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Bio

BIO

Dimosthenis Sokaras is a Senior Scientist at SLAC National Accelerator Laboratory and the Director of the Chemistry and Catalysis Division at the
Stanford Synchrotron Radiation Lightsource (SSRL). His efforts focus on leveraging and expanding SSRL’s capabilities to address emerging research
priorities of the U.S. Department of Energy, with emphasis on energy conversion, catalysis, and next-generation technologies for industrial and national
competitiveness. His work centers on the development and application of novel X-ray tools -including high energy resolution, time-resolved, and
operando techniques- that enable experimental studies under realistic working conditions. He also leads the Integrated Scientific Agentic Al for Catalysis

(ISAAC), a DOE Basic Energy Sciences Al Pathfinder project developing agentic Al for scientific reasoning and discovery in catalysis.

Together with his team, he bridges synthesis, performance evaluation, and advanced diagnostics with high-accuracy theoretical calculations on DOE
supercomputing platforms. This integrated approach enables the interpretation of complex spectral signatures and the identification of transient and
reactive states that remain inaccessible to conventional methods. Their efforts deepen fundamental understanding and support the design of more

effective materials for catalysis and energy conversion.

Dr. Sokaras plays a leading role in shaping SSRL'’s strategic direction and strengthening its synergy with other SLAC programs and DOE national
initiatives. Mentorship and team development are central to his role, and he actively builds cross-disciplinary teams that expand the facility’s scientific

reach and long-term impact.

CURRENT ROLE AT STANFORD
Driving next-generation synchrotron science to address critical challenges in catalysis, materials innovation, and real-world energy systems. Leads

SSRL energy science department efforts, advancing X-ray capabilities and cross-disciplinary programs aligned with national research priorities.

HONORS AND AWARDS

® Young Scientist Award, European X-ray Spectrometry Association (2016)

e Qutstanding Young Scientist Award, International X-ray Absorption Society (2018)

EDUCATION AND CERTIFICATIONS
e MSc., National Technical University of Athens , Applied Physics (2005)

® MSc., National Technical University of Athens , Physics (2007)
e PhD., National Technical University of Athens , Physics (2010)

LINKS
® Google Scholar: https://scholar.google.com/citations?user=slyWXLsAAAAJ&hl=en
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Publications

PUBLICATIONS

Insights into Ir dynamics <i>via operando</i> X-ray absorption spectroscopy in industrially relevant zero-gap water electrolyzers ENERGY
& ENVIRONMENTAL SCIENCE

Hannagan, R. T., Hersbach, T. J. P, Marin, D. H., Lee, S., Atwa, M., Amador, |., Mendoza, M., McLaughlin, S., Schroder, J., Kamat, G. A., Perryman,
J. T., Weker, J., Nielander, et al

2026

Lead La1 High Energy Resolution Fluorescence Detected X-ray Absorption Spectroscopy: A Powerful Tool for Chemical Speciation of
Lead. Inorganic chemistry

Huntsman, B., Vogt, L. |., Kidman, C. J., Lopez Molina, F., Cotelesage, J. J., Pushie, M. J., Kroll, T., Sokaras, D., Ok, K., O'Halloran, T. V., Pickering,
I. J., George, G. N.

2026

Ligand-Based Redox Chemistry at the Mo-Containing Active Site of Cupriavidus necator Formate Dehydrogenase. Journal of the American
Chemical Society

Zargham, M., Hakopian, S., Niks, D., Cotelesage, J. J., Sokaras, D., Kroll, T., Pickering, I. J., Hille, R., George, G. N.
2026

Metal-centered X-ray absorption and emission spectroscopy of iron corroles: implications for ligand non-innocence CHEMICAL SCIENCE
Guo, M., Alemayehu, A. B., Braun, A,, Lee, S., Sokaras, D., Solomon, E. I., Ghosh, A., Kroll, T.
2026

Deciphering decomposition pathways of high explosives with cryogenic X-ray Raman spectroscopy. Proceedings of the National Academy of
Sciences of the United States of America

Paredes Mellone, O. A., Nielsen, M. H., Babicz, J. T., Vinson, J., Willey, T. M., Sokaras, D.
2025; 122 (23): 2426320122

Reaction Mechanism of the Synthesis of a Disordered Rock Salt Cathode Material CHEMISTRY OF MATERIALS
Liang, Z., Marques, O., Mellone, O., Masina, S. M., Cao, C. L., Sokaras, D., Weker, J., Stone, K. H.
2025

Dissolved Fe species enable a cooperative solid-molecular mechanism for the oxygen evolution reaction on NiFe-based catalysts NATURE
CATALYSIS

Kuai, C., Liu, L., Hu, A., Zhang, Y., Zhang, Y., Xia, D., Nordlund, D., Sokaras, D., Decarolis, D., Gianolio, D., Xin, H., Li, L., Lin, et al
2025

