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1 Anku Guha Tuning the Hydrogen Evolution Reaction on Metals using 'Water in Salt'
like Electrolytes
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Chemotherapeutics
20 Arup Kundu Formation of Long Lived Triplet State through Singlet Fission in
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1-40 shows that Aggregation and Toxicity can be independently




controlled

28 Atanu Ghosh Probing the molecular origin of Stokes shift in donor substituted
Hemicyanine dyes

29 Dipin Tomar Towards the quantification of donor-acceptor interactions in host-guest
CT complexes

30 Thulsi Ram KV Design and Development of a Handheld Cancer Detection System Based
on a Ratiometric Phospholipid Detection Assay
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33 Mohd Taher Synthesis and characterization of Ferritin Protein based metalloenzyme
for asymmetric reduction of carbonyl compound
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Folding

39 Ashish N Nadar BiVOy: An efficient electrocatalyst for water oxidation reaction

40 Amitava Chandra Optical Probes for Imaging Signal Mediating Phospholipids.
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nano-porous carbon (DFNC) and its electrocatalytic effect towards CO;
reduction

44 Ayan Maiti Active and Stable Amorphous Zeolites Nanosponges for Catalysis, Plastic
Degradation and CO; to Fuel Conversion

45 Sunandita Paul Tracking Excited State Planarization in Anthracene-fused
Cyclooctatetraene

46 Deepak Kumar Dinkar Performance analysis of radio frequency magnetron sputtered TiO;
electron transport layers on hybrid perovskite solar cell

47 Rajasree Kundu Molecular Dynamics Guided Design of Phosphoinositide Selective Probes
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51 Sabyasachi Chakraborty | A Thermodynamic cycle for intramolecular ion-pair interactions

52 Sutanuka Manna "Refining Protein Charge Transfer Spectra (ProCharTS) using Optimally
tuned CAM-B3LYP Functionals"

53 Mithilesh Kumar Nayak | A Novel Access to Bis-Pyrrolinium Dications and their Transition

Metal-Like Properties in Reversible Multi-Redox Coupled Bond Activation
Reactions.




54 Mona Gupta Mechanical properties of ubiquitin complexed with structurally
homologous ubiquitin-binding domains

55 Simli Dey Membrane affinity of individual IAPP oligomers measured by
single-molecule photo-bleaching

56 Sayani Das Cell Permeable Ratiometric Probes for Tracking Autophagy

57 Pritam Eknath Kadam Hydrogen Bonding Interaction of Carbenes
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Poster Session 1 (16™ October 2019m, 2:00pm-3:45pm)

Poster Name Title of the Poster
Number

1 Anku Guha Tuning the Hydrogen Evolution Reaction on Metals using 'Water in Salt’
like Electrolytes

4 Salini Senthil High-throughput modeling of autoignition reaction pathways across the
chemical space of hydrocarbons

7 Ravinder Kumar Design Principles for Electronic Molecular Breadboards

10 Aditya Srivastatva Structural Investigation of the repeat region of Plasmodium falciparum
Circumsporozoite protein (CSP)

13 Ankit Bhumla Peroxidase activity with encapsulated Hemin and axial ligation effect

16 Smitaroopa Kahali Design and Synthesis of Novel Cell-Permeable and Organelle-targeted
Mn2+ Responsive Sensors

19 Shubhankar Gadre Harnessing Bleomycin-A5 disaccharide unit for targeted delivery of
Chemotherapeutics

22 Geetika Bhardwaj Using Atomic and Molecular Scattering as a Soft and Universal Probe
for Surfaces

25 Debsankar Saha Roy Line-Confocal Raman Imaging of Liquid-liquid Phase separation

28 Atanu Ghosh Probing the molecular origin of Stokes shift in donor substituted
Hemicyanine dyes

31 Shrabasti Bhattacharya | A tale of two proteins. Similar structure but different dynamics

34 Vijay Kumar Singh Cyclopropanation reaction catalyzed by Iridium Myoglobin

37 Mandar Bopardikar Triphala inhibits alpha-synuclein fibrilization and their intraction study
by NMR provides insights into the self-association of the protein

