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UGC-DAE Consortium for Scientific Rescarch

farefrenera aET™ MM ~ URATY] oAl T dEie S A

(An autonomous institution of UGC, New Delhi)
(Reafarmem arfgm™ ami, 43 faeeh g enfig waad em)

Indore Centre -
P -FrEoes (Formerly Inter University Consortium for DAE Facilities: IUC-DAEF)

Dr. V. Ganesan
Centre-Director %

Ref: CSR-1C-BL-56/CRS-173/2018-19/ \ ‘-} ?4 : 31* March, 2018

P
xg o

Dr.Adamilli Veeraiah, : L
DNR College,

Bhimvaram,

WGDT AP

avru(@rediffmail.com

Sub:

Your proposal entitled “Spectroscopic investigation of Benzofuran and coumarin derivatives of biological
importance using theoretical and experimental techniques”. 3

Dear Dr. Adamilli Veeraiah,

We are happy to inform you that your CRS proposal has been renewed for one more year for the period 1*' April, ?

2017 to 31% March, 2018, subject to compliance of other procedures:

2.

3.

4.

The financial allocation for this year will be:

Project Fellow (@ Rs.14,000/- pm) + HRA Rs. 1,68,000/- + HRA
Contingency Rs.15,000/-
Consumables Rs.30,000/-

The project is assigned to beamline No. BL- 5 of Indus-1, Dr. B.N. Rajashekhar will coordinate the activities of
- __the pfﬁ}ject. — - B — o — - » — PR—— SU— N— — e

The Project will be reviewed at the end of each year and a decision will be taken on the financial allocation for

the succeeding year.

The CSR will be able to reimburse the travel expenses to investigators as well as student under the project as

per CSR guidelines for visiting CSR, Indore Centre on project work.

After 2 years as Project Fellow, if the research work is found satisfactory on assessment by a Committee with

atleast one research paper in a reputed journal, the Project Fellow may be upgraded to Project Fellow-11 with the

fellowship of Rs.16,000/- pm + HRA.

The Pl and the co-ordinator from CSR side are requested to make every effort to complete the project in time

that may enable the research scholar working in the project to complete histher Ph.D. degree well within the

stipulated time limit.

This is a Collaborative Research Scheme. In view of the complex and involved nature of the experiments, any

publication emerging under the project must be of collaborative in nature with due consents from the

participating institutions / persons, and in consultation with the CRS coordinator. The publication shou}d also

acknowledge the UGC-DAE CSR, Indore for the project support.

Yours sincerely,

Mo e A e |
NV, Garéesa__{})

Copy to the following for information and necessary action:-

1. The Administrative Officer-1 (Accounts), UGC-DAE CSR, Indore Centre.
2. The Registrar/Principal, DNR College, Bhimvaram, WG Dist, AP, 3
3. The PS to Centre-Director, CSR, Indore Centre for project file. ! i

PR%ZB; , S ;

B

D.N.R. COLLEGE | p-7-0 |
BHIMAVARAM-534203- |

%/

2_ freafirenera afteR, @ogar Ag, R-452 001 (M.91)
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7. The project will be reviewed at the end of each year and a decision will be taken on the financial
allocation for the succeeding year. '

8 Research Student may be engaged following the guidelines attached herewith. Fellowship may
be sanctioned as per the guidelines given in the addendum (enclosed). The Research student
must be registered for a Ph.D. from a recognized University in their respective disciplines in a
reasonable period of time after joining the project. !

9. The CSR will be able to rgimburse the travel e¥penses to investigators as per rules, limited to
27 AC train fare visiting CSR, Indore Centre on project work. However, the student participant
is permitted for a sleeper class train fare by the shortest route and is as per prevailing norms of
CSR. .

10. At the end of the financial year (i.e., March 31) you will kindly send the (i) utilization certificate
for the amount spent and (ii) a statement of account duly signed by the Registrar of your
university to the Centre-Director, Indore Centre of UGC-DAE CSR. Funds for the succeeding.
year in view of the allocation can be released only after receiving the above documents.

11. The PI along with the beamline coordinator from Indus, RRCAT and the co-ordinator from
CSR side are requested to make every effort to cu.aplete the project in time that may enable the
research scholar working in the project to complete histher Ph.D. degree well within the
stipulated time limit.