Selenium Distribution and Speciation in Tissues from Rats Administered with Non-Native Selenotrisulfides INORGANIC CHEMISTRY
Baker, A. T., Kidman, C. J., Vogt, L. I., George, G. N., Sokaras, D., Howard, D. L., Pape, V. F. S., Kulik, K., Yoshida, S., Harris, H. H.
2025; 64 (20): 9961-9983

The Role of Cu3+ in the Oxygen Evolution Activity of Copper Oxides. Journal of the American Chemical Society
Basera, P., Zhao, Y., Garcia-Esparza, A. T., Babbe, F., Bothra, N., Vinson, J., Sokaras, D., Yano, J., Boettcher, S. W., Bajdich, M.
2025

The electrode-electrolyte interface of Cu <i>via</i> modulation excitation X-ray absorption spectroscopy ENERGY & ENVIRONMENTAL
SCIENCE

Garcia-Esparza, A. T., Li, X., Babbe, F., Lim, J., Skoien, D., Simon, P. S., Yano, J., Sokaras, D.
2025

X-ray Absorption Spectroscopy of Dilute Metalloenzymes at X-ray Free-Electron Lasers in a Shot-by-Shot Mode. The journal of physical
chemistry letters

Bogacz, I., Szilagyi, E., Makita, H., Simon, P. S., Zhang, M., Doyle, M. D., Chatterjee, K., Kretzschmar, M., Cherney, P., Croy, N., Cheah, M. H.,
Dasgupta, M., Nangca, et al

2025: 3778-3787

Revealing the Moon's Taurus-Littrow Landslide via Integrated Analysis of Pristine Apollo 17 Soil Core 73001/2 JOURNAL OF
GEOPHYSICAL RESEARCH-PLANETS

Neuman, M., Jolliff, B. L., Wang, K., Petro, N., Valenciano, J., Neal, C. R., Eckley, S., Kent, J., Sun, L., Lucey, P., Bell, S., Joy, K., Tartese, et al
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2025; 130 (4)

Determination of Thiol Protonation States by Sulfur X-ray Spectroscopy in Biological Systems JOURNAL OF PHYSICAL CHEMISTRY
LETTERS

Ribson, R. D., Follmer, A. H., Babicz, J. T., Alfaro, V., Hadt, R. G., Hunter, M. S., Wilson, M. A., Sokaras, D., Alonso-Mori, R.
2025; 16 (9): 2401-2408

Experimental electronic structures of the FelV=0 bond in S=1 heme vs. nonheme sites: Effect of the porphyrin ligand. Proceedings of the
National Academy of Sciences of the United States of America

Braun, A., Gee, L. B., Waters, M. D., Jose, A., Baker, M. L., Mara, M. W., Babicz, J. T., Ehudin, M. A., Quist, D. A., Zhou, A., Kroll, T., Titus, C. J.,
Lee, et al

2025; 122 (8): 2420205122

Structural Changes at the Zinc Active Site of ACE2 on Binding the SARS-CoV-2 Spike Protein Receptor Binding Domain. /norganic
chemistry

Dolgova, N. V., Qureshi, M., Latimer, M., Grishin, A., Cygler, M., Vogt, L. |., Cotelesage, J. J., Sokaras, D., Kroll, T., Pickering, I. J., George, G. N.
2025

Identifying a highly efficient molecular photocatalytic CO<sub>2</sub> reduction system via descriptor-based high-throughput
screening NATURE CATALYSIS

Hu, Y, Yu, C., Wang, S., Wang, Q., Reinhard, M., Zhang, G., Zhan, F., Wang, H., Skoien, D., Kroll, T., Su, P,, Li, L., Chen, et al
2025

Platinum hydride formation during cathodic corrosion in aqueous solutions. Nature materials

Hersbach, T. J., Garcia-Esparza, A. T., Hanselman, S., Paredes Mellone, O. A., Hoogenboom, T., McCrum, I. T., Anastasiadou, D., Feaster, J. T.,
Jaramillo, T. F., Vinson, J., Kroll, T., Garcia, A. C., Krtil, et al

2025

Quantifying d-d and Metal-Ligand Interactions across Distant Metal Sites as a Function of Ligand Architecture and
Solvent ChemPhysChem

Yang, Z., et al
2025

When Photoelectrons Meet Gas Molecules: Determining the Role of Inelastic Scattering in Ambient Pressure X-ray Photoelectron
Spectroscopy ACS CENTRAL SCIENCE

Li, H., Jana, A., Garcia-Esparza, A. T., Li, X., Kaminsky, C. J., Hamlyn, R., Prabhakar, R., Atwater, H. A., Ager, J. W., Sokaras, D., Yano, J., Crumlin,
E. J.