40 Amitava Chandra Optical Probes for Imaging Signal Mediating Phospholipids.

43 Chandan Das Controlled growth of electrodeposited Cu on dendritic fibrous
nano-porous carbon (DFNC) and its electrocatalytic effect towards
CO:; reduction

46 Deepak Kumar Dinkar | Performance analysis of radio frequency magnetron sputtered TiO:
electron transport layers on hybrid perovskite solar cell

49 Sambit Kumar Das Rapid and accurate composite ab initio models _for high-throughput
computation of molecular thermochemistry across chemical space

52 Sutanuka Manna "Refining Protein Charge Transfer Spectra (ProCharTs) using
Optimally tuned CAM-B3LYP Functionals"

55 Simli Dey Membrane affinity of individual IAPP oligomers measured by
single-molecule photo-bleaching

58 Amaraja Taur Towards Understanding the Hot electron Chemistry of Plasmonic

Nanoparticles
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Poster Name Title of the Poster
Number

2 Abhijit Mondal Stability and Non-enzymatic hydrolysis of CYP175A1

5 Sanjoy Paul Dynamical Metrics Distinguish Proteins and their Interactions even in
the Absence of Structural Changes

8 Shubhangi Das Towards High Valent Anticancer Rhenium Complexes

11 Mamata Joshi Debittering of bitter gourd juice using f-cyclodextrin: Mechanism &
effect on antidiabetic potential

14 Rajesh Belgamwar High-Temperature CO, Capture using Lithium Silicates Nanomaterial
with Excellent Capture Capacity, Kinetics and Unprecedented Stability

17 Anustup Chakraborty Structure and Dynamics of 3-site rigid water model: Effect of electric
field and thermostat coupling

20 Arup Kundu Formation of Long Lived Triplet State through Singlet Fission in
Lycopene Aggregates

23 Vicky Amyloid in Membrane

26 Pulkit Joshi Role of long-range correlation effects on the fate of metastable states.

29 Dipin Tomar Towards the quantification of donor-acceptor interactions in host-guest
CT complexes

32 Arpan Dey Hint of an intracellular modification being the key to Abeta toxicity

35 Rishi Verma Combining Plasmonic Nanoparticles and Pseudo Single Atoms of silver
for Efficient Catalysis

38 Ved Prakash Tiwari Studying Multistate Conformational Exchange of Proteins Using a
Double-Resonance CEST Experiment: An Application to T4-lysozyme
Folding

41 Rohit Endeavoring to modulate the catalytic ability of a photocatalyst via
aqueous electrolyte

44 Ayan Maiti Active and Stable Amorphous Zeolites Nanosponges for Catalysis,
Plastic Degradation and CO; to Fuel Conversion

47 Rajasree Kundu Molecular Dynamics Guided Design of Phosphoinositide Selective
Probes

50 Imon Mandal Photoinduced Charge Transfer Transitions in Charged Amino
Acids:New Label free Spectroscopic Marker to Probe Protein Structure
and Dynamics

53 Mithilesh Kumar Nayak | 4 Novel Access to Bis-Pyrrolinium Dications and their Transition
Metal-Like Properties in Reversible Multi-Redox Coupled Bond
Activation Reactions

