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Poster Board #638: Exploring Bioinspired designed DES for their acetylene
sensing capabilities via DFT calculations and Molecular Dynamics
simulations. Presented by Anirudh Raman.

Poster Board #640: Investigation of oxygen gas and water vapor diffusion
dynamics in mesoporous alumina using the GAMAS technique. Presented
by Okky Maryana.

Poster Board #641: Towards the control of protein corona effects on
nanoparticles. Presented by Jiajin He.

Poster Board #642: Exploring self-assembling peptides for therapeutic
applications. Presented by Javier Garcia-Ruiz.

Poster Board #643: Synthesis, structural characterization, and optical
properties of cored€“satellite nanoassemblies comprising SiO, and Ag.
Presented by Muhammad Salman Haider.

Poster Board #644: Recent advances in green synthesis and
characterization of silver nanoparticles using Tetley tea powder extract and
metal ion detection. Presented by Umesh Utkoor.

Poster Board #645: Phase behavior of random heteropolymers in aqueous
environments. Presented by Alexandra Grigoropoulos.

Poster Board #646: Structural properties of HEHN- and HAN-based ionic
liquid mixtures: a polarizable molecular dynamics study. Presented by
Ghanshyam Vaghjiani.

Poster Board #647: An ensemble average approach to estimate the
protein-lanthanide binding free energies. Presented by Haobo Guo.

Poster Board #648: Kinetics of unbinding of disordered peptides from their
protein partners: A force field benchmark study. Presented by Jaya Pathak.

Poster Board #649: Oxygen K-edge spectroscopy of hydrated proton
complexes: A structure specific spectroscopic method probing local
covalent bonding and extended electric field interactions. Presented by Erik
T. J. Nibbering.



Poster Board #650: Absolute measurements of absorption cross sections
of HgBr2 and HgBr using CRDS-laser photolysis. Presented by Achini
Ovitigala.

Poster Board #651: Integrative statistical analysis of fluorescence
intermittency in single CsPbBr; quantum dots. Presented by Hawi Nyiera.

Poster Board #652: Scan-free whole nuclei super-resolution imaging with
long axial range double-helix point spread functions. Presented by Yuya
Nakatani.

Poster Board #653: Dual-mode colorimetric/fluorescent chemosensor for
Cu?'/Zn?" and fingerprint imaging based on rhodamine ethylenediamine
bis(triazolyl silsesquioxane). Presented by Enock Dare.

Poster Board #654: Multiplexed single-molecule super-resolution imaging
in 3D of mammalian cells with microfluidics and a dithered single-objective
tilted light sheet. Presented by Nahima Saliba.

Poster Board #655: Novel approach to correct for focal drift enables hours-
long fluorescence experiments of single molecules and cells. Presented by
lonel Popa.

Poster Board #656: Structural shell solvation, transport, and dielectric
properties of the {NaBF,- dimethyl sulfoxide} system at different
temperatures for sodium battery applications. Presented by Mhammed El
Kouali.

Poster Board #657: Influence of ionic liquid on surfactant induced partially
unfolded proteins. Presented by Rajkumar Sahoo.

Poster Board #658: Homologous BH1 domains of Bcl-2 family proteins
form stable amyloid aggregates. Presented by Katherine Helme.

Poster Board #659: Substrate analog dynamics are highly variable over
short distances in the SET7/9 methyltransferase active site. Presented by
Zafeiria Nektaria Nikolaidi.

Poster Board #660: Defect-engineered g-C;Nifor CO, capture. Presented
by Jessica Scaranto.



Poster Board #661: Gas phase synthesis of coronene through a directed
Ring annulation framework. Presented by Lotefa Binta Tuli.

Poster Board #662: Ultrafast spectroscopy of dye sensitized solar cells:
Investigating charge transfer dynamics between a novel porphyrin-based
dye and TiO,. Presented by Likun Cai.

Poster Board #663: Femtosecond laser-induced shockwave crystallization
in nitrate solutions by photochemical and photochemical-free processes.
Presented by Musab Hashim.

Poster Board #664: Development of the supercapacitor efficiency of the
two-dimensional graphene oxide decorated by nano magnetite through
building novel nanocomposites using nanoparticles of cobalt, manganese,
vanadium, and zirconium oxides. Presented by Abdulaziz Alayyafi.

Poster Board #665: Exploring energy transfer in zinc-phthalocyanines with
thiophene branches: Wavelength-dependent measurements utilizing
classical and entangled light. Presented by Sara Jovanovski.

Poster Board #666: Non-invasive visualization of intracellular protein
aggregates utilizing plasmon-assisted clusteroluminescence. Presented by
Ashish Dhillon.

