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Bio

BIO

Simon R Bare is a Distinguished Staff Scientist at Stanford Synchrotron Radiation Lightsource (SSRL) at SLAC National Accelerator Laboratory.

His research is focused on in-situ/operando catalyst characterization using techniques available at synchrotrons, with a focus on X-ray absorption
spectroscopy to develop structure-property relationships. He enjoys developing and applying new catalyst characterization techniques. His group, the
Consortium for Operando and Advanced Catalyst Characterization via Electronic Spectroscopy and Structure (Co-ACCESS), develops methodology
to allow any catalysis researcher to perform their experiments effectively, efficiently, and safely at SSRL. His group currently collaborates with over 50

catalysis-focused research groups in the US and globally.

Institute Affiliations

SUNCAT Center for Interface Science and Catalysis

Appointments

2017-now Adjunct Professor, Department of Chemical Engineering, University of California, Davis

2016-now Distinguished Scientist, SSRL, SLAC National Accelerator Laboratory

2010-2016 Research Fellow, UOP LLC, Des Plaines, IL

2003—-2010 Senior Research & Development Associate, UOP LLC, Des Plaines, IL

1996-2003 Research & Development Associate, UOP LLC, Des Plaines, IL

1986-1996 Staff Scientist, The Dow Chemical Company, Midland, M

1984-1986 Postdoctoral Research Associate, Materials & Molecular Research Division, Lawrence Berkeley National Laboratory, Berkeley

1982-1984 Postdoctoral Research Associate, Laboratory of Atomic and Solid State Physics, Cornell University, Ithaca, NY

Professional Preparation
University of Liverpool, U.K. Chemistry B.Sc. (Honors) 1979
University of Liverpool, U.K. Physical Chemistry Ph.D. 1982

CURRENT ROLE AT STANFORD
Stanford Synchrotron Radiation Lightsource (SSRL)
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HONORS AND AWARDS

ACS CATL Exceptional Achievements Award, American Chemical Society (2025)

Fellow, American Association for the Advancement of Science (2009)

PATENTS

Bogdan, Paula L., Nemeth, Valeria, Bare, Simon R.. "United States Patent 9162214 Substantially nonporous substrate supported noble metal- and
lanthanide-containing catalysts for hydrogenation reactions", UOP LLC, Oct 20, 2015

Bogdan, Paula L., Nemeth, Valeria, Bare, Simon R.. "United States Patent 9126188 Method of making substantially nonporous substrate supported
noble metal- and lanthanide-containing catalysts", UOP LLC, Sep 8, 2015

Bogdan Paula L, Nemeth Valeria, Bare Simon, R.. "United States Patent 8822370 Substantially non-porous substrate supported noble metal- and
lanthanide-containing catalysts", UOP LLC, Sep 2, 2014

Bare Simon R, Kelly, Shelly D, Sinkler Wharton, Greenlay Nan.. "United States Patent 8693626 Solid material characterization with x-ray spectra in
both transmission and fluorescence modes", UOP LLC, Apr 8, 2014

Lapinski Mark P., Gajda Gregory J., Donner Jeffry, T., Rosin Richard R., Schreier Marc R, Bare Simon R.. "United States Patent 8404105 Process
and system for the transfer of a metal catalyst component from one particle to another", UOP LLC, Mar 26, 2013

Bricker Maureen L, Leonard Laura E, Kruse Todd Michael, Vassilakis James George, Bare Simon R.. "United States Patent 8101807 Methods for
converting glycerol to propanol”, UOP LLC, Jan 24, 2012

Lapinski Mark P., Gajda Gregory J., Donner Jeffry T., Rosin Richard R., Schreier Marc R, Bare Simon R. "United States Patent 7909988 Process and
system for the transfer of a metal catalyst component from one particle to another", UOP LLC, Mar 22, 2011

Gajda G.J., Lapinski M.P., Donner J.D., Bare Simon R.. "United States Patent 7799729 Reforming Catalyst", UOP LLC, Sep 21, 2010

Clark H. W., Bowman R. G., Maj J. J., Bare Simon R., Hartwell G. E.. "United States Patent 5965754 Process for the direct oxidation of olefins to
olefin oxides", The Dow Chemical Company, Oct 12, 1999

Ito L.N., Jones M.E., Bare Simon R. "United States Patent 5637548 Preparation of bimetallic catalysts for hydrodechlorination of chlorinated
hydrocarbons", The Dow Chemical Company, Jun 10, 1997

LINKS

Co-Access: https://web.slac.stanford.edu/coaccess/

Professional

PROFESSIONAL AFFILIATIONS AND ACTIVITIES

Member, Royal Society of Chemistry (2025 - present)

Member, North American Catalysis Society (1985 - present)

Member Executive Committee, International X-ray Absorption Spectroscopy (2018 - present)
Member, American Physical Society (2016 - present)

Fellow, American Association for the Advancement of Science (1998 - present)

Member, American Chemical Society (1985 - present)

Publications

PUBLICATIONS

The ever-evolving active site: transformation of single atoms to extended structures during the Rh-catalyzed reverse water-gas shift
reaction. Faraday discussions

Barber, G., Chen, X., Khan, A, Heinlein, J., Gericke, S. M., Li, M., Zakharov, D., Yang, J., Head, A. R., Cargnello, M., Rioux, R. M., Bare, S. R.
2026

Metal hybridization in dilute-alloy catalysts promotes sintering resistance by decreasing surface mobility. Nature materials
Finzel, J., Dannar, A., Sun, S., Hoffman, A. S., Soni, Y., Wang, B., Bare, S. R., Sykes, E. C., Christopher, P.
2026
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Majority Ga(l) Sites in H<sub>2</sub>-Activated Galy-Al<sub>2</sub>0<sub>3</sub> and Ga/ZSM5 Catalysts Exhibit Distinctive XANES
and Anomalous EXAFS Behavior ACS CATALYSIS

Chalmers, J. A, Vila, F. D., Li, L., Hoffman, A. S., Dong, J., Bare, S. R., Scott, S. L.
2026

Selective chemical looping combustion of acetylene in ethylene-rich streams. Science (New York, N.Y.)

Jacob, M., Nguyen, H., Raj, R., Garcia-Barriocanal, J., Hong, J., Perez-Aguilar, J. E., Hoffman, A. S., Mkhoyan, K. A., Bare, S. R., Neurock, M.,
Bhan, A.

2025; 387 (6735): 744-749

Quantifying the Site Heterogeneities of Non-Uniform Catalysts Using QuantEXAFS CHEMISTRYMETHODS
Rana, R., Hong, J., Hoffman, A. S., Werghi, B., Bare, S. R., Kulkarni, A. R.
2024

Recommendations to standardize reporting, execution, and interpretation of X-ray Absorption Spectroscopy measurements JOURNAL OF
CATALYSIS

Meyer, R. J., Bare, S. R., Canning, G. A., Chen, J. G., Chu, P. M., Hock, A. S., Hoffman, A. S., Karim, A. M., Kelly, S. D., Lei, Y., Stavitski, E.,
Wrasman, C. J.

2024; 432

Tracking Active Phase Behavior on Boron Nitride during the Oxidative Dehydrogenation of Propane Using Operando X-ray Raman
Spectroscopy. Journal of the American Chemical Society

Cendejas, M. C., Paredes Mellone, O. A., Kurumbail, U., Zhang, Z., Jansen, J. H., Ibrahim, F., Dong, S., Vinson, J., Alexandrova, A. N., Sokaras, D.,
Bare, S. R., Hermans, I.

2023

CatMass: software for calculating optimal sample masses for X-ray absorption spectroscopy experiments involving complex sample
compositions. Journal of synchrotron radiation

Perez-Aguilar, J. E., Caine, A., Bare, S. R., Hoffman, A. S.
2023

Bridging the Gap between the X-ray Absorption Spectroscopy and the Computational Catalysis Communities in Heterogeneous Catalysis:
A Perspective on the Current and Future Research Directions ACS CATALYSIS

Rana, R., Vila, F. D., Kulkarni, A. R., Bare, S. R.
2022; 12 (22): 13813-13830

A Theory-Guided X-ray Absorption Spectroscopy Approach for Identifying Active Sites in Atomically Dispersed Transition-Metal
Catalysts. Journal of the American Chemical Society

Chen, Y,, Rana, R., Sours, T., Vila, F. D., Cao, S., Blum, T., Hong, J., Hoffman, A. S., Fang, C., Huang, Z., Shang, C., Wang, C., Zeng, et al
2021

Low-Temperature Restructuring of CeO2-Supported Ru Nanoparticles Determines Selectivity in CO2 Catalytic Reduction. Journal of the
American Chemical Society

Aitbekova, A. n., Wu, L. n., Wrasman, C. J., Boubnoyv, A. n., Hoffman, A. S., Goodman, E. D., Bare, S. R., Cargnello, M. n.
2018; 140 (42): 1373645

Effects of Polymer Morphology on Solvent and Catalyst Accessibility during Polyethylene and Polystyrene Autoxidation JACS AU

Maurya, A. K., Asundi, A. S., Hesse, S. A., Ebrahim, A. M., Sullivan, K. P., Miscall, J., Richardson, J. A., Bare, S. R., Sarangi, R., Beckham, G. T,,
Tassone, C. J.