56 Sayani Das Cell Permeable Ratiometric Probes for Tracking Autophagy

59 Debanjana Das Copper-Binding Induced Structural Transitions in Small Peptides

derived from Azurin.
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Poster Name Title of the Poster
Number
3 Bibek Samal Theoretical studies of halide perovskites: Effect of organic cation size
on stability and electronic structure
6 Sayani Das Design, Development and In Cell Validation of Fluorescent Mn2+
Sensors
9 Krishna Kant Computational investigation of role of acetylation at conserved Lys33
Vishwakarma of CDK1 on its structure and dyanamics
12 Ankur Gupta Beyond receptors: direct membrane modulation by certain
neurotransmitters can be a potential signaling mechanism.
15 Prakriti Kayastha Data-driven chemical insights into stability of 18-e AB2X2
chalcogenides
18 Pallavi Thakur Unravelling the role of inert polymer mixed in solid state electrolyte for
Li-ion Batteries
21 Balasaheb B. Evaluation of Electrochemically Deposited Metal Phosphates
Chandanshive
24 Sahil Kumar Development of PI(3,4,5)P3 Sensors: Toward a Diagnostic Assay for
Cancer Detection
27 Anirban Das A Double Mutant Cycle Involving the Charged Residues of Amyloid
beta 1-40 shows that Aggregation and Toxicity can be independently
controlled
30 Thulsi Ram K V Design and Development of a Handheld Cancer Detection System
Based on a Ratiometric Phospholipid Detection Assay
33 Mohd Taher Synthesis and characterization of Ferritin Protein based metalloenzyme
for asymmetric reduction of carbonyl compound
36 Tathagata Nandi Energy landscape of ubiquitin family proteins - elucidating the role of
protein sequence and specific interactions such as salt-bridges in
dictating folding pathways
39 Ashish N Nadar BiVOy: An efficient electrocatalyst for water oxidation reaction
42 Sushma Rawool Photocatalytic H, generation over g-C3Ny decorated DFNS
45 Sunandita Paul Tracking Excited State Planarization in Anthracene-fused
Cyclooctatetraene
48 Priya Yadav The response of a blue copper protein to changes in beta sheet
connectivity
51 Sabyasachi A Thermodynamic cycle for intramolecular ion-pair interactions
Chakraborty
54 Mona Gupta Mechanical properties of ubiquitin complexed with structurally
homologous ubiquitin-binding domains
57 Pritam Eknath Kadam | Hydrogen Bonding Interaction of Carbenes
60 Subhendu Pandit Studying Dynamics of Hyberantion Promoting Factor Using Solution

NMR Spectroscopy
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1) Anku Guha (Narayanan Group)

Poster Title: Tuning the Hydrogen Evolution Reaction on Metals using 'Water in Salt' like Electrolytes.
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Electrochemical Hydrogen Evolution Reaction
(HER) in Metals is found to be tunable with Li*
Containing Electrolytes. The HER on metals such as
Au/Fe/Ni can augmented with Li* concentrations,
while that on Pt/Ir/Pd can be suppressed. We unravel
the possibilities of altering the positions of metals in
'"HER volcano plot' by Li" ions.

2) Abhijit Mondal (Mazumdar Group)
Poster Title: Stability and Non-enzymatic hydrolysis of CYP175AL1.
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Thermostability (effect of heme) and proteolytic
stability peptide bonds of CYP175A1 are studied.

3) Bibek Samal (Khushalani and Voora Group)

Poster Title: Theoretical studies of halide perovskites: Effect of organic cation size on stability and electronic
structure.
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The role of organic cation on the electronic structure
of hybrid perovskites is investigated using ab initio
methods.




4) Salini Senthil (Ramakrishnan Group)

Poster Title: High-throughput modeling of auto-ignition reaction pathways across the
chemical space of hydrocarbons

We seek to identify all possible ROO, QOOH radical
reactive intermediates, that can be generated from a
set of 4890 hydrocarbons from the 134kilo dataset
and combinatorially explore all possible reaction
pathways that these radicals undergo, amounting to
over 1.5 million species.

5) Sanjoy Paul (Venkatramani Group)

Poster Title: Dynamical metrics distinguish proteins and their interactions even in the absence of structural
changes
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The Cumulative Variance of Coordinate Fluctuation
(CVCF) act as a fingerprint of the underlying energy
landscape of bio-molecules.

6) Sayani Das (Datta Group)
Poster Title: Design, Development, and In Cell Validation of Fluorescent Mn2+ Sensors.
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We highlight our forays into developing water
soluble fluorescent Mn’" sensors and validating the
in cell sensor response using nano-synchrotron
X-ray fluorescence imaging.




7) Ravinder Kumar (Venkatramani Group)
Poster Title: Design Principles for Electronic Molecular Breadboards.
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Strategies to design
Breadboard circuits

Development of basic Principles to design a
molecular breadboard

8) Shubhangi Das (Patra Group)
Poster Title: Towards High Valent Anticancer Rhenium Complexes.
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We are investigating the anticancer potential of
novel classes of high valent Rhenium complexes
which are expected to be activated by reduction

selectively after entering cancer cells.