2024

Experimental Definition of the S =1 w vs S = 2 o Reactivity and S = 2 Character in the Ground State of an S = 1 FelVO Complex. Journal of
the American Chemical Society

Braun, A., Gee, L. B., Waters, M. D., Baker, M. L., Mara, M. W., Zhou, A., Kroll, T., Nordlund, D., Sokaras, D., Hedman, B., Hodgson, K. O., Que, L.,
Solomon, et al

2024

Isolating multiplet structure in 5f inverse photoemission SOL/ID STATE SCIENCES
Tobin, J. G., Ramanantoanina, H., Daul, C., Roussel, P., Yu, S., Sokaras, D., Kutepov, A.
2025; 160

Direct observation of ultrafast cluster dynamics in supercritical carbon dioxide using X-ray Photon Correlation Spectroscopy. Nature
communications

Majumdar, A., Li, H., Muhunthan, P., Spah, A, Song, S., Sun, Y., Chollet, M., Sokaras, D., Zhu, D., Ihme, M.
2024; 15 (1): 10540

Metal-Ligand Covalency in the Valence Excited States of Metal Dithiolenes Revealed by S 1s3p Resonant Inelastic X-ray Scattering. Journal
of the American Chemical Society

Larsen, C. B., Ledbetter, K., Nascimento, D. R., Biasin, E., Qureshi, M., Nowak, S. H., Sokaras, D., Govind, N., Cordones, A. A.
2024

Structural evolution of liquid silicates under conditions in Super-Earth interiors. Nature communications

Morard, G., Hernandez, J. A., Pege, C., Nagy, C., Libon, L., Lacquement, A., Sokaras, D., Lee, H. J., Galtier, E., Heimann, P., Cunningham, E.,
Glenzer, S. H., Vinci, et al
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2024; 15 (1): 8483

Apollo Next Generation Sample Analysis (ANGSA): an Apollo Participating Scientist Program to Prepare the Lunar Sample Community for
Artemis SPACE SCIENCE REVIEWS

Shearer, C. K., Mccubbin, F. M., Eckley, S., Simon, S. B., Meshik, A., Mcdonald, F., Schmitt, H. H., Zeigler, R. A., Gross, J., Mitchell, J., Krysher, C.,
Morris, R. V., Parai, et al

2024; 220 (6): 62

Time-Resolved X-ray Emission Spectroscopy and Synthetic High-Spin Model Complexes Resolve Ambiguities in Excited-State
Assignments of Transition-Metal Chromophores: A Case Study of Fe-Amido Complexes. Journal of the American Chemical Society

Reinhard, M. E., Sidhu, B. K., Lozada, I. B., Powers-Riggs, N., Ortiz, R. J., Lim, H., Nickel, R., Lierop, J. v., Alonso-Mori, R., Chollet, M., Gee, L. B.,
Kramer, P. L., Kroll, et al

2024

Observation of a Picosecond Light-Induced Spin Transition in Polymeric Nanorods. ACS nano

Reinhard, M., Kunnus, K., Ledbetter, K., Biasin, E., Zederkof, D. B., Alonso-Mori, R., van Driel, T. B., Nelson, S., Kozina, M., Borkiewicz, O. J.,
Lorenc, M., Cammarata, M., Collet, et al

2024

The Liquid Jet Endstation for Hard X-ray Scattering and Spectroscopy at the Linac Coherent Light Source. Molecules (Basel, Switzerland)

Antolini, C., Sosa Alfaro, V., Reinhard, M., Chatterjee, G., Ribson, R., Sokaras, D., Gee, L., Sato, T., Kramer, P. L., Raj, S. L., Hayes, B., Schleissner,
P., Garcia-Esparza, et al

2024; 29 (10)

Iron KB X-ray Emission Spectroscopy: The Origin of Spectral Features from Atomic to Molecular Systems Using Multi-configurational
Calculations. The journal of physical chemistry. A

Guo, M., Braun, A., Sokaras, D., Kroll, T.
2024

A versatile pressure-cell design for studying ultrafast molecular-dynamics in supercritical fluids using coherent multi-pulse x-ray
scattering. The Review of scientific instruments

Muhunthan, P., Li, H., Vignat, G., Toro, E. R., Younes, K., Sun, Y., Sokaras, D., Weiss, T., Rajkovic, |., Osaka, T., Inoue, |., Song, S., Sato, et al
2024; 95 (1)

A multimodal flow reactor for photocatalysis under atmospheric conditions JOURNAL OF CHEMICAL PHYSICS
Garcia-Esparza, A. T., Qureshi, M., Skoien, D., Hersbach, T. J. P., Sokaras, D.
2023; 159 (24)

Synchrotron speciation of umbilical cord mercury and selenium after environmental exposure in Niigata NEUROTOXICOLOGY