2026

Polymer Deconstruction and Redesign Strategies for Plastics Recycling ADVANCED MATERIALS TECHNOLOGIES
Maurya, A. K., Asundi, A. S., Bozkurt, O. D., Knauer, K. M., Bare, S. R., Tassone, C. J.
2026

Probing Terra Incognita of Ni-P Catalysts: Operando Explorations during Hydrogen Evolution Reaction. Journal of the American Chemical
Society

Kong, S., Soto, E., Hong, J., Davis, R., Nelson, E., Roddatis, V., Lebedey, O. I., Zheng, W., Odhiambo, H. W., Oh, N., Upadhyay, V., Spera, N. C.,
Raturi, et al

2026
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Solventless, ambient-pressure production of bio-based lactones over earth-abundant, mixed metal oxide catalysts for circular
polyesters. Nature communications

Kiani, D., Rosetto, G., Ibrahim, F., Bozkurt, O. D., Pal, A., Van Roijen, E. C., DesVeaux, J. S., Bare, S. R., Hermans, |., Beckham, G. T.
2026

Highly Stable Supported Cu-Ni Dilute Alloy Catalyst for Efficient CO2 Reforming of Methane. Journal of the American Chemical Society
Wang, L., Hong, J., Yang, W., Liang, Y., Vila, F., Hu, J., Chang, H., Tao, Y., Wang, Z., Haynes, B. S., Bare, S. R., Gates, B. C., Huang, et al
2026

Adapted Cell Design for the Operando X-Ray Absorption Study of a Structurally Evolving Cu Nanoparticle Ensemble during the
CO<sub>2</sub> Electroconversion to Multicarbon Products JOURNAL OF PHYSICAL CHEMISTRY C

Louisia, S., Feijoo, J., Yang, Y., Yu, S., Fonseca Guzman, M. V., Shan, Y., Tusini, E., Hoffman, A. S., Bare, S. R., Yang, P.
2025

Dynamic Features of Cu-Ceria Interface under CO<sub>2</sub> Hydrogenation to Methanol ACS CATALYSIS

Li, Y., Chen, Y., Song, H., Unocic, K. A., Perez-Aguilar, J., Hong, J., Hoffman, A. S., Moncada, J., Kim, J., Daemen, L., Cheng, Y., Wang, C.,
Senanayake, et al

2025

Operando XAS and DFT Uncover Structure-Performance Relationships in Re/TiO2 for Selective CO2 Hydrogenation to Methanol. ACS
catalysis

Gothe, M. L., Braga, A. H., Borges, L. R., Hong, J., Farias, G., Torrez Baptista, A. D., Larico, B. A, Cansian, A. B., Rodrigues Miranda, C., Bare, S.
R., Rossi, L. M., Vidinha, P.

2025; 15 (22): 19111-19126

Reversible temperature-induced shape transition of Pt nanoparticles supported on Al203. Nanoscale advances
Pool Mazun, R., Khan, S. A., Liao, V., Hansen, T. W., Yousuf, M. R., Yang, P., Shrotri, A., Hoffman, A. S., Bare, S. R., Vlachos, D. G., Karim, A. M.
2025

Operando XAS and DFT Uncover Structure-Performance Relationships in Re/TiO<sub>2</sub> for Selective CO<sub>2</sub>
Hydrogenation to Methanol ACS CATALYSIS

Gothe, M., Braga, A., Borges, L., Hong, J., Farias, G., Torrez Baptista, A., Larico, B., Cansian, A., Rodrigues Miranda, C., Bare, S. R., Rossi, L.,
Vidinha, P.

2025

X-ray absorption spectroscopy of lanmodulin-derived peptides bound to rare earth elements. Journal of synchrotron radiation
Smerigan, A., Hoffman, A. S., Perez-Aguilar, J., Shi, R., Bare, S. R.
2025

Defect-Driven Redox Interplay on Anatase TiO2: Surface-Structure Dependent Activation for CO2 Hydrogenation Catalysis. Journal of the
American Chemical Society

Chen, X, Lee, Y., Hong, S., Schroeder, E. K., Gericke, S. M., Barber, G. D., Chen, Z., Hesse, S. A., Tassone, C. J., Rioux, R. M., Christopher, P.,
Bare, S. R,, Li, et al

2025

Tuning Catalytic Reactivity via Wetting Control through Oxygen Vacancies: Ru Clusters on Anatase TiO2 and CeO2 Supports. Journal of the
American Chemical Society

Chen, L., Moore, C. G., Umhey, C. E., Perez-Aguilar, J. E., Hong, J., Hoffman, A. S., Thorpe, R. M., Moreira, J. B., Kovarik, L., Bare, S. R., Raugei,
S., McEwen, J. S., Szanyi, et al

2025

Titanium-, Nitrogen-Doped Carbon Flowers Catalyze Electrochemical Nitrate Reduction Reaction to Ammonia. Journal of the American
Chemical Society

Liu, M. J., Fernandez Otero, C. A., Patino, D. U., Gong, H., Hossain, M. D., Matthews, J. E., Williams, K. S., Vargas, A., Zachman, M. J., Hoffman, A.
S., Nordlund, D., Bajdich, M., Bare, et al

2025

Structural Evolution and Stability of Rh/TiO<sub>2</sub> Catalysts under CO<sub>2</sub> Hydrogenation Conditions: Influence of the
Initial Rh Structure ACS CATALYSIS

Schroeder, E. K., Hong, S., Chen, X., Hoffman, A. S., Chen, Z., Khan, A., Barber, G. D., Bac, S., Rioux, R. M., Yang, J., Tassone, C. J., Bare, S. R.,
Christopher, et al
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2025

Volcano-like Activity Trends in Au@Pd Catalysts: The Role of Pd Loading and Nanoparticle Size. Chemphyschem : a European journal of
chemical physics and physical chemistry

Braga, A. H., Fiorio, J. L., Yang, O., Silva, K. L., Silva, T. A., Hoffman, A. S., Bare, S. R, Bettini, J., Mogili, N. V., Rossi, L. M.
2025: 2500164

Exploring characteristics of palladium-loaded tin (IV) oxide nanohybrids towards chemiresistive gas sensing APPLIED SURFACE SCIENCE
Ozbakir, Y., Li, Z., Zheng, Q., Hong, J., Perez-Aguilar, J. E., Bare, S. R., Alghannam, A., Goel, N., Bart, S., Carraro, C., Maboudian, R.
2025; 690

Intermediate-Temperature Reverse Water-Gas Shift under Process-Relevant Conditions Catalyzed by Dispersed Alkali Carbonates. JACS
Au

Tamakuwala, K. N., Kennedy, R. P,, Li, C. S., Mutz, B., Boller, P., Bare, S. R., Kanan, M. W.
2025; 5 (3): 1083-1089

Best practices for in-situ and operando techniques within electrocatalytic systems. Nature communications
Prajapati, A., Hahn, C., Weidinger, I. M., Shi, Y., Lee, Y., Alexandrova, A. N., Thompson, D., Bare, S. R., Chen, S., Yan, S., Kornienko, N.
2025; 16 (1): 2593

Intermediate-Temperature Reverse Water-Gas Shift under Process-Relevant Conditions Catalyzed by Dispersed Alkali Carbonates JACS
AU

Tamakuwala, K. N., Kennedy, R. P,, Li, C. S., Mutz, B., Boller, P., Bare, S. R., Kanan, M. W.
2025

Synergistic effects of Pd single atoms and nanoclusters boosting SnO<sub>2</sub> gas sensing performance JOURNAL OF MATERIALS
CHEMISTRY C

Ozbakir, Y., Xia, Y., Pan, A, Hong, J., Perez-Aguilar, J. E., Bare, S. R., Rossi, F., Dhall, R., Alghannam, A., Goel, N., Bart, S., Carraro, C.,
Maboudian, et al

2025

Advanced EXAFS analysis techniques applied to theL-edges of the lanthanide oxides. Journal of applied crystallography
Smerigan, A., Hoffman, A. S., Ostervold, L., Hong, J., Perez-Aguillar, J., Caine, A. C., Greenlee, L., Bare, S. R.
2024; 57 (Pt 6): 1913-1923

Dynamic Behavior of Pt Multimetallic Alloys for Active and Stable Propane Dehydrogenation Catalysts. Journal of the American Chemical
Society

Werghi, B., Saini, S., Chung, P. H., Kumar, A., Ebrahim, A. M., Abels, K., Chi, M., Abild-Pedersen, F., Bare, S. R., Cargnello, M.
2024

Metal-support interactions in metal oxide-supported atomic, cluster, and nanoparticle catalysis CHEMICAL SOCIETY REVIEWS
Leybo, D., Etim, U. J., Monai, M., Bare, S. R., Zhong, Z., Vogt, C.
2024; 53 (21): 10450-10490

Synthesis of Amorphous and Various Phase-Pure Nanoparticles of Nickel Phosphide with Uniform Sizes via a Trioctylphosphine-Mediated
Pathway. /norganic chemistry

