called for an interview (No TA/DA will be paid). Prospective students for the Basic
Cheminformatics Training will be expected to be enrolled in or completed a
Bachelor’s degree Chemistry/ Pharmacy or Biological Sciences. A basic background in
computer and internet is desirable. Out station students will be provided
accommodation at CSIR-IICT on prior requiest and chargeable basis.

How to apply: The online application form is available on CSIR-IICT website
(www.iictindia.org). For more details please contact at sdp@iict.res.in



http://www.iictindia.org/
mailto:sdp@iict.res.in

Dates to remember:

Last date for receiving applications: November 17, 2018
Display of the short-listed candidates: November 21, 2018
Date of interview: November 30,2018

Display of list of selected candidates: December 4, 2018

Thirty six M.sc (Organic & Analytical chemistry) students of B.V.Raju College
applied the certificate course. Among them thirty five students are selected for the
course and finally seven students ( M.Sc. second year students — 2, M.Sc. first year
students — 5) are selected in the final interview which was held on 30t
November,2019 at Prof. Sukhdev hall, NPL Building, CSIR-IICT, Tarnaka, Uppal Road,
Hyderabad.

1. Adapa Jaya Sri Chandana
2. llla Sireesha

3. Karri Annapurna

4. Konkatla Venu

5. Manepalli S. Pushpa Latha
6. Munganda Sairam

7. Rayavarapu Sekhar

The course was started on 21-01-2019 with inauguration speech.

Day 1: On day one they discussed about the sources of drugs, isolation of drugs
Lab: Databases, Cannonical smiles, Inchiki (Universal chemical identifier)

Day2: Drug permeability, log p values, Lipinski rules

Identification of potential drug candidate:

Identification, physiochemical properties, toxicity of the drug, synthesis methods and
structure activity relationships etc.,

Day3: Structure of compound, literature search



Lab: Databases, sei/hub.tw,nature, science director, Digital Objective Identifier,
Springer

Day 4: Chemical space, chemical properties, Environmental properties
Lab: Work with different data bases

Day5: Drug discovery-how to identify the taret protein targes, (docking and lead Lab:
Work with different data bases

Day6: Invitro studies, molecular, machines and network of life

Day7: Cellular signalling

Day8,9,10: molecular modeling

On 10™ day Dr.I.R.Krishnam Raju garu, (Principal MCA College), Ch.V.Satyanarayana
garu (Vice Principal B.V.Raju College) went to CSIR-IICT Hyderabad, to sign MOU with
lICT. They interacted with the Scientists there and visited the labs. In the afternoon
session the valedictory function was conducted. The Director Dr. Srivari
Chandrasekhar garu addressed the gathering and distributed the certificates. Totally
27 participated in the course. Among them 24 students are from B. V. Raju College, 7
students from M.Sc., 17 students are from degree.
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Seven of our M.Sc. students attended the certificate course
"cheminformatics" from IICT, Hyderabad and learned hands on expertise on
molecular modeling.

S.NO NAME OF THE STUDENT YEAR & BRANCH
1 1785333014 | K.VENU | M.Sc. Organic chemistry
2 1785333027 R. SEKHAR | M.Sc. Organic chemistry
3 1783333001 A. JAYASRI CHANDANA | M.Sc. Organic chemistry
4 1885333015 K. ANNAPURNA | M.Sc. Organic chemistry
5 1885333013 [. SIRISHA | M.Sc. Organic chemistry
6 1885333020 M. SANDHYA PUSHPALATHA | | M.Sc. Organic chemistry
7 11885322008 | M. SAIRAM | M.Sc. Analytical chemistry
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