9) Krishna Kant Vishwakarma (Venkatramani Group)
Poster Title: Computational investigation of role of acetylation at conserved Lys33 of CDK1 on its structure

and dynamics
CDK1-Cyclin B-ATP Machine

C-lobe

CyclinB

CDK1

Our MD simulation results suggest that in a kinase
protein complex CDKI-Cyclin B-ATP, which can be
thought of as machine, one single residue K33 from
CDK1 may control whole protein complex machine




10) Aditya Shrivastava (Koti Group)

Poster Title: Structural investigation of the repeat region of Plasmodium falciparum circumsporozoite protein
(CSP)

Investigating the structure and
confomers of Circumsporozoite .««““
protein using steady state FRET
and TEM.
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11) Mamata Joshi (NMR Group)

Poster Title: Debittering of bitter gourd juice using B-cyclodextrin: Mechanism & effect on antidiabetic
potential.
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We report, through NMR studies, a practical solution to
increase the palatability & consumer acceptance of bitter
gourd juice using p-cyclodextrin, which can then be used
as a supplementary therapy for treating diabetes

12) Ankur Gupta (Maiti Group)

Poster Title: Beyond receptors: direct membrane modulation by certain neurotransmitters can be a potential
signaling mechanism
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13) Ankit Bhumla (Mazumdar Group)

Poster Title: Peroxidase activity with encapsulated Hemin and axial ligation effect.
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We have encapsulated Hemin in PVA hydrogel
matrix with different axial ligands for peroxidase
activity. This immobilization showed higher activity
& enabled us to use it for multiple cycles.

14) Rajesh Belgamwar (Polshettiwar Group)

Poster Title: High-Temperature CO2 Capture using Lithium Silicates Nanomaterial with Excellent Capture
Capacity, Kinetics and Unprecedented Stability.

7 + Li)co,

./ A+
A ,/ N4 TN 4
o th33135

Li;Si0

‘Double Shell Model ™

In this work, we have designed and synthesized Highly Stable
Lithium Silicate Nanomaterial (LSN), using Dendritic Fibrous
Nanosilica (DFNS). LSN showed exceptionally high CO;
capture capacity (close to theoretical value) and ultra-fast
kinetics (33 wt. % CO: capture in 3 minutes) with
Unprecedented Stability.

‘Mived Phase Model "

15) Prakriti Kayastha (Ramakrishnan Group)
Poster Title: Data-driven chemical insights into stability of 18- AB2X2 chalcogenides.
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Exploring AB2X2 materials with 4 space groups
and 36 unique stoichiometries to provide insights
on their crystal structure preferences with periodic
DFT and machine learning.




16) Smitaroopa Kahali (Datta Group)

Poster Title: Design and Synthesis of Novel Cell-Permeable and Organelle-targeted Mn2+ Responsive
Sensors.

We are working toward developing intracellular
organelle-targeted sensors for imaging and tracking
the essential metal ion Mn*"in living cells.

17) Anustup Chakraborty (Venkatramani Group)

Poster Title: Structure and Dynamics of 3-site rigid water model: Effect of electric field and thermostat
coupling.
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We present the effect of static electric field on
Ubiquitin and different 3 site rigid water models.

18) Pallavi Thakur (Narayanan Group)

Poster Title: Unravelling the role of inert polymer mixed in solid state electrolyte for Li-ion Batteries.
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The role of an inert polymer, PDMS, in an active
Li-ion transporting polymer matrix such as PEO is
studied experimentally and theoretically, which will
be helpful towards the development of next
generation safer batteries.




19) Shubhankar Gadre (Patra Group)

Poster Title: Harnessing Bleomycin-AS disaccharide unit for targeted delivery of Chemotherapeutics.

Anti-cancer activity

Targeting vector

We envisage to create highly potent molecules for
Cancer treatment by increasing the therapeutic
benefit of conventional chemotherapy exploiting the
high  Cancer  selectivity  of  Bleomycin-As
disaccharide unit.

20) Arup Kundu (Dasgupta Group)
Poster Title: Formation of Long Lived Triplet State through Singlet Fission in Lycopene Aggregates.