Thompson, D., Hoffman, A. S., Mansley, Z., York, S., Wang, F., Zhu, Y., Bare, S. R., Chen, J.
2024

Steam-Assisted Selective CO2 Hydrogenation to Ethanol over Ru-In Catalysts. Angewandte Chemie (International ed. in English)

Zhou, C., Aitbekova, A, Liccardo, G., Oh, J., Stone, M., McShane, E. J., Werghi, B., Nathan, S., Song, C., Ciston, J., Bustillo, K., Hoffman, A. S.,
Hong, et al

2024: 202406761

Understanding and Harnessing Nanoscale Immiscibility in Ru-In Alloys for Selective CO2 Hydrogenation. Journal of the American Chemical
Society

Zhou, C., Liccardo, G., Hoffman, A. S., Oh, J., Holmes, S. E., Vailionis, A., Bare, S. R., Cargnello, M.
2024

Revealing Structural Evolution of Nickel Phosphide-lron Oxide Core-Shell Nanocatalysts in Alkaline Medium for the Oxygen Evolution
Reaction. Chemistry of materials : a publication of the American Chemical Society

Manso, R. H., Hong, J., Wang, W., Acharya, P., Hoffman, A. S., Tong, X., Wang, F., Greenlee, L. F., Zhu, Y., Bare, S. R., Chen, J.
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2024; 36 (13): 6440-6453

Revealing Structural Evolution of Nickel Phosphide-lron Oxide Core-Shell Nanocatalysts in Alkaline Medium for the Oxygen Evolution
Reaction CHEMISTRY OF MATERIALS

Manso, R. H., Hong, J., Wang, W., Acharya, P., Hoffman, A. S., Tong, X., Wang, F., Greenlee, L. F., Zhu, Y., Bare, S. R., Chen, J.
2024

Site requirements for inhibition-free CO oxidation over silica-supported bimetallic PdCu alloys CATALYSIS SCIENCE & TECHNOLOGY
Kristy, S., Svadlenak, S., Hoffmann, A. S., Bare, S. R., Goulas, K. A.
2024; 14 (14): 3956-3965

A US perspective on closing the carbon cycle to defossilize difficult-to-electrify segments of our economy. Nature reviews. Chemistry

Shaw, W. J., Kidder, M. K., Bare, S. R., Delferro, M., Morris, J. R., Toma, F. M., Senanayake, S. D., Autrey, T., Biddinger, E. J., Boettcher, S.,
Bowden, M. E., Britt, P. F., Brown, et al

2024

Dynamic structural evolution of MgO-supported palladium catalysts: from metal to metal oxide nanoparticles to surface then subsurface
atomically dispersed cations. Chemical science

Chen, Y., Rana, R., Zhang, Y., Hoffman, A. S., Huang, Z., Yang, B., Vila, F. D., Perez-Aguilar, J. E., Hong, J., Li, X., Zeng, J., Chi, M., Kronawitter, et
al

2024; 15 (17): 6454-6464

A Versatile Electrochemical Cell for <i>Operando</i> XAS CHEMCATCHEM
Ostervold, L., Hoffman, A. S., Thompson, D., Bare, S. R., Clark, E.
2024

Dynamic structural evolution of MgO-supported palladium catalysts: from metal to metal oxide nanoparticles to surface then subsurface
atomically dispersed cations CHEMICAL SCIENCE

Chen, Y,, Rana, R., Zhang, Y., Hoffman, A. S., Huang, Z., Yang, B., Vila, F. D., Perez-Aguilar, J. E., Hong, J., Li, X., Zeng, J., Chi, M., Kronawitter, et
al

2024

Reduction of Cofed Carbon Dioxide Modifies the Local Coordination Environment of Zeolite-Supported, Atomically Dispersed Chromium
to Promote Ethane Dehydrogenation. Journal of the American Chemical Society

Zhou, W., Felvey, N., Guo, J., Hoffman, A. S., Bare, S. R., Kulkarni, A. R., Runnebaum, R. C., Kronawitter, C. X.
2024

Acetylene ligands stabilize atomically dispersed supported rhodium complexes under harsh conditions CHEMICAL ENGINEERING
JOURNAL

Zhao, Y., Kurtoglu-Oztulum, S. F., Hoffman, A. S., Hong, J., Perez-Aguilar, J., Bare, S. R., Uzun, A.
2024; 485

Dynamic Behavior of Platinum Atoms and Clusters in the Native Oxide Layer of Aluminum Nanocrystals. ACS nano
Robatjazi, H., Battsengel, T., Finzel, J., Tieu, P., Xu, M., Hoffman, A. S., Qi, J., Bare, S. R., Pan, X., Chmelka, B. F., Halas, N. J., Christopher, P.
2024

Hydrogenolysis of Polyethylene and Polypropylene into Propane over Cobalt-Based Catalysts (Retraction of Vol 2, Pg 2259, 2022) JACS
AU

Zichittella, G., Ebrahim, A. M., Zhu, J., Brenner, A. E., Drake, G., Beckham, G. T., Bare, S. R., Rorrer, J. E., Roman-Leshkov, Y.
2024; 4 (2): 865

Impact of Local Structure in Supported CaO Catalysts for Soft-Oxidant-Assisted Methane Coupling Assessed through Ca K-Edge X-ray
Absorption Spectroscopy JOURNAL OF PHYSICAL CHEMISTRY C

Filardi, L. R., Vila, F. D., Hong, J., Hoffman, A. S., Perez-Aguilar, J. E., Bare, S. R., Runnebaum, R. C., Kronawitter, C. X.
2024; 128 (3): 1165-1176

Understanding the Control of Speciation of Molybdenum Oxides in MFI-Type Zeolites CHEMISTRY OF MATERIALS
Hiennadi, E. J., Molajafari, F., Rana, R., Hoffman, A. S., Bare, S. R., Howe, J. D., Khatib, S. J.
2023; 35 (23): 9907-9923

Significant Roles of Surface Hydrides in Enhancing the Performance of Cu/BaTiO<sub>2.8</sub>H<sub>0.2</sub> Catalyst for
CO<sub>2</sub> Hydrogenation to Methanol ANGEWANDTE CHEMIE-INTERNATIONAL EDITION
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He, Y, Li, Y, Lei, M., Polo-Garzon, F., Perez-Aguilar, J., Bare, S. R., Formo, E., Kim, H., Daemen, L., Cheng, Y., Hong, K., Chi, M., Jiang, et al
2023: e202313389

Ceria Incorporation in Sinter-Resistant Platinum-Based Catalysts ACS CATALYSIS

Stone, M. L., Cendejas, M. C., Persson, A., Liccardo, G., Smith, J., Kumar, A., Zhou, C., Gardner, E., Aitbekova, A., Bustillo, K. C., Chi, M., Bare, S.
R., Cargnello, et al

2023; 13 (22): 14853-14863

Spectroscopic determination of metal redox and segregation effects during CO and CO/NO oxidation over silica-supported Pd and PdCu
catalysts APPLIED CATALYSIS B-ENVIRONMENT AND ENERGY

Kristy, S., Svadlenak, S., Hoffman, A. S., Bare, S. R., Goulas, K. A.
2024; 342

Cation Incorporation into Copper Oxide Lattice at Highly Oxidizing Potentials. ACS applied materials & interfaces

Ostervold, L., Smerigan, A., Liu, M. J., Filardi, L. R., Vila, F. D., Perez-Aguilar, J. E., Hong, J., Tarpeh, W. A, Hoffman, A. S., Greenlee, L. F., Clark, E.
L., Janik, M. J., Bare, et al

2023

Elucidating the role of Fe-Mo interactions in the metal oxide precursors for Fe promoted Mo/ZSM-5 catalysts in non-oxidative methane
dehydroaromatization CHEMICAL ENGINEERING JOURNAL

Hossain, M., Dhillon, G., Liu, L., Sridhar, A., Hiennadi, E. J., Hong, J., Bare, S. R, Xin, H., Ericson, T., Cozzolino, A., Khatib, S. J.
2023; 475

Aqueous Structure of Lanthanide-EDTA Coordination Complexes Determined by a Combined DFT/EXAFS Approach INORGANIC
CHEMISTRY

Smerigan, A., Biswas, S., Vila, F. D., Hong, J., Perez-Aguilar, J., Hoffman, A. S., Greenlee, L., Getman, R. B., Bare, S. R.
2023; 62 (36): 14523-14532

Size-Dependent Dispersion of Rhodium Clusters into Isolated Single Atoms at LowTemperature and the Consequences for CO Oxidation
Activity. Angewandte Chemie (International ed. in English)

Albrahim, M., Shrotri, A., Unocic, R., Hoffman, A., Bare, S., Karim, A. M.
2023: €202308002

Temporal Ni K-Edge X-ray Absorption Spectroscopy Study Reveals the Kinetics of the Ni Redox Behavior of the Iron-Nickel Oxide
Bimetallic OER Catalyst JOURNAL OF PHYSICAL CHEMISTRY C

Acharya, P., Hong, J., Manso, R., Hoffman, A. S. S., Kekedy-Nagy, L., Chen, J., Bare, S. R. R., Greenlee, L. F. F.
2023