12. Selection of research student in the project will be done as per the guidelines enclosed. A CSR
nominee is needed for this.

13. You may please send the following information along with your acceptance for sending the
grants:

a) Name of the Bank

b) Name of Beneficiary

¢) RTGS Code of the Bank
d) A/c No. of Beneficiary
e) Branch of the Bank

Please let me have your acceptance of the CRS under the above conditions by 1% December,

2016 so that money can be transferred to the Registrar of vour university. The funds will be transferred
after receiving the grants from University Grants Commission, New Delhi.

Y ours sincerely,

PRI@SAK ; Y - /Zj:w—-———

0.N.R. COLLEGh (V. Gahesan)

:i'il}AVABAM-SH ZM£_

Copy to the following for information and necessary action:-

1. The Director, CSR, Indore.

2 The Administrative Officer-11, CSR, Indore.

3 The Administrative Officer-1 (Accounts), UGC-DAE CSR, Indore Centre.

o —



f\ UGC-DAE Consortium for Scientific Rescarch
\ R aFEH 3 — G St o AT JgReE A
| (An autonomous institution of UGC. New Delhi)
Indore Centre (RreaRarera srqer smam. 7§ Reeh gro senfid vaamd TiRer)
5’7\’*{? it (Formerly : Inter University Consortium for DAE Facilities; IUC-DAEF)

Dr. V. Ganesan

Centre-Director fy,?
Ref: CSR-IC-BL-56/CRS-173/2016-17/ % :‘3:}‘ v , 2% October 2016
Dr.Adamilli Veeraiah,
DNR College,

Bhimvaram, 5
wGDT AP B4 2 °
avru@rediffmail.com

Sub:-  Your proposal entitled “Spectroscopic investigation of Benzofuran and coumarin
derivatives of biological importance using theoretical and experimental techniques™.

Dear Dr. Adamilli Veeraiah,

We would like to thank you for visiting CSR, Indore for presenting your CRS proposal on April
27-28, 2016. Subsequently the proposals were discusc~d at length by a Committee. Your above
proposal has been approved:

The financial allocation for this year will be: .
**Project Fellow (@ Rs.14,000/- pm) + HRA Rs. 1,68,000/- + HRA

Contingency Rs,15,000/-
Consumables Rs.30,000/-

No overheads are available under this scheme.

** |f the selected student has M.Sc., with GATE/NET-JRF, then Project Associate-I may be
given (@ Rs.25,000/- pm)+ HRA for which additional prior approval has to be taken from the
Centre-Director, Indore Centre.

1. This project is sanctioned presently for one year but it may be extended on year basis subject
to a total period of three years.

]

The project is assigned to beamline No. BL- 5 of Indus-1, Dr. B.N. Rajashekhar will coordinate
the activities of the project.

3. Selection of research student in the project will t = done as per the guidelines enclosed. The PL
may contact Centre-Director of Indore Ce..tre for approving the CSR Nominee for the
selection of the candidate.

4. Ph.D. student appointed under the project should spent at least 3 months in a year in working
on the specified beam line at Indus Synchrotron Source. However, he/she may be encouraged
to use other beamlines if needed for the work. The P1 should ensure the filling up of the beam
time request form well in advance for the utilization of beamline in consultation with the
beamline in-charge.

5. The major portion of the emerging thesis of respective Ph.D. student should be centered around
and contain the results from Indus Synchrotron source utilization.

6. This is a Collaborative Research Scheme. In view of the complex and involved nature of the
experiments, any publication emerging under the project must be of collaborative in nature with
due consents from the participating institutions / persons, and in consultation with the CRS
coordinator. The publication should also acknowledge the UGC-DAE CSR, Indore for the
project support.




