
Goldschmidt 2023 Abstract
https://doi.org/10.7185/gold2023.18626

Thermodynamics of Materials and
Minerals under Confinement: From

Ionic and Organic Solids to
Refractory Ceramics

MEGAN R. HAWKINS1, XIANGHUI ZHANG1, CODY
COCKREHAM2, ANDREW C STRZELECKI2, MARGARET

E. REECE1,2, VITALIY G. GONCHAROV1, HUI SUN3,
JIANQI QI4, XIAOFENG GUO1, STEVEN R. SAUNDERS1,

SU HA1, YONG WANG1, HONGWU XU5 AND DI WU1

1Washington State University
2Los Alamos National Laboratory
3East China University of Science and Technology
4Sichuan University
5Arizona State University; Los Alamos National Laboratory
Presenting Author: d.wu@wsu.edu

Nano and subnano-scale confinement phenomena govern both
geochemical and engineering processes, ranging from the
transport of nutrients, and contaminants in minerals near the
earth's critical zone, to heterogeneous catalysis, separation, and
energy storage in synthetic materials for a more sustainable
future. This talk summarizes our studies on the thermodynamics
of materials under 2D and 3D confinement or encapsulation
during the past 7 years. The systems presented include (i) layered
double hydroxides (LDHs) in iodine separation and capacitive
energy storage, (ii) interfacial and structural heterogeneity of
MXenes synthesized under CoFx/HCl etching environment, and
(iii) design of stable transition metal oxide/carbide - zeolite
catalysts for hydrogen production and methane conversion. In all
these systems, thermodynamics plays a critical role in paying for
the energetic costs of the metastable guest species and defective
interfaces, and in the determination of nanoscale molecular
structures at the interfaces and macroscale material
functionalities in applications.
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