CO Oxidation on Ir-1/TiO2: Resolving Ligand Dynamics and Elementary Reaction Steps ACS CATALYSIS
Thompson, C. B. B, Liu, L., Leshchey, D. S. S., Hoffman, A. S. S., Hong, J., Bare, S. R. R., Unocic, R. R. R, Stavitski, E., Xin, H., Karim, A. M. M.
2023; 13 (12): 7802-7811

Observations of Ethylene-for-CO Ligand Exchanges on a Zeolite-Supported Single-Site Rh Catalyst by X-ray Absorption
Spectroscopy. The journal of physical chemistry letters

Hoffman, A. S., Muller, O., Hong, J., Canning, G. A., Fang, C., Perez-Aguilar, J. E., Gates, B. C., Bare, S. R.
2023: 4591-4599

Memory-dictated dynamics of single-atom Pt on CeO2 for CO oxidation. Nature communications
Zhang, Z., Tian, J., Lu, Y., Yang, S., Jiang, D., Huang, W., Li, Y., Hong, J., Hoffman, A. S., Bare, S. R., Engelhard, M. H., Datye, A. K., Wang, et al
2023; 14 (1): 2664

Dynamic Evolution of Palladium Single Atoms on Anatase Titania Support Determines the Reverse Water-Gas Shift Activity. Journal of the
American Chemical Society

Chen, L., Allec, S. I., Nguyen, M., Kovarik, L., Hoffman, A. S., Hong, J., Meira, D., Shi, H., Bare, S. R., Glezakou, V., Rousseau, R., Szanyi, J.
2023

Limits of Detection for EXAFS Characterization of Heterogeneous Single-Atom Catalysts ACS CATALYSIS
Finzel, J., Gutierrez, K., Hoffman, A. S., Resasco, J., Christopher, P., Bare, S. R.
2023; 13 (9): 6462-6473

Rigorous Oxidation State Assignments for Supported Ga-Containing Catalysts Using Theory-Informed X-ray Absorption Spectroscopy
Signatures from Well-Defined Ga(l) and Ga(lll) Compounds ACS CATALYSIS
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Li, L., Chalmers, J. A., Bare, S. R,, Scott, S. L., Vila, F. D.
2023: 6549-6561

Genesis of Active Pt/Ce0O2 Catalyst for Dry Reforming of Methane by Reduction and Aggregation of Isolated Platinum Atoms into
Clusters. Small (Weinheim an der Bergstrasse, Germany)

Das, S., Anjum, U,, Lim, K. H., He, Q., Hoffman, A. S., Bare, S. R., Kozlov, S. M., Gates, B. C., Kawi, S.
2023: €2207272

Elemental zoning enhances mass transport in zeolite catalysts for methanol to hydrocarbons NATURE CATALYSIS
Le, . T., Qin, W., Agarwal, A., Nikolopoulos, N., Fu, D., Patton, M. D., Weiland, C., Bare, S. R., Palmer, J. C., Weckhuysen, B. M., Rimer, J. D.
2023; 6 (3): 254-+

Dynamic Tracking of NiFe Smart Catalysts using In Situ X-Ray Absorption Spectroscopy for the Dry Methane Reforming Reaction ACS
CATALYSIS

Shah, S., Hong, J., Cruz, L., Wasantwisut, S., Bare, S. R., Gilliard-AbdulAziz, K.
2023

Selective Catalytic Behavior Induced by Crystal-Phase Transformation in Well-Defined Bimetallic Pt-Sn Nanocrystals. Small (Weinheim an
der Bergstrasse, Germany)

Werghi, B., Wu, L., Ebrahim, A. M., Chi, M., Ni, H., Cargnello, M., Bare, S. R.
2023: e2207956

Structure and Site Evolution of Framework Ni Species in MIL-127 MOFs for Propylene Oligomerization Catalysis. Journal of the American
Chemical Society

Yeh, B., Chheda, S., Prinslow, S. D., Hoffman, A. S., Hong, J., Perez-Aguilar, J. E., Bare, S. R, Lu, C. C., Gagliardi, L., Bhan, A.
2023

Nano-sized Metallic Nickel Clusters Stabilized on Dealuminated beta-Zeolite: A Highly Active and Stable Ethylene Hydrogenation
Catalyst JOURNAL OF PHYSICAL CHEMISTRY C

Meloni, M., Hong, J., Hoffman, A. S., Holton, S., Kulkarni, A., Bare, S. R., Runnebaum, R. C.
2022

Templated encapsulation of platinum-based catalysts promotes high-temperature stability to 1,100°C. Nature materials

Aitbekova, A., Zhou, C., Stone, M. L., Lezama-Pacheco, J. S., Yang, A., Hoffman, A. S., Goodman, E. D., Huber, P., Stebbins, J. F., Bustillo, K. C.,
Ercius, P., Ciston, J., Bare, et al

2022

Hydrogenolysis of Polyethylene and Polypropylene into Propane over Cobalt-Based Catalysts (Retracted Article) JACS AU
Zichittella, G., Ebrahim, A. M., Zhu, J., Brenner, A. E., Drake, G., Beckham, G. T., Bare, S. R., Rorrer, J. E., Roman-Leshkov, Y.
2022; 2 (10): 2259-2268

Surface Fe clusters promote syngas reaction to oxygenates on Rh catalysts modified by atomic layer deposition JOURNAL OF CATALYSIS
Nathan, S. S., Asundi, A. S., Hoffman, A. S., Hong, J., Zhou, C., Vila, F. D., Cargnello, M., Bare, S. R., Bent, S. F.
2022; 414: 125-136

Dehydrogenation of Propane and n-Butane Catalyzed by Isolated PtZn4 Sites Supported on Self-Pillared Zeolite Pentasil Nanosheets ACS
CATALYSIS

Qj, L., Zhang, Y., Babucci, M., Chen, C., Lu, P, Li, J., Dun, C., Hoffman, A. S., Urban, J. J., Tsapatsis, M., Bare, S. R., Han, Y., Gates, et al
2022; 12 (18): 11177-11189

Extension of Rietveld Refinement for Benchtop Powder XRD Analysis of Ultrasmall Supported Nanoparticles CHEMISTRY OF MATERIALS
Lipp, J., Banerjee, R., Patwary, M., Patra, N., Dong, A., Girgsdies, F., Bare, S. R., Regalbuto, J. R.
2022

Interconversion of Atomically Dispersed Platinum Cations and Platinum Clusters in Zeolite ZSM-5 and Formation of Platinum gem-
Dicarbonyls. Journal of the American Chemical Society

Felvey, N., Guo, J., Rana, R., Xu, L., Bare, S. R., Gates, B. C., Katz, A., Kulkarni, A. R., Runnebaum, R. C., Kronawitter, C. X.
2022

Iridium pair sites anchored to Zr608 nodes of the metal-organic framework UiO-66 catalyze ethylene hydrogenation JOURNAL OF
CATALYSIS
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Babucci, M., Conley, E. T., Hoffman, A. S., Bare, S. R., Gates, B. C.
2022; 411: 177-186

Atomically Dispersed Platinum in Surface and Subsurface Sites on MgO Have Contrasting Catalytic Properties for CO Oxidation. The
Journal of physical chemistry letters

Chen, Y., Rana, R., Huang, Z., Vila, F. D., Sours, T., Perez-Aguilar, J. E., Zhao, X., Hong, J., Hoffman, A. S., Li, X., Shang, C., Blum, T., Zeng, et al
2022: 3896-3903

Catalytic Performance and Near-Surface X-ray Characterization of Titanium Hydride Electrodes for the Electrochemical Nitrate Reduction
Reaction. Journal of the American Chemical Society

Liu, M. J., Guo, J., Hoffman, A. S., Stenlid, J. H., Tang, M. T, Corson, E. R., Stone, K. H., Abild-Pedersen, F., Bare, S. R., Tarpeh, W. A.
2022

Steering CO2 hydrogenation toward C-C coupling to hydrocarbons using porous organic polymer/metal interfaces. Proceedings of the
National Academy of Sciences of the United States of America

Zhou, C., Asundi, A. S., Goodman, E. D., Hong, J., Werghi, B., Hoffman, A. S., Nathan, S. S., Bent, S. F.,, Bare, S. R., Cargnello, M.
2022; 119 (7)

Fe Coordination Environment, Fe-Incorporated Ni(OH)(2) Phase, and Metallic Core Are Key Structural Components to Active and Stable
Nanoparticle Catalysts for the Oxygen Evolution Reaction ACS CATALYSIS

Acharya, P., Manso, R. H., Hoffman, A. S., Bakovic, S., Kekedy-Nagy, L., Bare, S. R., Chen, J., Greenlee, L. F.
2022

CO oxidation on MgAI204 supported Ir-n: activation of lattice oxygen in the subnanometer regime and emergence of nuclearity-activity
volcano JOURNAL OF MATERIALS CHEMISTRY A

Lu, Y., Thompson, C., Kuo, C., Zhang, X., Hoffman, A. S., Boubnov, A., Bare, S. R., Kovarik, L., Xin, H., Karim, A. M.
2022