Lycopene NP
H-aggregate

Lycopene aggregate shows Singlet Fission leading
to formation of a long lived triplet state having
average lifetime of 150 ps.

21) Balasaheb B. Chandanshive (Khushalani Group)
Poster Title: Evaluation of Electrochemically Deposited Metal Phosphates.
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Barium and Copper Phosphate have been
electrochemically grown on Ti foil. Subsequently,
their catalytic capability has been evaluated for OER
reaction.




22) Geetika Bhardwaj (Shirhatti Group)

Poster Title: Using Atomic and Molecular Scattering as a Soft and Universal Probe for Surfaces.
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23) Vicky (Maiti Group)

Poster Title: Amyloid in membrane.

Determination of Transient Oligomer Structure Using Optical pH Recycling h
and NMR Spectroscopy
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24) Sahil Kumar (Datta Group)
Poster Title: Development of PI (3,4,5)P3 Sensors: Toward a Diagnostic Assay for Cancer Detection.
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Single amino acid mutation in a peptide that binds
to phosphatidylinositol(3,4,5)trisphosphate, a lipid
involved in cancer progression, affords a sensor that
detects the lipid with exquisite selectivity.




25) Debsankar Saha Roy (Maiti Group)

Poster Title: Line-Confocal Raman Imaging of Liquid-liquid Phase separation.

We develop a fast line-confocal Raman microscope which can
differentiate structures with a micrometer resolution within
protein liquid droplets

26) Pulkit Joshi (Voora Group)

Poster Title: Role of long-range correlation effects on the fate of metastable states.
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The framework of random phase approximation,
which seamlessly captures long-ranged correlation
effects, is extended for characterizing metastable

States of anions.

27) Anirban Das (Maiti Group)

Poster Title: A Double Mutant Cycle Involving the Charged Residues of Amyloid beta 1-40 shows that
Aggregation and Toxicity can be independently controlled.

‘Double Mutant Cycle’

Here we probe
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28) Atanu Ghosh (Dasgupta Group)

Poster Title: Probing the molecular origin of Stokes shift in donor substituted Hemicyanine dyes.

Absorption Emission
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Transient absorption studies on donor conjugated
Hemicyanine dye reveals viscosity dependent
structural relaxation in the excited state.

29) Dipin Tomar (Dasgupta Group)

Poster Title: Towards the quantification of donor-acceptor interactions in host-guest CT complexes.
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Elucidating the structure and thermodynamics of
host-guest complexes to understand the molecular
interactions that constitute the CT complex.

30) Thulasi Ram KV (Datta Group)

Poster Title: Design and Development of a Handheld Cancer Detection System Based on a Ratiometric
Phospholipid Detection Assay.
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We will present the design of a handheld optical
device for detection of a phospholipid bio-marker
toward non-invasive cancer diagnostics.




31) Shrabasti Bhattacharya (Koti Group)
Poster Title: A tale of two proteins: Similar structure but different dynamics.

Low Temperature (5 °C) High Temperature (45 °C)
Rigid core Flexible core
Stiff protein Malleable protein

32) Arpan Dey (Maiti Group)
Poster Title: Hint of an intracellular modification being the key to Abeta toxicity
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We find hint of an intracellular modification in the
N-terminal region of APi-40 peptide which might
correlate to its toxicity

33) Mohd Taher (Mazumdar Group)

Poster Title: Synthesis and characterization of Ferritin Protein based metalloenzyme for asymmetric reduction
of carbonyl compound

1 oH
We report the synthesis and characterization of Ferritin protein functionalized with

IrCp* complex. Precise location and coordination environment of the Ir metal
centre was investigated by high resolution crystal structures using X-Ray

crystallography.

Ferritin_IrCp* complex




34) Vijay Kumar Singh (Mazumdar Group)
Poster Title: Cyclopropanation reaction catalyzed by Iridium Myoglobin.

WT Myoglobin Iron porphyrin

We have changed the metal Centre in the myoglobin
from Iron to Iridium and characterized it. It is found

that the new catalyst is showing better catalytic
activity.

