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New Publication in Inorganic Chemistry
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The CMCC proudly celebrates three exceptional

h | h h _[_- ” d f d d h . Koocher, N. Z., Altman, A. B., Klein, R. A., Malliakas, C. D., Jacobsen, S. D., ---'.i!'
scnolars wno nhave Successiu y efenaea their Freedman, D. E., & Rondinelli, J. M. (2025). Tunable Negative Thermal l:{"E_h "ﬂ}&"
doctoral theses. Katie Floyd (lEft), a gr aduate Expansion in Layered Perovskite Ba3Zr2S7. Inorganic chemistry. o E@P

student in the Batteas lab at Texas A&M University, -
has successfully defended her doctoral thesis and Researchers from the Altman, Rondinelli and Freedman
Y Groups of the CMCC have reported a new discovery in

earned her PhD in (;hemistry. QNS IClOMN 15 tcrials science, focusing on the layered perovskite sulfide
CRAEIOVEIEIo [l [ RIS (CEOINETF=((elV[ok:19\7/J M Ba 71 S.. Their study, published in Inorganic Chemistry, reveals

AR (eSS U]\ (Sl =g To [Se Hali Yo [olavelg= | Rig ISR 1a [e Ml that this material exhibits tunable negative thermal expansion
earned his PhD in Chemistry. Rohesh Silva (right), (NTE) at low temperatures, a property where the material

a graduate student in the Mack group at the cetractsUpen ieating,

. e , The team used computational methods to predict this
University of Cincinnati, has successfully defended pressure-tunable NTE, which stems from a quasi-2D vibration

gifelelavel NI SN To NI LIo N o TR g DR IgR@lg=C o[ Mechanism. This finding suggests new avenues for designing
@l S g AR @] al={ =1 (VI Elu (o] s A G | M =g - ToTe I Materials with tailored thermal properties, particularly for

Rohesh on your remarkable accomplishments! applications in conventional photovoltaic devices, where
We look forward to the impact you will continue controlling thermal expansion is crucial for performance and

durability.
to make in your respective fields. b

To learn more, scan the QR code.

Probing Mechanochemical Reactions at Sliding Interfaces by Ab Initio and
Machine Learning Simulations for the Design of Lubricants

’ . 4
' w ,' This month, Professor M. Clelia Righi, a full professor from the University of Bologna,

joined our CMCC Mechanochemistry Discussions Seminar. She shared how her group
uses ab initio and machine learning-informed molecular dynamics to study
tribochemical reactions at sliding interfaces. Visit our channel to watch her seminar
and learn how her work helps design more effective lubricants, including sustainable
alternatives to petroleum-based oils.

We want to hear from you! Scan the QR code to
take a short survey about our seminar series. \6—>



https://pubs.acs.org/doi/full/10.1021/acs.inorgchem.5c00314?casa_token=P2hpXUpLq-UAAAAA%3AbY5BtTNxMf83-ZHlqt1g64msmiak-3Sh_qeGdvEG6pA3obZctQY7q2qqj77-7bOT5r91qokoFg_cqA
https://tamu.qualtrics.com/jfe/form/SV_5BFpgnQXF0wosNU
https://tamu.qualtrics.com/jfe/form/SV_5BFpgnQXF0wosNU
https://pubs.acs.org/doi/full/10.1021/acs.inorgchem.5c00314

Scan the QR code to access the Spanish version! \

iEscanee el codigo QR para acceder a la version en espaiiol!

Recent Conference Presentations from
e D reeE e e CMCC Members at Texas A&M University

from CMCC Faculty SROFY e Dr. Mark Boyer, a postdoc in the Tabor

A \ group, presented "Hunting for

R+, Spectroscopically Observable Anharmonic

x Effects in Mechanochemically Accelerated

» " Reactions," at the International Symposium

¢, for Molecular Spectroscopy in Urbana,
lllinois.

Dr. Alison Altman, professor at
Texas A&M University, presented
“Developing a Chemical Intuition
for Orbital Specific Control in
Lanthanide Complexes,” at the
Rare Earth Research Conference
in Lemont, lllinois.

Dr. Emmanuel Nwoye, a postdoc in the
Batteas and Felts group, presented the
“Experimental Quantification of Impact
Force and Energy for Mechanical Activation

Dr. Andrew Rappe, professor at &= in Vibratory Ball Mills,” at the 29th Green
the University of Pennsylvania, e Chemistry & Engineering Conference in
presented "Stretching the Limits L Pittsburgh, Pennsylvania.
of Surface Reactivity: *
Mechanochemistry and ‘ EJ Broker, a graduate studgnt in the.Batteas
Topological Catalysis,” at the : | group, presented “Employing Atomic Force
RIS e e se A | . 4 Microscopy as a Tool for the
Genoa, ltaly. o A Mechanochemical Patterning of Graphene,”
at the SPMConnect at the TechConnect
World Innovation Conference in Austin,
Dr. Isaiah Speight, professor at Texas.
William & Mary, PreSented 3D |
Printing and 3D Frameworks: JECEES Katie Floyd, a graduate student in the
5 Mechanochemical Approaches to [T '~ Batteas  group, presented “Systematic
- NEVER V(o] = Tal BTSN . 4 A Examination of the Role of Silica Additive
-7 Synthesis," at the Canadian », Properties on the Kinetics of the
e SRR SIS Al | %\ @ Mechanochemical Tolbutamide Synthesis,”
in Ottawa, Ontario, Canada. | IS at the 29th Green Chemistry & Engineering

Conference in Pittsburgh, Pennsylvania.

Welcome Our Newest Members at the CMCC!

Samuel Gunter Rodney Amankwah Evie Scally
Graduate Student in the Undergraduate Student in the Undergraduate Student in the
Felts group at Texas A&M University Speight group at William & Mary Speight group at Williom & Mary


https://tamucs.sharepoint.com/:f:/t/CMCC/EiLz55XW40BHtHfx6ezyRA4B_falUv-yQEgN3a5-ejGC0g?e=tsr7yi
https://tamucs.sharepoint.com/:f:/t/CMCC/EiLz55XW40BHtHfx6ezyRA4B_falUv-yQEgN3a5-ejGC0g?e=LO1dxzetters