Reactivity of Pd-MO2 encapsulated catalytic systems for CO oxidation CATALYSIS SCIENCE & TECHNOLOGY
Paz Herrera, L., Freitas, L., Hong, J., Hoffman, A. S., Bare, S. R., Nikolla, E., Medlin, J.
2022

Colloidal Platinum-Copper Nanocrystal Alloy Catalysts Surpass Platinum in Low-Temperature Propene Combustion. Journal of the
American Chemical Society

Tahsini, N., Yang, A. C., Streibel, V., Werghi, B., Goodman, E. D., Aitbekova, A., Bare, S. R., Li, Y., Abild-Pedersen, F., Cargnello, M.
2022

First-Principles Approach to Extracting Chemical Information from X-ray Absorption Near-Edge Spectra of Ga-Containing
Materials JOURNAL OF PHYSICAL CHEMISTRY C

Groden, K., Vila, F. D, Li, L., Bare, S. R, Scott, S. L., McEwen, J.
2021; 125 (51): 27901-27908

Dynamic Surface Reconstruction Unifies the Electrocatalytic Oxygen Evolution Performance of Nonstoichiometric Mixed Metal
Oxides. JACS Au

Samira, S., Hong, J., Camayang, J. C., Sun, K., Hoffman, A. S., Bare, S. R., Nikolla, E.
1800; 1 (12): 2224-2241

Mechanistic and Electronic Insights into a Working NiAu Single-Atom Alloy Ethanol Dehydrogenation Catalyst. Journal of the American
Chemical Society

Giannakakis, G., Kress, P., Duanmu, K., Ngan, H. T,, Yan, G., Hoffman, A. S., Qi, Z., Trimpalis, A., Annamalai, L., Ouyang, M., Liu, J., Eagan, N.,
Biener, et al

1800

Propane Dehydrogenation Catalyzed by Isolated Pt Atoms in =SiOZn-OH Nests in Dealuminated Zeolite Beta. Journal of the American
Chemical Society

Qj, L., Babucci, M., Zhang, Y., Lund, A, Liu, L., Li, J., Chen, Y., Hoffman, A. S., Bare, S. R., Han, Y., Gates, B. C., Bell, A. T.
2021

Identifying higher oxygenate synthesis sites in Cu catalysts promoted and stabilized by atomic layer deposited Fe203 JOURNAL OF
CATALYSIS

Asundi, A. S., Nathan, S. S., Hong, J., Hoffman, A. S., Pennel, M., Bare, S. R., Bent, S. F.
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2021; 404: 210-223

Lanthanum induced lattice strain improves hydrogen sulfide capacities of copper oxide adsorbents AICHE JOURNAL
Canning, G. A., Azzam, S. A., Hoffman, A. S., Boubnov, A., Alshafei, F. H., Ghosh, R., Ko, B., Datye, A., Bare, S. R., Simonetti, D. A.
2021

Monolayer Support Control and Precise Colloidal Nanocrystals Demonstrate Metal-Support Interactions in Heterogeneous
Catalysts. Advanced materials (Deerfield Beach, Fla.)

Goodman, E. D., Asundi, A. S., Hoffman, A. S., Bustillo, K. C., Stebbins, J. F., Bare, S. R., Bent, S. F., Cargnello, M.
2021: 2104533

Insights and comparison of structure-property relationships in propane and propene catalytic combustion on Pd- and Pt-based
catalysts JOURNAL OF CATALYSIS

Yang, A., Streibel, V., Choksi, T. S., Aljama, H., Werghi, B., Bare, S. R., Sanchez-Carrera, R. S., Schaefer, A,, Li, Y., Abild-Pedersen, F., Cargnello, M.
2021; 401: 89-101

Characterization of a Metal-Organic Framework Zr608 Node-Supported Atomically Dispersed Iridium Catalyst for Ethylene Hydrogenation
by X-ray Absorption Near-Edge Structure and Infrared Spectroscopies JOURNAL OF PHYSICAL CHEMISTRY C

Babucci, M., Hoffman, A. S., Bare, S. R., Gates, B. C.
2021; 125 (31): 16995-17007

Tailoring the Local Environment of Platinumin Single-Atom Pt1/Ce0O2 Catalysts for Robust Low-Temperature CO Oxidation. Angewandte
Chemie (International ed. in English)

Jiang, D., Yao, Y., Li, T., Wan, G., Pereira-Hernandez, X. I., Lu, Y., Tian, J., Khivantsev, K., Engelhard, M. H., Sun, C., Garcia-Vargas, C. E., Hoffman,
A.S., Bare, et al

2021

Beyond Radical Rebound: Methane Oxidation to Methanol Catalyzed by Iron Species in Metal-Organic Framework Nodes JOURNAL OF
THE AMERICAN CHEMICAL SOCIETY

Simons, M. C., Prinslow, S. D., Babucci, M., Hoffman, A. S., Hong, J., Vitillo, J. G, Bare, S. R., Gates, B. C., Lu, C. C., Gagliardi, L., Bhan, A.
2021; 143 (31): 12165-12174

Unlocking the Catalytic Potential of TiO2-Supported Pt Single Atoms for the Reverse Water-Gas Shift Reaction by Altering Their Chemical
Environment JACS AU

Chen, L., Unocic, R. R., Hoffman, A. S., Hong, J., Braga, A. H., Bao, Z., Bare, S. R., Szanyi, J.
2021; 1 (7): 977-986

Unlocking the Catalytic Potential of TiO2-Supported Pt Single Atoms for the Reverse Water-Gas Shift Reaction by Altering Their Chemical
Environment. JACS Au

Chen, L., Unocic, R. R., Hoffman, A. S., Hong, J., Braga, A. H., Bao, Z., Bare, S. R., Szanyji, J.
2021; 1 (7): 977-986

Understanding Degradation Mechanisms in SrirO3 Oxygen Evolution Electrocatalysts: Chemical and Structural Microscopy at the
Nanoscale ADVANCED FUNCTIONAL MATERIALS

Ben-Naim, M., Liu, Y., Stevens, M., Lee, K., Wette, M. R., Boubnoy, A., Trofimov, A. A., levlev, A. V., Belianinov, A., Davis, R. C., Clemens, B. M.,
Bare, S. R., Hikita, et al

2021

Catalytic CO Oxidation on MgAI204-Supported Iridium Single Atoms: Ligand Configuration and Site Geometry JOURNAL OF PHYSICAL
CHEMISTRY C

Wang, J., Lu, Y, Liu, L., Yu, L., Yang, C., Delferro, M., Hoffman, A. S., Bare, S. R., Karim, A. M., Xin, H.
2021; 125 (21): 11380-11390

Reduction and Agglomeration of Supported Metal Clusters Induced by High-Flux X-ray Absorption Spectroscopy Measurements JOURNAL
OF PHYSICAL CHEMISTRY C

Albrahim, M., Thompson, C., Leshcheyv, D., Shrotri, A., Unocic, R. R., Hong, J., Hoffman, A. S., Meloni, M. J., Runnebaum, R. C., Bare, S. R.,
Stavitski, E., Karim, A. M.

2021; 125 (20): 11048-11057

Directing reaction pathways via in situ control of active site geometries in PdAu single-atom alloy catalysts. Nature communications
Ouyang, M., Papanikolaou, K. G., Boubnov, A., Hoffman, A. S., Giannakakis, G., Bare, S. R., Stamatakis, M., Flytzani-Stephanopoulos, M., Sykes, E.
C.
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2021; 12 (1): 1549

On the Cobalt Carbide Formation in a Co/TiO2 Fischer-Tropsch Synthesis Catalyst as Studied by High-Pressure, Long-Term Operando X-
ray Absorption and Diffraction. ACS catalysis

van Ravenhorst, |. K., Hoffman, A. S., Vogt, C., Boubnov, A., Patra, N., Oord, R., Akatay, C., Meirer, F., Bare, S. R., Weckhuysen, B. M.
2021; 11 (5): 295667

Operando high-pressure investigation of size-controlled CuZn catalysts for the methanol synthesis reaction. Nature communications

Divins, N. J., Kordus, D., Timoshenko, J., Sinev, |., Zegkinoglou, |., Bergmann, A., Chee, S. W., Widrinna, S., Karslioglu, O., Mistry, H., Lopez Luna,
M., Zhong, J. Q., Hoffman, et al

2021; 12 (1): 1435

Impurity Control in Catalyst Design: The Role of Sodium in Promoting and Stabilizing Co and Co2C for Syngas
Conversion CHEMCATCHEM

Asundi, A. S., Hoffman, A. S., Nathan, S. S., Boubnov, A., Bare, S. R., Bent, S. F.
2021

Understanding Support Effects of ZnO-Promoted Co Catalysts for Syngas Conversion to Alcohols Using Atomic Layer
Deposition CHEMCATCHEM

Nathan, S. S., Asundi, A. S., Singh, J. A., Hoffman, A. S., Boubnov, A., Hong, J., Bare, S. R., Bent, S. F.
2020

Enhanced alcohol production over binary Mo/Co carbide catalysts in syngas conversion JOURNAL OF CATALYSIS
Asundi, A. S., Hoffman, A. S., Chi, M., Nathan, S. S., Boubnov, A., Hong, J., Bare, S. R., Bent, S. F.
2020; 391: 446-58