Weng, M., Dolgova, N. V., Vogt, L. I., Qureshi, M., Sokaras, D., Kroll, T., Saito, H., O'Donoghue, J. L., Watson, G. E., Myers, G. J., Sekikawa, T.,
Pickering, I. J., George, et al

2024; 100: 117-123

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

Ultrafast x-ray detection of low-spin iron in molten silicate under deep planetary interior conditions. Science advances

Shim, S. H., Ko, B., Sokaras, D., Nagler, B., Lee, H. J., Galtier, E., Glenzer, S., Granados, E., Vinci, T., Fiquet, G., Dolinschi, J., Tappan, J., Kulka, et
al

2023; 9 (42): eadi6153

Solution phase high repetition rate laser pump x-ray probe picosecond hard x-ray spectroscopy at the Stanford Synchrotron Radiation
Lightsource STRUCTURAL DYNAMICS-US

Reinhard, M., Skoien, D., Spies, J. A., Garcia-Esparza, A. T., Matson, B. D., Corbett, J., Tian, K., Safranek, J., Granados, E., Strader, M., Gaffney, K.
J., Alonso-Mori, R., Kroll, et al

2023; 10 (5): 054304

Unraveling Metal-Ligand Bonding in an HNO-Evolving {FeNO}6 Complex with a Combined X-ray Spectroscopic Approach. Journal of the
American Chemical Society
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Gee, L. B., Lim, J., Kroll, T., Sokaras, D., Alonso-Mori, R., Lee, C.
2023

X-ray Spectroscopic Study of the Electronic Structure of a Trigonal High-Spin Fe(IV)=0 Complex Modeling Non-Heme Enzyme
Intermediates and Their Reactivity. Journal of the American Chemical Society

Braun, A., Gee, L. B., Mara, M. W., Hill, E. A., Kroll, T., Nordlund, D., Sokaras, D., Glatzel, P., Hedman, B., Hodgson, K. O., Borovik, A. S., Baker, M.
L., Solomon, et al

2023

KB X-ray Emission Spectroscopy of Cu(l)-Lytic Polysaccharide Monooxygenase: Direct Observation of the Frontier Molecular Orbital for
H202 Activation. Journal of the American Chemical Society

Lim, H., Brueggemeyer, M. T., Transue, W. J., Meier, K. K., Jones, S. M., Kroll, T., Sokaras, D., Kelemen, B., Hedman, B., Hodgson, K. O., Solomon,
E. Il

2023

Uncovering the 3d and 4d Electronic Interactions in Solvated Ru Complexes with 2p3d Resonant Inelastic X-ray Scattering. /norganic
chemistry

Poulter, B. I., Biasin, E., Nowak, S. H., Kroll, T., Alonso-Mori, R., Schoenlein, R. W., Govind, N., Sokaras, D., Khalil, M.
2023

Energy conversion and storage via photoinduced polarization change in non-ferroelectric molecular [CoGa] crystals. Nature
communications

Sadhukhan, P., Wu, S. Q., Kanegawa, S., Su, S. Q., Zhang, X., Nakanishi, T., Long, J. |., Gao, K., Shimada, R., Okajima, H., Sakamoto, A.,
Chiappella, J. G., Huzan, et al

2023; 14 (1): 3394

Tracking the Dynamics of a Ag-MnO x Oxygen Reduction Catalyst Using In Situ and Operando X-ray Absorption Near-Edge
Spectroscopy ACS ENERGY LETTERS

Schroder, J., Zamora Zeledon, J. A., Kamat, G. A., Kreider, M. E., Wei, L., Mule, A. S., Torres, A., Yap, K., Sokaras, D., Gallo, A., Stevens, M.,
Jaramillo, T. F.

2023

The Local Electronic Structure of Supercritical CO2 from X-ray Raman Spectroscopy and Atomistic-Scale Modeling. The journal of physical
chemistry letters

Muhunthan, P., Paredes Mellone, O., Kroll, T., Sokaras, D., lhme, M.
2023: 4955-4961

Ferricyanide photo-aquation pathway revealed by combined femtosecond KB main line and valence-to-core x-ray emission
spectroscopy. Nature communications

Reinhard, M., Gallo, A., Guo, M., Garcia-Esparza, A. T., Biasin, E., Qureshi, M., Britz, A., Ledbetter, K., Kunnus, K., Weninger, C., van Driel, T.,
Robinson, J., Glownia, et al

2023; 14 (1): 2443

Sulfur X-ray Absorption and Emission Spectroscopy of Organic Sulfones. The journal of physical chemistry. A
Vogt, L. I, Cotelesage, J. J., Dolgova, N. V., Boyes, C., Qureshi, M., Sokaras, D., Sharifi, S., George, S. J., Pickering, I. J., George, G. N.
2023

Understanding the Stability of Manganese Chromium Antimonate Electrocatalysts through Multimodal In Situ and Operando
Measurements. Journal of the American Chemical Society