U6C-DAE Consortium for Scientific Research
{Formerly: inter University Consortium for DAE Facilities; IUC-DAEF{An Autonomous institution
under University Grants Commission, New Delhi){ A Society Registered Under M.P. Society
RegistrikaranAdhiniyam, 1973} Registered Office und Head Office ;: UGC-DAE Consortium,
University Campus, Khandwa Road, Indore-452 017, Phone 0731-2463913/2762267/2463%13 Fax:
0731-2462294/2465437

g/
No. CSR;Accﬂs/iﬂ]é-l?/;zD(j 4 ‘ 8t February 2017
: Speed Post
To,
Principal,
D.N.R. College (Autonomous),
Bhimavaram,
W.G. Dt. — 534 202 A.P,
India

India

Sub. : Collaborative research titled “Spectroscopic investigation of ..................... experimental
techniques” sanclioned te Dr. A. Veeraiah, Lecturer in Physics, D.N.R. College, (Autonomous),
Bhimavaram, W.G. Dt. - 534 202 (A.P.), India

Ref: Our lefter No, CSR-IC/BL-58/CRS-171/2016-17/837 dated 28 October 2016.

Dear Sir,

An amount of Rs. 2,29,800/- has been deposited on 04.02.2017 in your Account No.
010210100198843 in Andhra Bank, DNR College Branch, Bhimavaram towards grants sanctioned
for year 2016-17 to CRS project menfioned above. UTR No. for above ftransaction is
SBIN52017020400003%44. Detail of sanction is as follows:

S.No. | Particulars Amount (Rs.)
1 Project Felliow -1 (Rs.14000%12) + 20% HRA 1,84,800.00

2 | Contingencies 15,000.00

3 Consumables 30,000.00
Total Deposited Amount 2,29,800.00

The next instalment of money, if any sanctioned, will be released only on production of a
statement of account and a utilization certificate in prescribed format (enclosed herewith) from
your institution.

The conditions for the award of the grant in aid have been set out in our earlier letter cited

above. .

Please acknowledge receipt of this letter and send us a stamped receipt by return of post.

Yours sincerely,

e ﬁ é!; : 4
D. N. R_k COLLEGE Administrui%omﬁ}

Encl. as above. BHIMAVARAM-534 202,
y W

Copy to: 1. Dr. A. Veeraiah, Lecturer in Physics, D.N.R. College, (Autonomous),
Bhimavaram, W.G. Dt. - 534 202 (A.P.). India.

2. Centire-Director, UGC-DAE CSR, Indore.
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UGC-DAE Consortium for Scientific Research

(Formerly: Inter University Consortium for DAE Facilities; IV C-DAEF
An Autonomous Institution under University Grants Commission, New Delhi)
(A Society Registered under M.P. Society RegistrikaranAdhiniyam, 1973)
Registered Office and Head Office: UGC-DAE Consortium, University Campus,
Khandwa Road, indore —~ 452 001.

Br. D.M. Phase: - | Phone 0731-2463913/2762267 Fax® 0731-2462294/2465437
Centre-Director (Offe.),

CSR, Indore Centre. _ff//

Ref: CSR-IC-BL-56/CRS-173/202021/ 3B Y ‘ October 29, 2020

Dr.Adamilli Veeraiah,
DNR College. S , 5
Bhimvaram, WGDT AP

Sub:-  Your proposal entitled “Spectroscopic investigation of Benzofuran and coumarin derivatives of biological
importance using theoretical and experimental techniques™.

Dear Dr. AdamilliVeeraiah,

We are happy to inform you that your CRS proposal has been renewed for one more year for the
period 1% April, 2020 to 31* March. 2021, subject to compliance of other procedures:

The financial allocation for this year will be:

Project Fellow (@ Rs.14,000/- pm) + HRA Rs. 1.68.000/- + HRA
Contingency Rs.15,000/-
Consumables | Rs.30,000/-

1. The project is assigned to beamline No. BL- 5 of Indus-1. Dr. B.N. Rajashckhar will coordinate
the activities of the project.

2. The funds for six months will be released at present, the remaining funds will be released as soon as
the grants received from UGC, New Delhi.

3. The Project will be reviewed at the end of cach year and a decision will be 1aken on the financial allocation
for the succeeding year. ' :

4. The CSR will be able to reimbursé the travel expenses to investigators as well as student under the project

‘as per CSR guidelines for visiting CSR, Indore Centre on project work.