Poster Board #667: How sensitive are chemical gardens to the gravity field.
Presented by Martina Reis.

Poster Board #668: Paper-based smartphone enhanced quercetin
detection: Novel colorimetric sensing approach using poly lactide-
stabilized gold nanoparticles. Presented by Daim Asif Raja.

Poster Board #669: High temperature sublimation and oxidation reactions
of individual hafnium and hafnium carbide nanoparticles. Presented by
Audrey Burrows.

Poster Board #670: Near-edge X-ray absorption fine structure spectra and
specific dissociation of some small peptoid molecules. Presented by Chen-
Lin Liu.



Poster Board #671: Investigating ionic liquid interface dynamics with
reflection-mode polarization selective pump probe IR spectroscopy.
Presented by Laura Leibfried.

Poster Board #672: Antifreeze proteins: From interfacial thermodynamics
and engulfment resistance to thermal hysteresis predictions. Presented by
Baron Peters.

Poster Board #673: Droplet volume dispersion and inferred ice nucleation
rates: Approaching consensus between measurements. Presented by
Baron Peters.

Poster Board #674: Crystal growth impedance from boundary layer
transport, conformational interconversion, and dimerization kinetics.
Presented by Baron Peters.

Poster Board #675: Competitive binding of ssDNA and SDS on structurally
sorted single-wall carbon nanotubes. Presented by Luke Moore.

Poster Board #676: Hydrogen bonding and hydrophobic forces modulate
deep eutectic solventsa€™ interaction with biomolecules. Presented by
Samuel Oluwole.

Poster Board #676: Hydrogen bonding and hydrophobic forces modulate
deep eutectic solventsd€™ interaction with biomolecules. Presented by
Welday Weldu.

Poster Board #676: Hydrogen bonding and hydrophobic forces modulate
deep eutectic solventsa€™ interaction with biomolecules. Presented by
Christian Agatemor.

Poster Board #677: Correlation between exciton coherence time and
probability of absorbing classical and quantum light. Presented by
Chanchal Rani.

Poster Board #678: pMAIRS: Novel surface FT-IR technique to determine
the orientation of membrane protein in monolayer. Presented by Olatayo
Olahanmi.



Poster Board #678: pMAIRS: Novel surface FT-IR technique to determine
the orientation of membrane protein in monolayer. Presented by Damilola
Ogunmola.

Poster Board #679: Highly sensitive nanopore platform for measuring
RNase A activity. Presented by Haiyan Zheng.

Poster Board #680: Characterization and analysis of leaky surface plasmon
polaritons on gold nanostripes. Presented by Janak Bhandari.

Poster Board #681: Interpretation of protein-corona formation and
inhibition of fibrillation by polyphenol capped gold nanoparticles.
Presented by Kakali Baruah.

Poster Board #682: Quantifying the formation of the oxyla€™s potential
energy surface using time-resolved ATR. Presented by Paul Zayka.

Poster Board #683: Computation of Franck&€“Condon factors for vibronic
transitions undergoing large geometrical changes. Presented by Jia-Lin
Chang.

Poster Board #684: Rational design of binding affinities of green
fluorescent proteins. Presented by Yu-Gon Eom.

Poster Board #685: Quantification of titanium and other elements in
mineral ilmenite collected from Neelam Valley employing calibration free
laser induced breakdown (CF-libs) spectroscopy and energy dispersive X-
ray spectroscopy (EDX). Presented by Altaf Ahmad.

Poster Board #686: Vibrational sum-frequency scattering spectroscopy: A
tool for studying the chemical properties of nanoparticle surfaces.
Presented by Andrew Carpenter.

Poster Board #687: Increasing the photothermal performance of dual
plasmonic nanoparticles through coupling with optically complementary
upconversion nanoparticles. Presented by Caroline Friedersdorf.

Poster Board #688: Temperature-dependent cis-trans switching in
azobenzene. Presented by Ghulam Farooqui.



Poster Board #689: Nitrile photochemistry in interstellar ice analogs.
Presented by Michelle Brann.

Poster Board #690: Is methyl a universal inert protecting group? The
curious case of i+-methylbithiophene. Presented by Paulos Fufa.

Poster Board #691: Donor-acceptor polymers with binary symmetric
acceptor cores of 1,3,4-oxadiazole, 1,3,4-thiadiazole and 1,3,4-
selenadiazole. Electrochemical and spectroelectrochemical properties.
Presented by Andualem Tullu.

Poster Board #692: EvaST: Neoantigen maturation framework with
evaluation through structure-based information. Presented by Guangiao
Zhang.