Kreider, M. E., Kamat, G. A., Zamora Zeleddn, J. A., Wei, L., Sokaras, D., Gallo, A., Stevens, M. B., Jaramillo, T. F.
2022

Investigating the electronic structure of high explosives with X-ray Raman spectroscopy. Scientific reports
Paredes-Mellone, O. A., Nielsen, M. H., Vinson, J., Moua, K., Skoien, K. D., Sokaras, D., Willey, T. M.
2022; 12 (1): 19460

5f Covalency from X-Ray Resonant Raman Spectroscopy. Journal of physics. Condensed matter : an Institute of Physics journal
Tobin, J. G., Nowak, S., Yu, S. W., Alonso Mori, R., Kroll, T., Nordlund, D., Weng, T., Sokaras, D.
2022

Alzheimer's Drug PBT2 Interacts with the Amyloid 8 1-42 Peptide Differently than Other 8-Hydroxyquinoline Chelating Drugs. /norganic
chemistry
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Summers, K. L., Roseman, G., Schilling, K. M., Dolgova, N. V., Pushie, M. J., Sokaras, D., Kroll, T., Harris, H. H., Millhauser, G. L., Pickering, I. J.,
George, G. N.

2022; 61 (37): 14626-14640

A new p-high energy resolution fluorescence detection microprobe imaging spectrometer at the Stanford Synchrotron Radiation
Lightsource beamline 6-2 REVIEW OF SCIENTIFIC INSTRUMENTS

Edwards, N. P. P., Bargar, J. R. R., van Campen, D., van Veelen, A., Sokaras, D., Bergmann, U., Webb, S. M. M.
2022; 93 (8): 083101

X-ray Raman Scattering: A Hard X-ray Probe of Complex Organic Systems CHEMICAL REVIEWS
Georgiou, R., Sahle, C. J., Sokaras, D., Bernard, S., Bergmann, U., Rueff, J., Bertrand, L.
2022: 12977-13005

Effect of doping TiO<sub>2</sub> with Mn for electrocatalytic oxidation in acid and alkaline electrolytes ENERGY ADVANCES
Vallez, L., Jimenez-Villegas, S., Garcia-Esparza, A. T., Jiang, Y., Park, S., Wu, Q., Gill, T., Sokaras, D., Siahrostami, S., Zheng, X.
2022; 1 (6): 357-366

Molecular Fates of Organometallic Mercury in Human Brain. ACS chemical neuroscience

James, A. K., Dolgova, N. V., Nehzati, S., Korbas, M., Cotelesage, J. J., Sokaras, D., Kroll, T., O'Donoghue, J. L., Watson, G. E., Myers, G. J.,
Pickering, I. J., George, G. N.

2022; 13 (12): 1756-1768

Efficient and Stable Acidic Water Oxidation Enabled by Low-Concentration, High-Valence Iridium Sites ACS ENERGY LETTERS
Shi, X., Peng, H., Hersbach, T. J. P,, Jiang, Y., Zeng, Y., Baek, J., Winther, K. T., Sokaras, D., Zheng, X., Bajdich, M.
2022

Disentangling the chemistry of Australian plant exudates from a unique historical collection PROCEEDINGS OF THE NATIONAL ACADEMY
OF SCIENCES OF THE UNITED STATES OF AMERICA

Georgiou, R., Popelka-Filcoff, R. S., Sokaras, D., Beltran, V., Bonaduce, |., Spangler, J., Cohen, S. X., Lehmann, R., Bernard, S., Rueff, J.,
Bergmann, U., Bertrand, L.

2022; 119 (22): 2116021119

Thorium model and weak 5f delocalization JOURNAL OF VACUUM SCIENCE & TECHNOLOGY A
Tobin, J. G., Nowak, S., Yu, S. W., Roussel, P., Alonso-Mori, R., Kroll, T., Nordlund, D., Weng, T. C., Sokaras, D.
2022; 40 (3)

Millisecond timescale reactions observed via X-ray spectroscopy in a 3D microfabricated fused silica mixer. Corrigendum. Journal of
synchrotron radiation

Huyke, D. A., Ramachandran, A., Ramirez-Neri, O., Guerrero-Cruz, J. A, Gee, L. B., Braun, A., Sokaras, D., Garcia-Estrada, B., Solomon, E. I.,
Hedman, B., Delgado-Jaime, M. U., DePonte, D. P., Kroll, et al

2022; 29 (Pt 3): 930

Local Structure of Sulfur Vacancies on the Basal Plane of Monolayer MoS2. ACS nano

Garcia-Esparza, A. T., Park, S., Abroshan, H., Paredes Mellone, O. A,, Vinson, J., Abraham, B., Kim, T. R., Nordlund, D., Gallo, A., Alonso-Mori, R.,
Zheng, X., Sokaras, D.