35) Rishi Verma (Polshettiwar Group)
Poster Title: Combining Plasmonic Nanoparticles and Pseudo Single Atoms of silver for Efficient Catalysis.

In this work, we developed low-temperature
reduction protocol to decorate silica-nano-spheres
(SNS) with highly dispersed nanoparticles and
pseudo single atoms of silver for efficient catalysis.

36) Tathagata Nandi (Koti Group)

Poster Title: Energy landscape of ubiquitin family proteins - elucidating the role of protein sequence and
specific interactions such as salt-bridges in dictating folding pathways.

Comparing folding-unfolding pathways
of ubiquitin family proteins
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Our study on ubiquitin family of proteins exemplifies the role of sequence
and specific interactions like salt-bridges in tuning energy-landscape features

Folded state




37) Mandar Bopardikar (Koti Group)

Poster Title: Triphala inhibits alpha-synuclein fibrilization and their intraction study by NMR provides insights
into the self-association of the protein.
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38) Ved Prakash Tiwari (Vallurupalli Group)

Poster Title: Studying Multistate Conformational Exchange of Proteins Using a Double-Resonance CEST
Experiment: An Application to T4-lysozyme Folding
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Here we present a double-resonance CEST

experiment to determine the kinetics of multistate
exchange in proteins.

39) Ashish N Nadar (Khushalani Group)

Poster Title: BiVO4: An efficient electrocatalyst for water oxidation reaction
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40) Amitava Chandra (Datta Group)
Poster Title: Optical Probes for Imaging Signal Mediating Phospholipids.
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We report a fluorescent, ratiometric, peptide based
sensing strategy for signaling phospholipids and will
be presenting details of in vitro and in cell studies
validating the sensor response.

41) Rohit (Khushalani Group)
Poster Title: Endeavoring to modulate the catalytic ability of a photocatalyst via aqueous electrolyte.
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Influence of aqueous electrolyte on catalytic ability of
the photo-catalyst
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42) Sushma Rawool (Polshettiwar Group)
Poster Title: Photocatalytic H, generation over g-C3sN4 decorated DFNS
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Improved charge separation due to silica-g-CzNs
interfaces, light absorption and surface area resulted
into enhanced photocatalytic H2 generation over

g-C3N4/DFNS.




43) Chandan Das (Polshettiwar Group)

Poster Title: Controlled growth of electrodeposited Cu on dendritic fibrous nano-porous carbon (DFNC) and
its electrocatalytic effect towards CO; reduction.

ToGC  Vent
Y

Controlled electrodeposition of Cu on DFNC and its
promising electrocatalytic effect towards CO:
reduction and product selectivity.

44) Ayan Maity (Polshettiwar Group)

Poster Title: Active and Stable Amorphous Zeolites Nanosponges for Catalysis, Plastic Degradation and CO;
to Fuel Conversion.

O

In this work, we report the synthesis and application
of a new class of material, called “Amorphous
Zeolites (AmZe)”’, which possesses Bronsted acidic
sites like in zeolites and textural properties like
Amorphous silica alumina.

45) Sunandita Paul (Dasgupta Group)

Poster Title: Tracking Excited State Planarization in Anthracene-fused Cyclooctatetraene.
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Photo-excitation of the anthracene rings in FLAPI
dye leads to COT planarization, and turns ON
high-quantum yield green emission.




46) Deepak Kumar Dinkar (Khushalani Group)

Poster Title: Performance analysis of radio frequency magnetron sputtered TiO. electron transport layers on
hybrid perovskite solar cell.
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We report the efficiency of hybrid perovskite solar cell
with modified electron transport layer (50 and 100 nm
TiO3) and found that the 100 nm ETL performs better
and giving better efficiency.

47) Rajasree Kundu (Datta Group)
Poster Title: Molecular Dynamics Guided Design of Phosphoinositide Selective Probes.

Ratiometric  fluorescent sensors designed by
leveraging molecular dynamics insights into
peptide-phospholipid interactions reveal
spatio-temporal dynamics of signaling lipids.

48) Priya Yadav (Koti Group)
Poster Title: The response of a blue copper protein to changes in B-sheet connectivity.
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Does the re-organization of the secondary structure elements of azurin affect its
structure, stability, kinetics, and mechanical unfolding pathways?




