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Sr. No. Name of the Activit Page No.
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1 Workshop on Molecular Simulation using Gamess
14-03-2017 to 20-03-2017 30 3t06
5 IUAC one day orientation programme on 100
10-04-2017 7to 11
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B. Resource persons for Interactions in Workshop Mode:

S.No Title of Workshop Resource { .
Person ; -
1 Computer Simulations in Statistical Ms. Vandana '
Mechanics Alumni, CUHP |

2 | Molecular Simu]al:'on# using GAMESS Dr P Sai Ram
1UAC,
New Delhi

3 Practical working Knowledge in Prof. Ashok
Electronics ‘Rastogi
|Retd Prof INU
New Delhi —|9 -

4 Advanced Statistical Mechanics TProf PK
Ahluwalia
a 'Retd Prof HPU
|shimla

s Quantum Mechanics Simulations 'Prof R C Verma
' retd Prof
} ] Punjabi
|
r

Unlverlsty
1 Patlala

shall be worked out and placed through the Finance Officer once the administrative approv

is sought.
H{HA:/‘ ’

Department of Physics & Astronomical Scnencf: -\ =

Hon'ble Vice Chancellor requested to grant administrative approval The tentative expendituq
= -
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“P Workshop Mode:
- 'he Administrative approval has been kindi lor for
T - ‘ : en hie Vice C Jdior fo
M the folbwing: a indly granted by the Hon'ble Vice Chanceio
43¢
o 23 '}:‘ l%.?.:-l . S.No Title of Workshop Resource Person 'lScheduh |
' 1 Molecular Simulations using GAMESS  Dr P Sai Ram i ‘
IUAC, | 14" March - 17* |
i arch, 2017
= AS - New Delhi |M .[
l - . l :
Kindly grant financial approval for the visit of Dr. P.Sai Ram, for which the tentative expenditure Is
-—dl = as provided in Table below.
Tentative Expenditure:
Sr. | Particulars (Dr. P. Sai Ram) Amount approx.
No (Rs.)
1. Stay Charges at Hotel Shahpur (One room at Rs. 1,000 per day. 3,000.00
(for 3 days)
2. Breakfast & Dinner : for one person (for 3 days) /Food Charges at 1,500.00
Hotel Shahpur
— 3 3, TA/DA and Honorarium for Resourse Person 15,000.00
Miscellaneous 2,000.00
Total Rs. | 21,500.00
Rupees Twenty One Thousand Five Hundred Only).
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Report on workshop “Molecular Simulations using GAMESS” held from 14-20 March 2017

Dr T. Sairam from Inter University Acceeleartor Centre (IUAC), New Delhi acted as a resource
person for the workshop. He has delivered overview lectures on importance of quantum chemistry
methods and various numerical techniques involved in implementation of Gamess which were
followed with demonstrations and hands-on sessions for 30 M.Sc final year students. A few RD
students and faculty have also attended the workshop. The students have learnt how to prepare the
input files using different formats and running the available numerical methods in the software

Gamess. The outputs were visualised using Macmolplt software. The following simulation activities
have been performed by the participants as part of the workshop:

1. Obtaining ab-initio potential of HC] molecule from which its bond length is obtained.

2. Obtaining ab-inition potential of CO, molecule and its vibrational frequencies

3. Obtaining ab-inition potential of H,O molecule and its vibrational frequencies

4. Obtaining ab-initio potential of various diatomic molecules and determine their properties

The workshop was very successful as all the students were able to perform the simulation
assignments given to them based on Gamess.
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Dated: 27/03/2017

Sub: School of Physical & Material Sciences in collaboration with IUAC, New
Delhi is conducting One day Orientation Program.

One day Orientation Program for the M.Sc. Physics Students, RD Students Faculty of
Department of Physics & Astronomical Science and Physics faculty of nearby colleges on 10%
April 2017 in Semiaar Hall, TAB Shahpur, CUHP. The orientation program is for understanding |
about the kind of Research and Summer Projects that we can undertake in the fields of Nuclear
Physics & Material Sciences in collaboration with Scientists at IUAC.