2022

Mercury La1 High Energy Resolution Fluorescence Detected X-ray Absorption Spectroscopy: A Versatile Speciation Probe for
Mercury. Inorganic chemistry

Nehzati, S., Dolgova, N. V., Young, C. G., James, A. K., Cotelesage, J. J., Sokaras, D., Kroll, T., Qureshi, M., Pickering, |. J., George, G. N.
2022; 61 (13): 5201-5214

Generation of intense phase-stable femtosecond hard X-ray pulse pairs. Proceedings of the National Academy of Sciences of the United States
of America

Zhang, Y., Kroll, T., Weninger, C., Michine, Y., Fuller, F. D., Zhu, D., Alonso-Mori, R., Sokaras, D., Lutman, A. A., Halavanau, A., Pellegrini, C.,
Benediktovitch, A., Yabashi, et al

2022; 119 (12): e2119616119

Unoccupied electronic structure of actinide dioxides PHYSICAL REVIEW B
Tobin, J. G., Ramanantoanina, H., Daul, C., Roussel, P., Yu, S., Nowak, S., Alonso-Mori, R., Kroll, T., Nordlund, D., Weng, T., Sokaras, D.
2022; 105 (12)
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Tunable metal hydroxide-organic frameworks for catalysing oxygen evolution NATURE MATERIALS

Yuan, S., Peng, J., Cai, B., Huang, Z., Garcia-Esparza, A. T., Sokaras, D., Zhang, Y., Giordano, L., Akkiraju, K., Zhu, Y., Huebner, R., Zou, X.,
Roman-Leshkov, et al

2022; 21 (6): 673-+

Ultrafast structural response of shock-compressed plagioclase METEORITICS & PLANETARY SCIENCE

Gleason, A. E., Park, S., Rittman, D. R., Ravasio, A., Langenhorst, F., Bolis, R. M., Granados, E., Hok, S., Kroll, T., Sikorski, M., Weng, T., Lee, H.,
Nagler, et al

2022

Electronic structure studies reveal 4f/5d mixing and its effect on bonding characteristics in Ce-imido and -oxo complexes CHEMICAL
SCIENCE

Moreau, L. M., Lapsheva, E., Amaro-Estrada, J., Gau, M. R., Carroll, P. J., Manor, B. C., Qiao, Y., Yang, Q., Lukens, W. W., Sokaras, D., Schelter, E.
J., Maron, L., Booth, et al

2022; 13 (6): 1759-1773

Characterization of a Dynamic Y2Ir207 Catalyst during the Oxygen Evolution Reaction in Acid JOURNAL OF PHYSICAL CHEMISTRY C
Hubert, M. A., Gallo, A, Liu, Y., Valle, E., Sanchez, J., Sokaras, D., Sinclair, R., King, L. A., Jaramillo, T. F.
2022

Femtosecond X-ray Spectroscopy Directly Quantifies Transient Excited-State Mixed Valency. The journal of physical chemistry letters

Liekhus-Schmaltz, C., Fox, Z. W., Andersen, A., Kjaer, K. S., Alonso-Mori, R., Biasin, E., Carlstad, J., Chollet, M., Gaynor, J. D., Glownia, J. M.,
Hong, K., Kroll, T., Lee, et al

1800: 378-386

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

Comment on "Underlying simplicity of 5f unoccupied electronic structure” [J. Vac. Sci. Technol. A 39, 043205 (2021)] JOURNAL OF
VACUUM SCIENCE & TECHNOLOGY A

Tobin, J. G., Nowak, S., Yu, S., Roussel, P., Alonso-Mori, R., Kroll, T., Nordlund, D., Weng, T., Sokaras, D.
2021; 39 (6)

Transient Potassium Peroxide Species in Highly Selective Oxidative Coupling of Methane over an Unmolten K<sub>2</sub>WO<sub>4</
sub>/SiO<sub>2</sub> Catalyst Revealed by In Situ Characterization ACS CATALYSIS

Li, D., Yoshida, S., Siritanaratkul, B., Garcia-Esparza, A. T., Sokaras, D., Ogasawara, H., Takanabe, K.
2021; 11 (22): 14237-14248

Effects of x-ray free-electron laser pulse intensity on the Mn K beta(1,3) x-ray emission spectrum in photosystem II-A case study for
metalloprotein crystals and solutions STRUCTURAL DYNAMICS-US

Fransson, T., Alonso-Mori, R., Chatterjee, R., Cheah, M., Ibrahim, M., Hussein, R., Zhang, M., Fuller, F., Gul, S., Kim, ., Simon, P. S., Bogacz, |.,
Makita, et al

2021; 8 (6): 064302

Manipulating electron redistribution to achieve electronic pyroelectricity in molecular [FeCo] crystals. Nature communications