49) Sambit Kumar Das (Ramakrishnan Group)

Poster Title: Rapid and accurate composite ab initio models for high-throughput computation of molecular
thermochemistry across chemical space.
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We Re-evaluate the performance of G4(MP2) composite
thermochemistry procedure over a large number of
benchmark datasets. We revise the formulation using
local-coupled-cluster methods with resolution-of-identity
and show favorable speed-accuracy trade-off for Big Data
Applications.

50) Imon Mondal (Venkatramani Group)

Poster Title: Photoinduced Charge Transfer Transitions in Charged Amino Acids:New Label free
Spectroscopic Marker to Probe Protein Structure and Dynamics.
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We observe charge transfer transitions associated
with anionic and cationic sidechains and sensitive to
the sidechain separations.

51) Sabyasachi Chakraborty (Ramakrishnan Group)
Poster Title: A Thermodynamic cycle for intramolecular ion-pair interactions.
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52) Sutanuka Manna (Venkatramani Group)

Poster Title: Refining Protein Charge Transfer Spectra (ProCharTS) using Optimally tuned CAM-B3LYP
Functional.
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We have successfully tuned CAM-B3LYP functional
for precise calculation of Protein Charge Transfer
Spectra (ProCharTs).

53) Mithilesh Kumar Nayak (Jana Group)

Poster Title: A Novel Access to Bis-Pyrrolinium Dications and their Transition Metal-Like Properties in
Reversible Multi-Redox Coupled Bond Activation Reactions.

Here, we reported Electron rich systems and their
stable radical cations and dications which exhibit
reversible  hydrogen elimination-addition and
migration under redox study

54) Mona Gupta (Koti Group)

Poster Title: Mechanical properties of ubiquitin complexed with structurally homologous ubiquitin-binding
domains.

How do structurally homologous Ubiquitin Binding Domains (UBDs) affect the
mechanical stability of Ubiquitin?

Ubiquitin-CUE2 Ubiquitin-Edel Ubiquitin-Dsk2p
PDB- 10TR PDB- 2G3Q PDB- 1WR1




55) Simli Dey (Maiti Group)
Poster Title: Membrane affinity of individual IAPP oligomers measured by single molecule photo-bleaching.

IAPP Oligomer distribution

Single molecule imaging measures the membrane

affinity of individual oligomers in a heterogeneous
mixture

56) Sayani Das (Datta Group)
Poster Title: Cell Permeable Ratiometric Probes for Tracking Autophagy.
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We report the design and development of cell

permeable peptide based ratiometric probes for
tracking autophagy.
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57) Pritam Eknath Kadam (Wategaonkar Group)
Poster Title: Hydrogen Bonding Interaction of Carbenes.
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TOF mass spectrum of Carbene sample recorded Electrostatic potential of the HOH complex of
at laser frequency of 35341.9 cm-1 (282.95nm)  NHC (wb97xd/6-311++g™") on the isodensity
after heating the carboxylate salt around 120 °C. surface defined by avalue of 0.07 a, *

We present the experimental determination of
hydrogen bonded complex of the O-H---Carbene of

NHC along with computational results.




58) Amaraja Taur ( Shirhatti Group)
Poster Title: Towards Understanding the Hot electron Chemistry of Plasmonic Nanoparticles.
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59) Debanjana Das (Koti Group)
Poster Title: Copper-Binding Induced Structural Transitions in Small Peptides derived from Azurin.
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* Random coil + B-hairpin * B-haipin along with helix
* No CT band * 340 nm CT band * 360 nm CT band
* Fluorescent Trp + Quenched fluorescence * Highly quenched fluorescence

Absorption, circular dichroism and fluorescence reveal
biphasic binding of copper ion to a peptide segment
derived from the metalloprotein azurin.

60) Subhendu Pandit (Vallurupalli Group)
Poster Title: Studying Dynamics of Hyberantion Promoting Factor Using Solution NMR Spectroscopy.
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In my Poster I will be presenting the dynamical processes
present in hibernation promoting factor at 54.1°C. It
exchanges between two minor states in slow exchange regime.