Poster Board #693: Monitoring polymerization in microdroplets via
fluorescence anisotropy. Presented by Rachel Czerwinski.

Poster Board #694: Binding biologically-relevant molecules to the surface
of CaF, nanocrystals varying in both size and morphology. Presented by
Kirsten Hahn.

Poster Board #695: Low-angle twisted bilayer graphene characterization by
conductive atomic force microscopy. Presented by Myunghoon (Brian)
Choi.

Poster Board #696: Investigation of dye degradation kinetics using
bimetallic-based composite. Presented by Munirah Albagami.

Poster Board #697: Coarse-grained strategy for modeling the self-assembly
of Janus nucleobases. Presented by Derek Chien.

Poster Board #698: Molecular motion induced enhanced emission of solid-
state macrocyclic NHC Cu(l) complex. Presented by Rempei Ando.

Poster Board #699: Photogenerated spin states in ZnO quantum
dota€“molecule conjugates. Presented by Amisha Jain.

Poster Board #700: Sensing polarization and chirality at the single-
molecule levelin living bacteria. Presented by Daniel Foust.



Poster Board #701: Band-to-band tunneling effect in a robust type-Ill van
der Waals bilayer heterostructure based on monolayer gallium oxide and
silicon-carbide. Presented by Naim Ferdous.

Poster Board #702: Ultrafast 2D IR spectroscopy for the elucidation of the
effect of nanoparticles on human amyloid polypeptide aggregation
pathways. Presented by Jason Snyder.

Poster Board #703: Elucidating subtle differences in amyloid beta
aggregates via two dimensional infrared spectroscopy. Presented by Cade
Rohler.

Poster Board #704: Magnet-doped halide perovskite quantum dots
towards efficient opto-spintronic devices applications. Presented by Thi
Thu Trinh Phan.

Poster Board #705: Electric field control of catalytic selectivity in capacitor
reactors. Presented by Syba Ismail.

Poster Board #706: Kohn-Sham Hamiltonian mapping with machine
learning for nonadiabatic molecular dynamics. Presented by Mohammad
Shakiba.

Poster Board #707: Effect of lithium salt on fluorescence quenching:
glycerol versus ionic liquid/deep eutectic solvent. Presented by Manish
Kumar.

Poster Board #708: Formation of ethanolamine-mediated surfactant-free
microemulsions using hydrophobic deep eutectic solvents. Presented by
Anjali.

Poster Board #709: Exploring relationships between cryoprotectant
permeation, membrane responses, and water exchange in Oryza Sativa
cells. Presented by Kylie Pearce.

Poster Board #710: Multi-step degradation kinetics of amphotericin Bin a
microemulsion. Presented by Julio Abreu Miranda.

Poster Board #711: Conformational dynamics of glycosylated catalytic
domain of human carbonic anhydrase IX in water. Presented by Ritwika Dey.



Poster Board #712: Towards a molecular level understanding of
polydisperse polyethylene glycol from molecular dynamics simulations.
Presented by Markus Hoffmann.

Poster Board #713: Photo-switchable radicals as reporter spins for single
molecule quantum sensing. Presented by Lakshmy Priya Ajayakumar.

Poster Board #714: Evaluation of thermodynamics average in overlapping
phase spaces. Presented by Longyuan Zhang.

Poster Board #715: Probing photoinduced dynamics in materials: Time-
resolved X-ray absorption spectroscopy (TR-XAS) and diffraction (TR-XRD).
Presented by Cunming Liu.

Poster Board #716: Solute tempered temperature accelerated molecular
sampling for enhancing conformational space sampling. Presented by
Shitanshu Bajpai.

Poster Board #717: Decanoic acid-based deep eutectic solvents:
Constituent-controlled physicochemical properties and solvatochromic
probe behavior. Presented by Anushis Patra.

Poster Board #718: Enhanced sampling in constant pH molecular
dynamics study of human carbonic anhydrase Il. Presented by Dulal
Mondal.

Poster Board #719: Photothermally reversible ambient phosphorescence
in carbazole-benzonitrile-norbornadiene conjugates driven by NBD-QC
switching. Presented by Manoj Upadhyay,.

Poster Board #720: Super-resolution via image inversion interferometry.
Presented by Cheyenne Mitchell.

Poster Board #721: Evidence of excited state electron transfer mechanism
between the photodynamic cancer therapy drug lumazine and adenine.
Presented by Lynetta Mier.

Poster Board #722: Monitoring and perturbating single molecule
interactions. Presented by Sakurako Tani.



Poster Board #723: Machine learning-enhanced single-molecule tracking:
resolving fast diffusion dynamics with motion blur. Presented by Dongyu
Fan.