Sadhukhan, P., Wu, S., Long, J. |, Nakanishi, T., Kanegawa, S., Gao, K., Yamamoto, K., Okajima, H., Sakamoto, A., Baker, M. L., Kroll, T., Sokaras,
D., Okazawa, et al

2021; 12 (1): 4836

Base-Accelerated Degradation of Nanosized Platinum Electrocatalysts ACS CATALYSIS
Hersbach, T. J. P, Garcia, A. C., Kroll, T., Sokaras, D., Koper, M. T. M., Garcia-Esparza, A. T.
2021; 11 (15): 9904-9915

High Energy Resolution Fluorescence Detected X-ray Absorption Spectroscopy: An Analytical Method for Selenium Speciation. Analytical
chemistry

Nehzati, S., Dolgova, N. V., James, A. K., Cotelesage, J. J., Sokaras, D., Kroll, T., George, G. N., Pickering, I. J.
2021; 93 (26): 9235-9243

Page 7 of 23



Dimosthenis Sokaras
http://cap.stanford.edu/profiles/Dimosthenis_Sokaras/

Millisecond timescale reactions observed via X-ray spectroscopy in a 3D microfabricated fused silica mixer. Journal of synchrotron radiation

Huyke, D. A., Ramachandran, A., Ramirez-Neri, O., Guerrero-Cruz, J. A, Gee, L. B., Braun, A., Sokaras, D., Garcia-Estrada, B., Solomon, E. I.,
Hedman, B., Delgado-Jaime, M. U., DePonte, D. P., Kroll, et al

2021; 28 (Pt 4): 1100-1113

Underlying simplicity of 5f unoccupied electronic structure JOURNAL OF VACUUM SCIENCE & TECHNOLOGY A
Tobin, J. G., Nowak, S., Yu, S., Roussel, P., Alonso-Mori, R., Kroll, T., Nordlund, D., Weng, T., Sokaras, D.
2021; 39 (4)

Operando Elucidation on the Working State of Immobilized Fluorinated Iron Porphyrin for Selective Aqueous Electroreduction of CO2 to
CO ACS CATALYSIS

Lu, X., Ahsaine, H., Dereli, B., Garcia-Esparza, A. T., Reinhard, M., Shinagawa, T., Li, D., Adil, K., Tchalala, M., Kroll, T., Eddaoudi, M., Sokaras, D.,
Cavallo, et al

2021; 11 (11): 6499-6509

Hg(ll) Binding to Thymine Bases in DNA. Inorganic chemistry
Nehzati, S., Summers, A. O., Dolgova, N. V., Zhu, J., Sokaras, D., Kroll, T., Pickering, I. J., George, G. N.
2021; 60 (10): 7442-7452

Resonant Inelastic X-ray Scattering Calculations of Transition Metal Complexes Within a Simplified Time-Dependent Density Functional
Theory Framework. Journal of chemical theory and computation

Nascimento, D. R., Biasin, E., Poulter, B. I., Khalil, M., Sokaras, D., Govind, N.
2021

Effect of 3d/4p Mixing on 1s2p Resonant Inelastic X-ray Scattering: Electronic Structure of Oxo-Bridged Iron Dimers. Journal of the
American Chemical Society

Kroll, T., Baker, M. L., Wilson, S. A., Lundberg, M., Juhin, A., Arrio, M., Yan, J. J., Gee, L. B., Braun, A., Weng, T., Sokaras, D., Hedman, B.,
Hodgson, et al

2021

Revealing the bonding of solvated Ru complexes with valence-to-core resonant inelastic X-ray scattering CHEMICAL SCIENCE

Biasin, E., Nascimento, D. R., Poulter, B. I., Abraham, B., Kunnus, K., Garcia-Esparza, A. T., Nowak, S. H., Kroll, T., Schoenlein, R. W., Alonso-Mori,
R., Khalil, M., Govind, N., Sokaras, et al

2021; 12 (10): 3713-25

Operando Study of Thermal Oxidation of Monolayer MoS2 ADVANCED SCIENCE

Park, S., Garcia-Esparza, A. T., Abroshan, H., Abraham, B., Vinson, J., Gallo, A., Nordlund, D., Park, J., Kim, T., Vallez, L., Alonso-Mori, R., Sokaras,
D., Zheng, et al

2021

Sulfur K beta X-ray emission spectroscopy: comparison with sulfur K-edge X-ray absorption spectroscopy for speciation of organosulfur
compounds PHYSICAL CHEMISTRY CHEMICAL PHYSICS

Qureshi, M., Nowak, S. H., Vogt, L. |, Cotelesage, J. J. H., Dolgova, N. V., Sharifi, S., Kroll, T., Nordlund, D., Alonso-Mori, R., Weng, T., Pickering, I.
J., George, G. N., Sokaras, et al