After 2 years as Project Fellow, if the rescarch work is found satisfactory on assessment by a Committee

with atleast one research paper in a reputed journal, the Project Fellow may be upgraded to Project Fellow-

11 with the fellowship of Rs.16,000/- pm | HRA. :

6. The Pl and the co-ordinator from CSR side are requested to make every effort to complete the project in

time that may enable the research scholar working in the project to complete his/her Ph.D. degree well

within the stipulated time limit. ' L .

This is a Collaborative Rescarch Scheme. In view of the complex and involved nature of the experiments,

any publication emerging under the project must be of collaborative in nature with due consents from the

participating institutions / persons, and in consultation with the CRS coordinator. The publication should

also acknowledge the UGC-DAF CSR, Indore for the project support.

8. Money for the year 2020-21 wili s nansferred to the Registrar of your University under intimation fo you

by our Accounts Section after adjusting the unspent balance of the grant relcased earlier, if any, upto

financial vear ending on 31.3.2020, upon receiving the following: (a) Statement of Account for the period

upto 31.3.2020 signed by the Registrar and (b) Certilicate of Utilisation of money spent till 31,3.2020,

signed by the Registrar.

A

=2

sincerely,

pn%ﬂm

D.N.R. COLLEGE ; —
BHIMAVARAM-534 202, ‘ ¢ ¢DF D.M. Phase)
o'/ Copy to the following for information and necessary action:-

1. The Administrative Officer-1 (Accounts), UGC-DAE CSR. Indore Centre.
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UGC-DAE Consortium for Scientific Research
(Formerly: Inter University Consortium for DAE Facilities; {UC-DAEF
An Autonomous Institution under University Grants Commission, New Delhi)
(A Society Registered under M.P. Society Registrikaran Adhiniyam, 1973)
Registered Office and Head Office: UGC-DAE Consortium, University Campus,
Khandwa Road, Indore — 452 001.

__Phone 0731-2463913/2762267 _Fax: 0731-2462294/2465437

No. CSR/Acctts/2020-21/ FY 2 : g 18 February 2021

The Principal,
DNR College,
Bhimvaram, West Godavari Dist., AP.

Sub:-  Your proposal entitled “Spectroscopic investigation of Benzofuran and coumarin derivatives
of biological importance using theoretical and experimental techniques”.
Ref:-  Our Sanction Letter No: CSR-IC-BL-56/ CRS-173/2020-21/384, dated October 29, 2020.

Dear Sir,

An amount of Rs. 1,13,220 has been deposited on 16-02-2021 in your CRS Account
N0.010210100198843 towards grants sanctioned for year 2020-21 (October 2020 to March, 2021) to
CRS project mentioned above.

Money has been transferred through PFMS Portal vide Trn.ID. C022122197839 on 16-02-
2021.

You requested to kindly send us the final Statement of Accaunts and Utilisation
Certificate along with the Project Completion report

The conditions for the award of the grant in aid have been set out in our earlier letter cited
above.

Please acknowledge the receipt of this letter and send us a stamped receipt by return of

post.

Yours sincerely,
@Ponprairps
Administrative Officer-l (Accounts)

Copy to the following for information and necessary action:-
1. Dr. Adamilli Veeraiah, DNR College, Bhimvaram, West Godavari Dist, AP.
g Centre-Director, CSR, Indore Centre.

P

N.R. COLLEGB
HIMAVARAM-534 202, P



UGC-DAE Consortium for Scientific Research
(Formerly: Inter University Consortium for DAE Facilities; IUC-DAEF
An Autonomous Institution under University Grants Commission, New Delfii)
(A Society Registered under M.P. Society Registrikaran Adhiniyvam, 1973)
Regrstered Office and Head Ofﬂ’ge UGC-DAE Consortium, University Campus,
Khandwa Road, Indore — 452 001.
Phone 0731-2463913/2762267 Fax: 0731-2462294/2465437

No. CSR/Acctts/2020-21/ 241} 04 November 2020

The Principal,
DNR College,
Bhimvaram, West Godavari Dist., AP.

Sub:-  Your proposal entitled “Spectroscopic investigation of Benzofuran and coumarin derivatives
of biological importance using theoretical and experimental techniques”.
Ref-  Our Sanction Letter No: CSR-IC-BL-56/ CRS-173/2020-21/384, dated October 29, 2020.