Effect of Si/Al ratio of ZSM-5 support on structure and activity of Mo species in methane dehydroaromatization FUEL
Rahman, M., Infantes-Molina, A., Hoffman, A. S., Bare, S. R., Emerson, K. L., Khatib, S. J.
2020; 278

Insight into restructuring of Pd-Au nanoparticles using EXAFS
Boubnov, A., Timoshenko, J., Wrasman, C. J., Hoffman, A. S., Cargnello, M., Frenkel, A. I., Bare, S. R.
PERGAMON-ELSEVIER SCIENCE LTD.2020

Insights into Copper Sulfide Formation from Cu and S K edge XAS and DFT studies. /norganic chemistry
Azzam, S. A., Boubnov, A., Hoffman, A. S., Lopez-Ausens, T., Chiang, N., Canning, G., Sautet, P., Bare, S. R., Simonetti, D. A.
2020

Supported Metal Pair-Site Catalysts ACS CATALYSIS
Guan, E., Ciston, J., Bare, S. R., Runnebaum, R. C., Katz, A., Kulkarni, A., Kronawitter, C. X., Gates, B. C.
2020; 10 (16): 9065-85

Selective Methanol Carbonylation to Acetic Acid on Heterogeneous Atomically Dispersed Re04/SiO2 Catalysts JOURNAL OF THE
AMERICAN CHEMICAL SOCIETY

Qi, J., Finzel, J., Robatjazi, H., Xu, M., Hoffman, A. S., Bare, S. R., Pan, X., Christopher, P.
2020; 142 (33): 14178-89

Pretreatment Effects on the Surface Chemistry of Small Oxygenates on Molybdenum Trioxide ACS CATALYSIS
Najmi, S., Rasmussen, M., Innocenti, G., Chang, C., Stavitski, E., Bare, S. R., Medford, A. J., Medlin, J., Sievers, C.
2020; 10 (15): 8187-8200

Environmentally benign synthesis of a PGM-free catalyst for low temperature CO oxidation APPLIED CATALYSIS B-ENVIRONMENTAL
Riley, C., Canning, G., De La Riva, A., Zhou, S., Peterson, E., Boubnov, A., Hoffman, A., Minh Tran, Bare, S. R., Lin, S., Guo, H., Datye, A.
2020; 264

Tunable Catalytic Performance of Palladium Nanoparticles for H202 Direct Synthesis via Surface-Bound Ligands ACS CATALYSIS
e Freitas, L. L., Puertolas, B., Zhang, J., Wang, B., Hoffman, A. S., Bare, S. R., Perez-Ramirez, J., Medlin, J., Nikolla, E.
2020; 10 (9): 5202-7

Revealing the structure of a catalytic combustion active-site ensemble combining uniform nanocrystal catalysts and theory
insights. Proceedings of the National Academy of Sciences of the United States of America
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Yang, A. C., Choksi, T. n., Streibel, V. n., Aljama, H. n., Wrasman, C. J., Roling, L. T., Goodman, E. D., Thomas, D. n., Bare, S. R., Sanchez-Carrera,
R. S., Schéfer, A. n., Li, Y. n., Abild-Pedersen, et al

2020

Uniformity Is Key in Defining Structure-Function Relationships for Atomically Dispersed Metal Catalysts: The Case of Pt/Ce02. Journal of
the American Chemical Society

Resasco, J., DeRita, L., Dai, S., Chada, J. P., Xu, M., Yan, X,, Finzel, J., Hanukovich, S., Hoffman, A. S., Graham, G. W., Bare, S. R, Pan, X,
Christopher, et al

2019

Structure, Dynamics, and Reactivity for Light Alkane Oxidation of Fe(ll) Sites Situated in the Nodes of a Metal-Organic
Framework JOURNAL OF THE AMERICAN CHEMICAL SOCIETY

Simons, M. C., Vitillo, J. G., Babucci, M., Hoffman, A. S., Boubnov, A., Beauvais, M. L., Chen, Z., Cramer, C. J., Chapman, K. W., Bare, S. R., Gates,
B. C,, Lu, C. C., Gagliardi, et al

2019; 141 (45): 18142-18151

Palladium oxidation leads to methane combustion activity: Effects of particle size and alloying with platinum. The Journal of chemical
physics

Goodman, E. D,, Ye, A. A, Aitbekova, A., Mueller, O., Riscoe, A. R., Nguyen Taylor, T., Hoffman, A. S., Boubnov, A., Bustillo, K. C., Nachtegaal, M.,
Bare, S. R., Cargnello, M.

2019; 151 (15): 154703

Transition state and product diffusion control by polymer-nanocrystal hybrid catalysts NATURE CATALYSIS
Riscoe, A. R., Wrasman, C. J., Herzing, A. A., Hoffman, A. S., Menon, A., Boubnov, A., Vargas, M., Bare, S. R., Cargnello, M.
2019; 2 (10): 852-63

A versatile approach for quantification of surface site fractions using reaction kinetics: The case of CO oxidation on supported Ir single
atoms and nanoparticles JOURNAL OF CATALYSIS

Lu, Y., Kuo, C., Kovarik, L., Hoffman, A. S., Boubnov, A., Driscoll, D. M., Morris, J. R., Bare, S. R., Karim, A. M.
2019; 378: 121-30

Engineering of Ruthenium-Iron Oxide Colloidal Heterostructures Leads to Improved Yields in CO2 Hydrogenation to
Hydrocarbons. Angewandte Chemie (International ed. in English)

Cargnello, M., Aitbekova, A., Goodman, E., Wu, L., Boubnov, A., Hoffman, A., Genc, A., Cheng, H., Casalena, L., Bare, S.
2019

Catalyst deactivation via decomposition into single atoms and the role of metal loading NATURE CATALYSIS
Goodman, E. D., Johnston-Peck, A. C., Dietze, E. M., Wrasman, C. J., Hoffman, A. S., Abild-Pedersen, F., Bare, S. R., Plessow, P. N., Cargnello, M.
2019; 2 (9): 748-55

Synergistic selective oxidation of alcohols using dilute Pd/Au alloys on oxide supports
Wrasman, C., Hoffman, A., Bare, S., Cargnello, M.
AMER CHEMICAL SOC.2019

Highly tunable platform for biomimetic catalysis from nanocrystal-polymer composites
Cargnello, M., Riscoe, A., Wrasman, C., Herzing, A., Bare, S.
AMER CHEMICAL SOC.2019

Ruthenium-iron oxide colloidal heterodimers unravel promotion mechanism in iron-catalyzed CO2 hydrogenation to hydrocarbons
Aitbekova, A., Goodman, E., Boubnov, A., Hoffman, A., Bare, S., Cargnello, M.
AMER CHEMICAL SOC.2019

Single-atom species determine the deactivation of supported catalysts
Cargnello, M., Goodman, E., Abild-Pedersen, F., Bare, S.
AMER CHEMICAL SOC.2019

Low temperature restructuring of CeO2 supported Ru nanoparticles determines selectivity in CO2 catalytic reduction
Aitbekova, A., Wu, L., Wrasman, C., Boubnov, A., Hoffman, A., Bare, S., Cargnello, M.
AMER CHEMICAL SOC.2019

Increasing the catalytic stability by optimizing the formation of zeolite-supported Mo carbide species ex situ for methane
dehydroaromatization JOURNAL OF CATALYSIS
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Rahman, M., Infantes-Molina, A., Boubnov, A., Bare, S. R., Stavitski, E., Sridhar, A., Khatib, S. J.
2019; 375: 314-28

Dynamic Reorganization and Confinement of Ti<SUP>IV</SUP> Active Sites Controls Olefin Epoxidation Catalysis on Two-Dimensional
Zeotypes JOURNAL OF THE AMERICAN CHEMICAL SOCIETY

Grosso-Giordano, N. A., Hoffman, A. S., Boubnov, A., Small, D. W., Bare, S. R., Zones, S. |, Katz, A.
2019; 141 (17): 7090-7106

Structural evolution of atomically dispersed Pt catalysts dictates reactivity. Nature materials
DeRita, L., Resasco, J., Dai, S., Boubnov, A., Thang, H. V., Hoffman, A. S., Ro, I., Graham, G. W., Bare, S. R., Pacchioni, G., Pan, X., Christopher, P.
2019

Density-dependent deactivation mechanism in supported catalysts by high-temperature decomposition of particles into single atoms
Goodman, E., Johnston-Peck, A., Dietze, E., Wrasman, C., Hoffman, A., Abild-Pedersen, F., Bare, S., Plessow, P., Cargnello, M.
AMER CHEMICAL SOC.2019

Uncovering the details of methane combustion on palladium catalysts using well-defined nanocrystal precursors
Cargnello, M., Huang, W., Goodman, E., Willis, J., Yang, A., Abild-Pedersen, F., Johnston-Peck, A., Bare, S.
AMER CHEMICAL SOC.2019

Controlling catalytic activity and selectivity for partial hydrogenation by tuning the environment around active sites in iridium complexes
bonded to supports CHEMICAL SCIENCE

Babucci, M., Fang, C., Perez-Aguilar, J. E., Hoffman, A. S., Boubnov, A., Guan, E., Bare, S. R., Gates, B. C., Uzun, A.
2019; 10 (9): 2623-2632