Poster Board #724: Theoretical investigation of plasmon-induced catalysis
for small molecule activation in noble metal nanoclusters. Presented by
Paul Javed.

Poster Board #725: Quantifying selective metabolite transport across the
protein shell of bacterial microcompartments with molecular dynamics
simulations. Presented by Neetu Yadav.

Poster Board #726: Single-molecule imaging of cocatalysts on
semiconductor photocatalysts. Presented by William Rackers.

Poster Board #727: Elucidating self-assembly principles of a model
bacterial microcompartment through molecular dynamics simulations.
Presented by Emiel Kram.

Poster Board #728: Radiation-induced switching of a fluorescent
diarylethene. Presented by Maya McDaniel.

Poster Board #729: Study of ion pairing in water with a combination of NMR
spectroscopy and modeling. Presented by Jason Widegren.

Poster Board #733: Thermodynamic modeling of cooperative CO,
adsorption on porous materials. Presented by Peyton Summerhill.

Poster Board #734: Engineering naphthalimide luminogen: Deciphering J*-
aggregation and melamine detection in aqueous environment. Presented
by Kavita Narang.

Poster Board #735: Reconstitution study of cell membrane cargo
organization by lipid and protein phase separations in vesicle trafficking.
Presented by Il-Hyung Lee.

Poster Board #736: FTIR analysis of doped P3HT thin fFilms. Presented by
Talia Glinberg.
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Poster Board #737: Towards the application of solvated electron
precursors as a base for quantum computers. Presented by Andrei
Evdokimov.

Poster Board #738: Investigating battery electrolytes dynamics in operando
using FTIR and 2D IR imaging. Presented by Devin Williams.

Poster Board #739: Rational enzyme design guided by an Al assisted
approach: A case study of haloalkane dehalogenase. Presented by Natalia
Gelfand.

Poster Board #740: Developing and spplying improvements to anharmonic
vibrational spectroscopy simulations. Presented by Ryan Spencer.

Poster Board #741: Transient absorption spectroscopy of Au and Ag
nanoparticles: Stimulated emission from plasmonic resonances. Presented
by Angela Castillo.

Poster Board #742: Photoresponse properties of green-assisted Fe;O4
nanoparticles supported activated carbon. Presented by David Idisi.

Poster Board #743: Enhancing dye-sensitized solar cells efficiency and
stability with Ti-MOF-based quasi-solid-state electrolytes. Presented by
Ayagoz Ibrayeva.

Poster Board #744: Application of auxiliary field quantum Monte Carlo to
actinide thermochemistry. Presented by Brooke Bonar.

Poster Board #745: Relativistic ab initio calculations of the
thermochemical properties of uranium oxides, sulfides, and selenides.
Presented by Ashley Hunt.

Poster Board #746: Sustainability in catalysis: A multidimensional and
multicolored spectroscopic study of a ruthenium solar cell dye. Presented

by Sarah Hall.

Poster Board #747: Development of non-adiabatic ring polymer molecular
dynamics for strong light-matter interactions. Presented by Ziying Cao.

Poster Board #748: Electronic and steric tuning of excited-state proton
transfer in water. Presented by Cheng Chen.
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Poster Board #748: Electronic and steric tuning of excited-state proton
transfer in water. Presented by Mikhail Baranov.

Poster Board #748: Electronic and steric tuning of excited-state proton
transfer in water. Presented by Chong Fang.

Poster Board #749: Strong-weak duality via Jordan-Wigner transformation:
Robust reformulation of Wick's theorem. Presented by Guo Chen.

Poster Board #750: Pt-free and efficient counter electrode with FeC02S4
nanowires for dye-sensitized solar cells. Presented by Diana Suleimenova.

Poster Board #757: Synthesis, characterization, and ultrafast spectroscopy
and microscopy of Kesterite photovoltaic materials. Presented by Maha
Sharif.

Poster Board #757: Synthesis, characterization, and ultrafast spectroscopy
and microscopy of Kesterite photovoltaic materials. Presented by Xiao Ma.

Poster Board #758: Major groove involvement during DNA binding by
proflavine: Kinetic and thermodynamic studies. Presented by Samantha
Glazier.

Poster Board #759: Explaining the two-photon absorption spectra of dyes
and fluorescent proteins with a new quantum mechanical effect
resembling Herzberg-teller coupling. Presented by Mikhail Drobizhev.

Poster Board #760: Investigating the influence of chaperone proteins on
desmin fragment amyloid aggregation. Presented by Erin Mulhearn.

Poster Board #761: Nile red emission and aggregation behavior in model
aerosol chemical environments. Presented by Victoria Cover.