Dear Sir,
An amount of Rs. 1,13,207 has been deposited on 29-10-2020 in your CRS Account

No.010210100198843 towards grants sanctioned for year 2020-21 (April, 2020 to September, 2020)
to CRS project mentioned above. Details of sanction as follows:

'S.No. | Particulars Ce i sy i Amount (Rs.)

1 Project Fellow (14,000 x 6) + 8% HRA i : ] 90 720

2 Contingency - 7.500 | ¢

k3 Consumables S e AER

e | TOTAL B IERe TP L 113,220
| Less: Unspent Balance | 13
| Balance deposited Amount | 143207

Money has been transferred through PFMS Portal vide Trn.ID. C102028923315 on 29-10-
2020.

The remaining six months funds (i.e., from October 2020 to March, 2021) will be released as
soon as the funds from UGC, New Delhi received.

The conditions for the award of the grant in aid have been set out in our earlier letter dited
above.

Please acknowledge the receipt of this letter and send us a stamped receipt by return of

post. ¥

. Yours sincerely,

PRIME i ;
0.N.R. COLLEGH @/Liwsmf s

BHIMAVARAM-534202. B e S f _
L Administrative Officer-1 (Accounts)

Copy to the following for information and necessary action:-
i Dr. Adamilli Veeraiah, DNR College, Bhimvaram, West Godavari Dist, AP.
K Centre-Director, CSR, Indore Centre. .



UGC-DAL Consortium for Scientific Research
fasfaemera SR amar — geA] Sart fAwm dsnfe seRia Ugd
(An autonomous institution of UGC, New Delhi)

(Reafdaray age™ amam, 78 RBeeh g venfia waod e

Indore Centre 7 :
qﬁ:t;?ﬁé?"l‘(’ﬁ (Formerly - Inter University Consortium for DAE Facihities, IUC-DAEF)

Dr. V. Ganesan
Centre-Director

7
Ref: CSR-IC-BL-56/CRS-173/2019-20/ 22 | ' May 24. 2019
Dr. Adamilli Veeraiah,
DNR College,
Bhimvaram. WGDT AP
Sub:-  Your proposal entitled “Spectroscopic investigation of Benzofuran and coumarin derivatives of biological importance using

theoretical and experimental techniques”™.

Dear Dr. Adamilli Veeraiah,

We are happy to inform you that your CRS proposal has been renewed for one more year for the period 1" April. 2019 10 31
March. 2020. subject to compliance of other procedures:

The financial allocation for this vear will be:

Project Fellow (7@ Rs.14,000/- pm) - HRA Rs. 1.68.000/- - HRA
Contingency Rs.15.000/-
Consumables Rs.30,000/-
I The project is assigned to beamline No. BL- 5 of Indus-1, Dr. B.N. Rajashekhar will coordinate the activities of the project.

(9

The Project will be reviewed at the end of each year and a decision will be raken on the financial allocation for the succeeding

year.

5. The CSR will be able to reimburse the travel expenses to investigators as well as student under the project as per CSR guidelines
for visiting CUSR, Indore Centre on project work.

4. After 2 years as Project Fellow, if the research werk is found satisfactory on assessment by a Committee with atleast one

research paper ina reputed journal, the Project Fellow may be upgraded 1o Project Fellow-11 with the fellowsh ip 0f Rs.16.000/-

pm +~ HRA,

I'he Pl and the co-ordinator from CSR side are requested to make every effort to complete the project in time that may enable

the research scholar working in the project to complete his‘her Ph.D. degree well within the stipulated time limit.

6. This is a Collaborative Research Scheme. In view of the complex and involved nature of the experiments. any publication
emerging under the project must be of collaborative in nature with due consents from the participating institutions / persons,

and in consulation with the CRS coordinator. The publication should also acknowledge the UGC-DAFE CSR. Indore for the
project support. :

=~

Money for the year 2019-20 will be transferred to the Registrar of your University under intimation to you by our Accounts
Section after adjusting the unspent balance of the grant released carlier, if any. upto financial year ending on 31 .3.2019, upon
receiving the following: (a) Statement of Account for the period upto 31.3.2019 signed by the Registrar and (b) Certificate of
Utilisation of money spent till 31.3.2019, signed by the Registrar.