Identification of the active complex for CO oxidation over single-atom Ir-on-MgAIl204 catalysts NATURE CATALYSIS
Lu, Y., Wang, J., Yu, L., Kovarik, L., Zhang, X., Hoffman, A. S., Gallo, A, Bare, S. R., Sokaras, D., Kroll, T., Dagle, V., Xin, H., Karim, et al
2019; 2 (2): 149-56

Role of Co2C in ZnO-promoted Co Catalysts for Alcohol Synthesis from Syngas CHEMCATCHEM
Singh, J. A., Hoffman, A. S., Schumann, J., Boubnov, A., Asundi, A. S., Nathan, S. S., Norskov, J., Bare, S. R., Bent, S. F.
2019; 11 (2): 799-809

Probing the Location and Speciation of Elements in Zeolites with Correlated Atom Probe Tomography and Scanning Transmission X-Ray
Microscopy CHEMCATCHEM

Schmidt, J. E., Ye, X., van Ravenhors, I. K., Oord, R., Shapiro, D. A., Yu, Y., Bare, S. R., Meirer, F., Poplawsky, J. D., Weckhuysen, B. M.
2019; 11 (1): 488-494

Probing Atomic Distributions in Mono- and Bimetallic Nanoparticles by Supervised Machine Learning NANO LETTERS
Timoshenko, J., Wrasman, C. J., Luneau, M., Shirman, T., Cargnello, M., Bare, S. R., Aizenberg, J., Friend, C. M., Frenkel, A. I.
2019; 19 (1): 520-29

Supported Catalyst Deactivation by Decomposition into Single Atoms Is Suppressed by Increasing Metal Loading. Nature catalysis
Goodman, E. D., Johnston-Peck, A. C., Dietze, E. M., Wrasman, C. J., Hoffman, A. S., Abild-Pedersen, F., Bare, S. R., Plessow, P. N., Cargnello, M.
2019; 2

Understanding Structure-Property Relationships of MoO3-Promoted Rh Catalysts for Syngas Conversion to Alcohols. Journal of the
American Chemical Society

Asundi, A. S., Hoffman, A. S., Bothra, P. n., Boubnov, A. n., Vila, F. D., Yang, N. n., Singh, J. A., Zeng, L. n., Raiford, J. A., Abild-Pedersen, F. n.,
Bare, S. R., Bent, S. F.

2019

In situ observation of phase changes of a silica-supported cobalt catalyst for the Fischer-Tropsch process by the development of a
synchrotron-compatible insitu/operando powder X-ray diffraction cell. Journal of synchrotron radiation
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effects PHYSICAL CHEMISTRY CHEMICAL PHYSICS

Behafarid, F., Ono, L. K., Mostafa, S., Croy, J. R., Shafai, G., Hong, S., Rahman, T. S., Bare, S. R., Roldan Cuenya, B.
2012; 14 (33): 11766-79

Controlled one-step synthesis of hierarchically structured macroscopic silica spheres MICROPOROUS AND MESOPOROUS MATERIALS
Scholz, S., Bare, S. R., Kelly, S. D., Lercher, J. A.
2011; 146 (1-3): 18-27

Density functional theory study of the effect of subsurface H, C, and Ag on C2H2 hydrogenation on Pd(1 1 1) CATALYSIS TODAY
Tiruppathi, P., Low, J. J., Chan, A. S. Y., Bare, S. R., Meyer, R. J.
2011; 165 (1): 106—11

Experimental (XAS, STEM, TPR, and XPS) and Theoretical (DFT) Characterization of Supported Rhenium Catalysts JOURNAL OF
PHYSICAL CHEMISTRY C

Bare, S. R,, Kelly, S. D., Vila, F. D., Boldingh, E., Karapetrova, E., Kas, J., Mickelson, G. E., Modica, F. S., Yang, N., Rehr, J. J.
2011; 115 (13): 5740-55

Simultaneous XAFS measurements of multiple samples JOURNAL OF SYNCHROTRON RADIATION
Ravel, B., Scorzato, C., Siddons, D. P., Kelly, S. D., Bare, S. R.
2010; 17: 380-85

Characterizing industrial catalysts using in situ XAFS under identical conditions PHYSICAL CHEMISTRY CHEMICAL PHYSICS
Bare, S. R,, Kelly, S. D., Ravel, B., Greenlay, N., King, L., Mickelson, G. E.
2010; 12 (27): 7702—11

Morphology-dependent zeolite intergrowth structures leading to distinct internal and outer-surface molecular diffusion barriers NATURE
MATERIALS

Karwacki, L., Kox, M. H. F., de Winter, D., Drury, M. R., Meeldijk, J. D., Stavitski, E., Schmidt, W., Mertens, M., Cubillas, P., John, N., Chan, A., Kahn,
N., Bare, et al

2009; 8 (12): 959-965

Structural characterization of Ni-W hydrocracking catalysts using in situ EXAFS and HRTEM JOURNAL OF CATALYSIS
Kelly, S. D., Yang, N., Mickelson, G. E., Greenlay, N., Karapetrova, E., Sinkler, W., Bare, S. R.
2009; 263 (1): 16-33

Manganese oxide catalyzed methane partial oxidation in trifluoroacetic acid: Catalysis and kinetic analysis CATALYSIS TODAY
Chen, W., Kocal, J. A., Brandvold, T. A,, Bricker, M. L., Bare, S. R., Broach, R. W., Greenlay, N., Popp, K., Walenga, J. T, Yang, S. S., Low, J. J.
2009; 140 (3-4): 157-161

Characterization of Catalysts in Reactive Atmospheres by X-ray Absorption Spectroscopy ADVANCES IN CATALYSIS, VOL 52
Bare, S. R., Ressler, T.

edited by Gates, B. C., Knozinger, H.

2009; 52: 339-465

Alumina-supported trirhenium clusters: Stable high-temperature catalysts for methylcyclohexane conversion JOURNAL OF PHYSICAL
CHEMISTRY C

Lobo-Lapidus, R. J., McCall, M. J., Lanuza, M., Tonnesen, S., Bare, S. R., Gates, B. C.
2008; 112 (9): 3383-3391

Oxidative desulfurization of sulfur compounds: Oxidation of thiophene and derivatives with hydrogen peroxide using Ti-Beta catalyst
Nemeth, L., Bare, S. R., Rathbun, W., Gatter, M., Low, J.

edited by Gedeon, A., Massiani, P., Babonneau, F.

ELSEVIER SCIENCE BV.2008: 1017-1020

Design and operation of a high pressure reaction cell for in situ X-ray absorption spectroscopy
Bare, S. R,, Yang, N., Kelly, S. D., Mickelson, G. E., Modica, F. S.
ELSEVIER SCIENCE BV.2007: 18-26

Page 16 of 19



Simon R Bare
http://cap.stanford.edu/profiles/Simon_Bare/

In situ XAS of Ni-W hydrocracking catalysts

Yang, N., Mickelson, G. E., Greenlay, N., Kelly, S. D., Bare, S. R.
edited by Hedman, B., Painetta, P.

AMER INST PHYSICS.2007: 663-+

Design and operation of an in situ high pressure reaction cell for x-ray absorption spectroscopy
Bare, S. R,, Yang, N., Kelly, S. D., Mickelson, G. E., Modica, F. S.

edited by Hedman, B., Painetta, P.

AMER INST PHYSICS.2007: 622-+

Directed-sorting method for synthesis of bead-based combinatorial libraries of heterogeneous catalysts JOURNAL OF COMBINATORIAL
CHEMISTRY

Ramnarayanan, R., Chan, B. C., Salvitti, M. A., Mallouk, T. E., Falih, F. M., Davis, J., Galloway, D. B., Bare, Willis, R. R.
2006; 8 (2): 199-212

Simple flow through reaction cells for <i>in situ</i> transmission and fluorescence x-ray-absorption spectroscopy of heterogeneous
catalysts REVIEW OF SCIENTIFIC INSTRUMENTS

Bare, Mickelson, G. E., Modica, F. S., Ringwelski, A. Z., Yang, N.
2006; 77 (2)

Uniform catalytic site in Sn-B-zeolite determined using X-ray absorption fine structure JOURNAL OF THE AMERICAN CHEMICAL SOCIETY
Bare, Kelly, S. D., Sinkler, W., Low, J. J., Modica, F. S., Valencia, S., Corma, A., Nemeth, L. T.
2005; 127 (37): 12924-12932

Split-pool method for synthesis of solid-state material combinatorial libraries JOURNAL OF COMBINATORIAL CHEMISTRY
Sun, Y. P, Chan, B. C., Ramnarayanan, R., Leventry, W. M., Mallouk, T. E., Bare, Willis, R. R.
2002; 4 (6): 569-575

In-situ XANES of carbon-supported Pt-Ru anode electrocatalyst for reformate-air polymer electrolyte fuel cells JOURNAL OF PHYSICAL
CHEMISTRY B

Viswanathan, R., Hou, G. Y., Liu, R. X., Bare, Modica, F., Mickelson, G., Segre, C. U., Leyarovska, N., Smotkin, E. S.
2002; 106 (13): 3458-3465