Poster Board #762: 2D IR spectroscopy of photoredox catalysts reveals
local solvation dynamics and substrate interactions. Presented by Agustin
Pineda.

Poster Board #763: Time resolved vibrational spectroscopic study of

energy transfer in the Fermi doublets of ethylene carbonate. Presented by
Luke Guerrieri.
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Poster Board #764: Excited state proton transfer from acidic alcohols to a
quinoline photobase can be solvated by non-acidic alcohol background
solvents. Presented by Jonathan Hunt.

Poster Board #765: Using EPR and DFT methods to understand the
heterodimer BChlga€™/Chlad€™ generated by exposure of Heliomicrobium
modesticaldum primary donor P800 to dioxygen. Presented by Patrick
Landry.

Poster Board #766: Exploring the mechanism of the electronic quenching
of NO (A%3*) with acetylene and benzene. Presented by Celine Diep.

Poster Board #767: Ultrafast dynamics of a photochromic molecular
switch using stimulated resonance raman spectroscopy. Presented by Katie
White.

Poster Board #768: Towards an understanding of how size and morphology
impact ligand binding on perovskite nanocrystals. Presented by J.
Beimborn.

Poster Board #769: Nature of dispersion forces in the hydrogen molecule in
its lowest triplet state. Presented by Nathan Jansen.

Poster Board #770: Probing on-surface orientation and coupling of
porphyrins at the nanoscale using tip-enhanced Raman imaging. Presented
by Bharat Dhital.

Poster Board #771: Spin dynamics in CdSe quantum shells. Presented by
Marissa Martinez.

Poster Board #772: Extraterrestrial synthesis of prebiotic molecules.
Presented by Kennedy Barnes.

Poster Board #773: Fourier transform noise spectroscopy. Presented by
Nanako Shitara.

Poster Board #774: Computational insights into the environmental

chemical degradation of emerging contaminants. Presented by Londyn
Bardash.
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Poster Board #781: Structural origins of viscosity in imidazolium and
pyrrolidinium ionic liquids coupled with the Ntf,” anion. Presented by
Raphael Ogbodo.

Poster Board #782: Understanding the dynamics of photoexcited holes in
cadmium chalcogenide nanocrystals with ultrafast transient absorption
spectroscopy. Presented by Madison Jilek.

Poster Board #783: Do ionic liquids slow down in stages? Presented by
Bichitra Borah.

Poster Board #784: Modeling on multiple scales establishes the atomistic
details of ion-solvent and ion-ion interactions in experimental, PT-
dependent NMR chemical shifts of aqueous alkali fluorides. Presented by
Demian Riccardi.

Poster Board #785: Unraveling phosphorylation processes: insights from
DUSPS5 analysis. Presented by Arslan Atangulov.

Poster Board #786: Modeling the unimolecular decay of the fluorinated
Criegee intermediates, CFHOO and CF;CHOO. Presented by Lily Guidry.

Poster Board #787: Understanding photochemical N, reduction in CdS
nanocrystal MoFe protein complexes. Presented by Lauren Pellows.

Poster Board #788: Quantum optical investigations of azobenzene
chromophores. Presented by Rumaisa Wajahath.

Poster Board #789: 3d and 4d transition metals and the ab initio correlation
consistent Composite Approach: Importance of gauge. Presented by
Bradley Welch.

Poster Board #790: Selective screening of protein secondary structures
with ICA and 2D IR spectroscopy. Presented by Dalton Boutwell.

Poster Board #791: Imaging localized electrochemical reactivity at
plasmonic nanoelectrodes. Presented by Jiamu Lin.

Poster Board #792: Theoretical investigations on the effects of molecular

structure on the aggregation of porphyrin tautomers. Presented by Nisha
Sahane.
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Poster Board #793: Role of side chains in charge localization and transfer
in Azothiazol-Dithiophene conjugated copolymers. Presented by Amani
Alsam.

Poster Board #794: Effects of point mutations on the free energy surface of
cardiac thin filament in two different states: A comprehensive
metadynamics simulation study. Presented by Krishna Ghanta.

Poster Board #795: Evolution of Beta Lactamases as studied by transition
path sampling based free energy calculations. Presented by Clara Frost.

Poster Board #796: Metadynamics study of the energetics of

conformational transition in the powerstroke of human cardiac i>-myosin.
Presented by Bai Hei.
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This poster session and all PHYS technical sessions
are partially supported by your Division of Physical
Chemistry membership dues.

Please renew your membership!

PHYS Programs also available online:

|_§|r

The Physical Chemistry Division
of the American Chemical Soclety

http://phys-acs.org/
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