8. Funds will be released after receiving the grants from University Grants Commission, New Delhi.
_ Yours sincerely,
\ x/Z”"l‘o\,x;“__—

(V. Ganesan)

Copy to the following for information and necessary action:-

The Administrative Officer-1 (Accounts). UGC-DAE CSR, Indore Centre.,

The Registrar/Principal. DNR College. Bhimvaram, WG Dist, AP,

The PS to Centre-Director. CSR. Indore Centre for project file. PM@
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UGC-DAE Consortium for Scientific Research

0731-2462294/2465437

(Farmerly: Inter University Consortium for DAE Facilities: IUC-DAE FlAn Autonomous institution
under University Grants Commission, New Delhi){ A Society Registered Under M.P. Society
RegistrikaranAdhiniyam, 1973) Registered Office and Heod Office : UGC-DAE Consortium,
University Campus, Khandwa Road, Indore-452 017. Phone 0731-2463913/2762267/2463913 Fax:

No. CSR/Acctts/2018-19/ 374 7

To
Principal,

D.N.R. College,
Bhimavaram - 534 202 (A.P.)

Sub. : Collaborative research fitled "Spectroscopic investigation of Benzofuran and .......

Ref:

Dear Sir,

An amount of Rs.1,33,784/- has been deposited on 26-10-2018 in your
Account No. 010210100198843 on Andhra Bank, DNR College Road Branch,
Bhimavaram (A.P.) towards grants sanctioned for year 2018-19 to CRS project.
mentioned above. UTR No. for above transaction is SBINR518299215477. Detail of

Speed Post

30 October 2018

techniques” sanctioned to Dr. Adamalii Veeraiah, Molecular Spectroscopy Laboratory,

Depariment

of Physics,

D.N.R.College,

Bhimavaram,

Our letter No. CSR-IC/ BL-56/CRS-173/2018-19/1429 dated 31 March 2018.

AP,

sanction is as follows:
B Particulars Amount (Rs.)
No.
1. [ Projeci Fellow=1(Rs.14000 * 12] ¥ 8% HRA 1,81,440.00
2. | Contingency 15,000.00
3. | Consumbles 30,000.00
Total 2,26,440.00
Less: Unspent Balance (-) 92,656.00
BALANCE DEPOSITED AMOUNT 1,33,784.00

The next installment of money, if any sanctioned, will be released only on

production of a statement of account and a utilization certificate from your

institution.

The conditions for the award of the grant in aid have been set out in our

earlier letter cited above.

Please acknowledge receipt of this letter and send us a stam

_ __refum of p

ost,

PrIdch,

D.N.R. COLLEGhH
BHIMAVARAM-534202, 5

ped receipt by

Yours sincerely,

Administrative Officer-l (Accounts)

Copy to: 1. Dr. Adamalli Veeraiah, Molecular Spectroscopy Laboratory,

Department of Physics, D.N.R.College,

2 Coantro.Niractnr S, MAG 0D bmcdaea ramies )

Bhimavaram,

A.P.
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PROJECT TITLE
Vibrational and Electronic Spectroscopic Studies of

Some Organic Compounds
PROJECT CODE: SB/EMEQ - 396/2014, 10-03-2016
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Dr. ADAMILLI VEERAIAH .
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Molecular Spectroscopy Laboratory
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Annexure-IX

PROJECT COMPLETION REPORT

Notes: 1. The PCR should be in bound form.
2. Cover page should include thgtitle of the project, file number, names
and addresses of the investigation.

*

. Title of the project : VIBRATIONAL AND ELECTRONIC SPECTROSCOPIC
STUDIES OF SOME ORGANIC COMPOUNDS
Project Code: SB/EMEQ-396/24, Dated: 10/03/2016

. Principal Investigator(s) and
Co-Investigator(s) : Dr. A. VEERAIAH

Principal Investigator &Assistant Professor
Molecular Spectroscopy Laboratory,
Department of Physics,

D.N.R.College(A), Bhimavaram, A.P.