Schedule:
' Time —_-__-'I?pl'c— = | Resource Persons Name
10:30-10:45 | Introduction - _T Dr. 0.5K.S. Sastri
10:45 - 11:45 Nuclear Facilities at [IUAC | Dr. Sugathan Pullanhiotan
11:45-12:00 | Tea ]

12:00 - 01:00 | Material Sciences Facilities at IUAC Dr. Pawan Kulriya

01:00 - 01:30 | Discussion Session Dr. Sugathan Pullanhiotan &
Dr. Pawan Kulriya

01:30-02:30 | Lunch

| 02:30-3:30 | Summer Project, PhD program How | Dr. Sugathan Pullanhiotan,
to Apply for Beam Time, Experience of | Dr. Pawan Kuleriya,
Users Dr. 0.5.K.S. Sastri

03:30 - 04:00 | Valedictory

L

Tentative Expenditure:

1. Tea and Lunch for close to 100 Participants including either students of M.Sc.
Physics(60) , RD Students (11) and about 15-17 teacher participants from outside and 10
of our own faculty from the department and Two (02) Resource Person - about Rs. 75
per head -

Rs. 10,000/-

2. Local Hospitality:

One room at Rs. 1,000 per day. (for 1 Night) Rs. 1,000/-

Breakfast and Dinner: for 2 persons (for 2 Day) Rs. 3,000/-

Taxi Charges Rs. 4000/-
3. Local Travel for participants (10 persons) Rs. 10,000/-
4. Banner (2) Rs. 2,000/-
5. Bags, Pen, Note Pad (for 15 persons) Rs. 10,000/-
6. Miscellaneous Rs. 5,000/-

Tentative estimate to conduct One day Orientation Program is about 45,000.00 Rupees (Forty
Five Thousand Only). IUAC shall bear an amount of Rs. 35,000.00 (Thirty Five Thousand
Only) for conducting the program. The same shall be
we have to provide Utilization Certificate at the end of the program
Kindly accord approval for conducting the Orientation Program and the financial approval
_*—___.,_______- \
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OWINg expenditure has been incurred as part of One day Orientation Program of
ew Delh,

Purjﬁst_e 6iflic
Purchage/
it (Rs.) Expenditure \

—Incurreq
Dt Panka Sood 00T 120050 |
hr. Sunil Kumar Katoch 10-04-2017 124000 | Local Travel for
Dr. Sidharth 10-04-2017 1,100.00 Participants
- | Dr. Surender Kumar Sonj 10-04-2017 760.00
Mis Trayambkam Enterprises, M
5. | Office 493, Gokhle Marg, Civil

Bill No. / Cash

. NnmeofExperUGuest Faculty / Memo No, &

Amount in
Name of the Firm (5)

—

Printing of
2,100.00 M/Color Flex
la, WP 176215 | 99042017

banners
4910 7000 ) )
6. | M/s Dimple Book Depot Shahpur 10042017 00 Stationary itemg
" | Distt. Kangra (HP)-176206

(File Folder 20
leafs)

—

Station, Dharamshy

10042017 | 960.00

562

10042017 | 2000.00
Mis Astha Residency Near Bug
Stand, NH, 154 Shapy

Room Rent & [
7602 Food Charges for |~ =
shala) Dist- Kangra pin | 09042017 | 455,00 Guest 1
Istt- angra Pin P——
Code-176206 (1 p) 7603

170.00.
10-04-2017
1619

2042017 | 750000
ST

9218

1042017 | 200000

Hired Taxj
Charges
9219 ;
11042017 000.00

-—-—-_________—-.______________
Total (Rs,) (Rs. 33,485.00)

(Rs. Thirty Thyee Thousang
Four Hundred Eighty Five
Onl
The entire expenditure is borne by luac, Kindly grant Your sanction tg Process the bijlls S
and submit the Utilization Certificate to IUAC,
Submitted for your kind sanction,
e §i<helz
Department of Physics & Astronomical Science — | —
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