Sensitivity of Pt x-ray absorption near edge structure to the morphology of small Pt clusters JOURNAL OF CHEMICAL PHYSICS
Ankudinov, A. L., Rehr, J. J., Low, J. J., Bare
2002; 116 (5): 1911-1919

Effect of hydrogen adsorption on the x-ray absorption spectra of small Pt clusters PHYSICAL REVIEW LETTERS
Ankudinov, A. L., Rehr, J. J., Low, J., Bare
2001; 86 (8): 1642-1645

Hybridization peaks in Pt-Cl XANES CHEMICAL PHYSICS LETTERS
Ankudinov, A. L., Rehr, J. J., Bare
2000; 316 (5-6): 495-500

Structural characteristics and reactivity/reducibility properties of dispersed and bilayered V<sub>2</sub>0<sub>5</sub>/TiO<sub>2</
sub>/SiO<sub>2</sub> catalysts JOURNAL OF PHYSICAL CHEMISTRY B

Gao, X. T., Bare, Fierro, J. L., Wachs, |. E.
1999; 103 (4): 618-629

In situ spectroscopic investigation of molecular structures of highly dispersed vanadium oxide on silica under various
conditions JOURNAL OF PHYSICAL CHEMISTRY B

Gao, X. T., Bare, Weckhuysen, B. M., Wachs, I. E.
1998; 102 (52): 10842-10852

An in situ x-ray absorption spectroscopic cell for high temperature gas-flow measurements REVIEW OF SCIENTIFIC INSTRUMENTS
Meitzner, G., Bare, Parker, D., Woo, H., Fischer, D. A.
1998; 69 (7): 2618-2621

Synthesis, bonding, and reactions of m-bonded allyl groups on Cu(100);: Allyl radical ejection (vol 14, pg 1419, 1998) LANGMUIR

Page 17 of 19



Simon R Bare
http://cap.stanford.edu/profiles/Simon_Bare/

Gurevich, A. B., Teplyakov, A. V., Yang, M. X,, Bent, B. E., Holbrook, M. T., Bare
1998; 14 (7): 1943

The desorption of propylene oxide from oxygen atom and hydroxyl covered Ag(110) SURFACE SCIENCE
Ranney, J. T,, Gland, J. L., Bare
1998; 401 (1): 1-11

Surface structure of highly dispersed MoO<sub>3</sub> on MgO using in situ Mo L<sub>3</sub>-edge XANES
Bare
AMER CHEMICAL SOC.1998: 1500-1504

Supported VPO catalysts for selective oxidation of butane .2. Characterization of VPO/SiO2 catalysts JOURNAL OF PHYSICAL CHEMISTRY
B

Birkeland, K. E., Babitz, S. M., Bethke, G. K., Kung, H. H., Coulston, G. W., Bare
1997; 101 (35): 6895-6902

The reaction of propylene with ordered and disordered oxygen atoms adsorbed on the Ag(110) surface SURFACE SCIENCE
Ranney, J. T., Bare
1997; 382 (1-3): 266-274

Chemistry of chloroethylenes on Cu(100): Bonding and reactions SURFACE SCIENCE
Yang, M. X., Kash, P. W., Sun, D. H., Flynn, G. W., Bent, B. E., Holbrook, M. T., Bare, Fischer, D. A, Gland, J. L.
1997; 380 (2-3): 151-164

Oxidation of cyclopropane with coadsorbed oxygen on Pt(111) SURFACE SCIENCE
Franz, A. J., Ranney, J. T., Gland, J. L., Bare
1997; 374 (1-3): 162-168

Degradation of multiply-chlorinated hydrocarbons on Cu(100) LANGMUIR
Yang, M. X,, Sarkar, S., Bent, B. E., Bare, Holbrook, M. T.
1997; 13 (2): 229-242

Generation and reaction of vinyl groups on a Cu(100) surface JOURNAL OF PHYSICAL CHEMISTRY
Yang, M. X., Eng, J., Kash, P. W,, Flynn, G. W,, Bent, B. E., Holbrook, M. T., Bare, Gland, J. L., Fischer, D. A.
1996; 100 (30): 12431-12439

GENERATION OF ATOMIC OXYGEN ON AG(111) AND AG(110) USING NO2 - A TPD, LEED, HREELS, XPS AND NRA STUDY SURFACE
SCIENCE

BARE, GRIFFITHS, K., LENNARD, W. N., TANG, H. T.
1995; 342 (1-3): 185-198

SURFACE-STRUCTURES OF SUPPORTED MOLYBDENUM OXIDE CATALYSTS - CHARACTERIZATION BY RAMAN AND MO L(3)-EDGE
XANES JOURNAL OF PHYSICAL CHEMISTRY

HU, H. C., WACHS, |. E., BARE
1995; 99 (27): 10897-10910

LOCAL SITE SYMMETRY OF DISPERSED MOLYBDENUM OXIDE CATALYSTS - XANES AT THE MO L2,3-EDGES JOURNAL OF PHYSICAL
CHEMISTRY

BARE, MITCHELL, G. E., MAJ, J. J., VRIELAND, G. E., GLAND, J. L.
1993; 97 (22): 6048-6053

COMPARISON OF ETHYLENE-OXIDE AND PROPYLENE-OXIDE CHEMISORBED ON CLEAN AND OXYGEN PRECOVERED AG(110)
BARE
AMER INST PHYSICS.1992: 2336-2342

THE INFLUENCE OF ORIENTATION ON THE H-D EXCHANGE-REACTIONS IN CHEMISORBED AROMATICS - BENZENE AND PYRIDINE
ADSORBED ON PT[110] SURFACE SCIENCE

SURMAN, M., BARE, HOFMANN, P, KING, D. A.
1987; 179 (2-3): 243-253

Page 18 of 19



Simon R Bare
http://cap.stanford.edu/profiles/Simon_Bare/

AMMONIA-SYNTHESIS OVER IRON SINGLE-CRYSTAL CATALYSTS - THE EFFECTS OF ALUMINA AND POTASSIUM JOURNAL OF
PHYSICAL CHEMISTRY

BARE, STRONGIN, D. R., SOMORJAI, G. A.
1986; 90 (20): 4726-4729

REACTION OF METHANOL ON SI(111)-7X7 SURFACE SCIENCE
STROSCIO, J. A., BARE, HO, W.
1985; 154 (1): 35-51

OBSERVATION OF STRUCTURE-INDUCED SURFACE VIBRATIONAL RESONANCES ON METAL-SURFACES PHYSICAL REVIEW LETTERS
STROSCIO, J. A, PERSSON, M., BARE, HO, W.
1985; 54 (13): 1428-1431

THE EFFECTS OF PREADSORBED OXYGEN ON THE ADSORPTION AND DECOMPOSITION OF METHANOL ON NI(110) SURFACE
SCIENCE

BARE, STROSCIO, J. A., HO, W.
1985; 155 (2-3): L281-L291

CHARACTERIZATION OF THE ADSORPTION AND DECOMPOSITION OF METHANOL ON NI(110) SURFACE SCIENCE
BARE, STROSCIO, J. A, HO, W.
1985; 150 (2): 399-418

ISOLATION OF A FORMATE INTERMEDIATE IN THE DECOMPOSITION OF METHANOL ON NI(110)-(2X1)O
BARE, STROSCIO, J. A, HO, W.
AMER INST PHYSICS.1985: 1647-1648

VIBRATIONAL STUDIES OF THE SURFACE PHASES OF CO ON PT(110) AT 300-K SURFACE SCIENCE
BARE, HOFMANN, P., KING, D. A.
1984; 144 (2-3): 347-369

THE CHEMISORPTION AND DECOMPOSITION OF ETHYLENE AND ACETYLENE ON NI(110) SURFACE SCIENCE
STROSCIO, J. A., BARE, HO, W.
1984; 148 (2-3): 499-525

DIRECT CHARACTERIZATION OF A CATALYTIC SURFACE-REACTION STEP - BENZENE-DEUTERIUM EXCHANGE ON PT(110) SURFACE
SCIENCE

SURMAN, M., BARE, HOFMANN, P., KING, D. A.
1983; 126 (1-3): 349-358

SPATIAL INTENSITY DISTRIBUTIONS FROM ELECTRON-IMPACT SCATTERING-MODES - W(100)(1X1)H JOURNAL OF ELECTRON
SPECTROSCOPY AND RELATED PHENOMENA

BARE, HOFMANN, P., SURMAN, M., KING, D. A.
1983; 29 (JAN): 265-272

SURFACE PHASE-TRANSITIONS IN CO CHEMISORPTION ON PT(110) SURFACE SCIENCE
HOFMANN, P., BARE, KING, D. A.
1982; 117 (1-3): 245-256

TILTED CO CHEMISORBED ON PT (110) VACUUM
BARE, HOFMANN, P., KING, D. A.
1981; 31 (10-1): 463-465

ANGLE-RESOLVED THERMAL-DESORPTION OF N-2 FROM W(310) AND W(110) VACUUM
COSSER, R. C., BARE, FRANCIS, S. M., KING, D. A.
1981; 31 (10-1): 503-506

Page 19 of 19