. Implementing Institution(s) and
Other collaborating Institution(s) : D.N.R. College (A), Bhimavaram,
West Godavari (Dt.), Andhra Pradesh — 534 202

Date of commencement : 23-04-2016
. Planned date of completion : 22-04-2018
. Actual date of completion : 22-04-2018

. Objectives as stated in the project proposal:

In this project, we studied the vibrational and electronic spectroscopic properties of some

classes of heterocyclic organic compounds. We carried out, our research with the help of

quantum computational simulation methods and experimental UV-Vis, FT-IT, FT-Raman,
Fluorescence techniques. Further, we reported florescence, electro-chemical and commercial
importance with broad applications. We presented the detailed vibrational frequencies analysis
for further investigations. We have been working in this field for the last few years and published

many research articles in high impact factor journals.

Page 2 of 12




8. Deviation made from original objectives it any, while implementing the
project and reasons thereof: NIL

9. [xperimental work giving full details of experimental set up, methods adopted, data collected
supported by necessary table, charts, diagrams &photographs: Publications attached below
Experimental Techniques used: '5

1. FTIR Spectroscopy ;

FT Raman Spectroscopy

UV Vis Spectroscopy

Fluorescence Spectroscopy

XRD spectroscopy

AR

iyt =l

Theoretical methods used

1. Ab initio methods
2. Density functional theory
3. Time dependent density functional theory
4. SAC CI method, ete.,..
Note: all the results have been published in Journals of high repute

\ Gl 0 O o

10, Detailed analysis of results indicating contributions made towards increasing
the state of knowledge in the subject:

We studied the vibrational and electronic spectra of different classes of organic and
morganic compounds. In this work, the geometrical, structural properties and vibrational
(fequencies of some commercially important molecules were investigated extensively using
density functional theory (DFT) employing B3LYP exchange correlation by different basis sets.
All the structural properties of the different compounds were determined by DFT with hyper
‘tm'hange correlation functional using higher basis set. The fundamental vibrational modes are g
Widied with use of theoretical — and experimental simulations. The harmonic vibratio;lal
lquencies are theoretically calculated, presented and analyzed. The frontier molecular orbitals
“vh as ‘highest occupied molecular orbital (HOMO) and lowest unoccupied molecular orbital

[IMO) energies are determined by using respective higher basis sets. The electron density

(ribution and site of chemical reactivity of molecules have been obtained by mapping electron

Page 3 of 12 4
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density iso-surface with molecular electrostatic potential (MEP). Stability of the molecules

arising from hyper conjugative interactions, charge delocalizations, etc.,. have been analyzed by

using natural bond orbital (NBO) analysis. P}yperpolarizability calculations of the investigated
{

compounds show that the non-linear optical property of the some investigated compounds
greater than the standard compound, Urea. Thus some of the compounds have been found to be
useful in non-linear optical applications. Further, Electronic, structural and optical properties of
the compounds have been studied extensively. Most of compounds were reported in various
journals, conferences, etc., Furthermore, some of compounds were about to submit.

List of Organic Compounds studied:

S.NO Name of Compound

6-(Y,Y-Dimethylallylamino)purine

2-coumaranone

2-Hydroxyquinoline-4-Carboxylic Acid

1,3-Diphenyl-2-propanone

4-nitrochalcone

2-(Trifluoromethyl)quinoline

7,9-Dimethylbenz[c]acridine

Indoline

Benzothiophenesulfone-2-methanol (BS2M)

1-(2-Aminophenyl) pyrrole

5-Bromo-2-(1-piperidinyl) pyrimidine

2-Amino-5-(4-methoxyphenyl)-1,3,4-oxadiazole

3-Amino-5-(4-fluorophenyl) isoxazole

Page 4 of 12
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14 | 4-Isoquinolineboronic acid
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15 | Tryptamine

11. Conclusions summarizing the achievements and indication of scope for future work:

ELC)E).0)6) () @) 6) (6) (B E) &

First, we developed Modeling and Simulation Material Science Laboratory. In the
present investigations of organic compounds, the structural, vibrational frequencies have
been studied from which scientific community gets information regarding the structural

behaviour of various class of compounds. The structural information obtained helps the

) 6 @) @) (B) /A (7) B) (6) (@) (6) 6) (P) @A)

drug designers to design/modify the drugs according to their diversified requirements.
The complete vibrational and electronic spectra of different classes of compounds were
studied by both theoretical and experimental observations. The complete analysis of NBO
and HOMO, LUMO were reported. The geometries and normal modes of vibrations
obtained from B3LYP calculations were compared with the experimental data and a good
coherence is achieved during the process.

There are N number of methods to predict the chemical, electronic and vibrational

/2 () (o) () (o) (5 /) (B3 ) (B o) (B a8 () (0 10 /) (B @) (B) /@) () @) (B 0)

2696000000000 ARERERODAVAHYORARAPDAPAREOEREREADAREDEaREEEaCEEBEaEaBEBEe

8 frequencies of complex molecules with the theoretical simulations among which Density 4
[l G
@

e Functional Theory predictions are one of the most important and successful methods. The

]

@ DET caleulations were very useful to support the experimental data.

Thus, the aim of the project is fulfilled to some level after which the study of different

GUELALELALELOCLA G L

clags of compounds may be continued so that new compounds can be designed / studied to

help the seientific community to create a new path for synthesis and drug discoveries

3 2 0 A

during the yeurs to come,
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Manpower trained on the project

a) Research Associates : Katta Eswar Srikanth, M.Sc.,

b) No. of Ph.Ds produced : In progress (2)

<

c) Other Technical Personnel trained : 0

il. Patents taken, ifany :NIL

. Financial Position:

Financial Position/ Budget Head] Funds Sanctioned

Expenditure

% of Total cost

Salaries/ Manpower costs

4,22,400.00

4,22,400.00

38.40

Equipment

3,11,962.00

3,14,489.00

28.59

Supplies & Materials

1,77,600.00

99 92300

9.08

Contingencies

75,000.00

74,901.00

6.81

Travel

75,000.00

67,481.00

6.13

Overhead Expenses

1,00,000.00

1,00,000.00

A0

Others, if any

Total

11,00,000.00

10,79,194.00

Procurement/ Usage of Equipment:

Name of Make/Model Cost (FE/ | Date of Utilization | Remarks

Equipment Rs) Installation Rate (%) | regarding

maintenance

Desktop DELL-V3800 1,07,900.00 | 17-05-2016 100% NA

systems & UPS | APC110va UPS
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2 Gauss View Gauss View 5.0.9 | 71,400.00 | 22-06-2016 | 100% NA
Software

Y Crystal Crystal-17 51,741.00 | 23-01-2018 | In NA
software progress

4 Wien2K W2k-2964 ifi(33,882.00 22-02-201 ] ik NA
Software ’ progress

5 Muffles BTL-39 49,566.00 | 24-03-2018 | In NA
Furnace progress

b) Plans for utilizing the equipment facilities in future:

Namepqnd Signature with Date:

a. DR.A.Veeraiah
(Principal Investigator)

B

(Co-Investigator)

PR

D.N. R. COLLEGHE
BHIMAVARAM-334 ZOI.CB/-
i 4
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s D.N.R.COLLEGE(A)::BHIMAVARAM-534202

(A College with Potential for Excellence and Re-accredited at “B""” level by NAAC)

Dr. A VEERAIAH

M.Sc., M. Tech., Ph.D.
Principal Investigator (Project code - SB/EMEQ /2014)
Assistant Professor in Physics and NCC Officer -
PHONE: +91-8143395467, avru(Jredlffff?lall com

%

To

The Under Secretary,

Science and Engineering Research Board,

Department of Science and Technology, Government of India,
5 & 5A, Vasant Square Mall, Sector B, Pocket 5,

Vasant Kunj, New Delhi - 110 070.

i Sub.: Expression of gratitude - reg.

Ref. : Project code - SB/EMEQ /2014

This is to bring to your kind notice that I, Dr.A.Veeraiah have been
sanctioned a research project by the SERB, DST, Government of India as per the project
code cited in the reference above.

With the overall support from SERB, DST, Government of India and my
Institute, [ could complete my project in a befitting manner. In this process, few research
scholars have been trained. Therefore, I express my deep sense of gratitude to the
authorities of SERB, DST, Government of India in connection with the opportunity
provided. Some of our students are being helped in various aspects.

Thanking you once again.

Ao

Dr.A.Veeraiah
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