2021; 23 (8): 4500-4508

Author Correction: Direct observation of coherent femtosecond solvent reorganization coupled to intramolecular electron transfer. Nature
chemistry

Biasin, E., Fox, Z. W., Andersen, A., Ledbetter, K., Kjar, K. S., Alonso-Mori, R., Carlstad, J. M., Chollet, M., Gaynor, J. D., Glownia, J. M., Hong, K.,
Kroll, T., Lee, et al

2021

Direct observation of coherent femtosecond solvent reorganization coupled to intramolecular electron transfer. Nature chemistry

Biasin, E., Fox, Z. W., Andersen, A., Ledbetter, K., Kjar, K. S., Alonso-Mori, R., Carlstad, J. M., Chollet, M., Gaynor, J. D., Glownia, J. M., Hong, K.,
Kroll, T., Lee, et al

2021

Quantification of Ni-N-O Bond Angles and NO Activation by X-ray Emission Spectroscopy INORGANIC CHEMISTRY
Phu, P. N., Gutierrez, C. E., Kundu, S., Sokaras, D., Kroll, T., Warren, T. H., Stieber, S. E.
2021; 60 (2): 737-745
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Short-lived metal-centered excited state initiates iron-methionine photodissociation in ferrous cytochrome c. Nature communications

Reinhard, M. E., Mara, M. W., Kroll, T., Lim, H., Hadt, R. G., Alonso-Mori, R., Chollet, M., Glownia, J. M., Nelson, S., Sokaras, D., Kunnus, K., Driel,
T. B., Hartsock, et al

2021; 12 (1): 1086

Probing Depth-Dependent Transition-Metal Redox of Lithium Nickel, Manganese, and Cobalt Oxides in Li-lon Batteries ACS APPLIED
MATERIALS & INTERFACES

Yu, Y., Karayaylali, P., Giordano, L., Corchado-Garcia, J., Hwang, J., Sokaras, D., Maglia, F., Jung, R., Gittleson, F. S., Shao-Horn, Y.
2020; 12 (50): 55865-55875

Kbeta X-ray Emission Spectroscopy as a Probe of Cu(l) Sites: Application to the Cu(l) Site in Preprocessed Galactose Oxidase. /norganic
chemistry

Lim, H., Baker, M. L., Cowley, R. E., Kim, S., Bhadra, M., Siegler, M. A,, Kroll, T., Sokaras, D., Weng, T., Biswas, D. R., Dooley, D. M., Karlin, K. D.,
Hedman, et al

2020

Acidic Oxygen Evolution Reaction Activity-Stability Relationships in Ru-Based Pyrochlores ACS CATALYSIS

Hubert, M. A., Patel, A. M., Gallo, A, Liu, Y., Valle, E., Ben-Naim, M., Sanchez, J., Sokaras, D., Sinclair, R., Norskov, J. K., King, L. A., Bajdich, M.,
Jaramillo, et al

2020; 10 (20): 12182-96

Solution Chemistry of Copper(ll) Binding to Substituted 8-Hydroxyquinolines. /norganic chemistry
Summers, K. L., Pushie, M. J., Sopasis, G. J., James, A. K., Dolgova, N. V., Sokaras, D., Kroll, T., Harris, H. H., Pickering, I. J., George, G. N.
2020; 59 (19): 13858-13874

Unveiling the critical role of the Mn dopant in a NiFe(OH)(2)catalyst for water oxidation JOURNAL OF MATERIALS CHEMISTRY A
Zhang, Y., Cheng, C., Kuai, C., Sokaras, D., Zheng, X., Sainio, S., Lin, F., Dong, C., Nordlund, D., Du, X.
2020; 8 (34): 17471-76

Phase segregation reversibility in mixed-metal hydroxide water oxidation catalysts NATURE CATALYSIS
Kuai, C., Xu, Z., Xi, C., Hu, A,, Yang, Z., Zhang, Y., Sun, C., Li, L., Sokaras, D., Dong, C., Qiao, S., Du, X., Lin, et al
2020

Probing Charge Ordering in Fractional Mixed-Valence Charge Density Wave Systems with Oriented HERFD-XANES
Spectroscopy JOURNAL OF PHYSICAL CHEMISTRY C

Turner, N. A., Leicht, J. A., Sokaras, D., Kroll, T., Dexheimer, S. L.
2020; 124 (30): 16544-16552

Observation of Seeded Mn K beta Stimulated X-Ray Emission Using Two-Color X-Ray Free-Electron Laser Pulses PHYSICAL REVIEW
LETTERS

Kroll, T., Weninger, C., Fuller, F. D., Guetg, M. W., Benediktovitch, A., Zhang, Y., Marinelli, A., Alonso-Mori, R., Aquila, A., Liang, M., Koglin, J. E.,
Koralek, J., Sokaras, et al

2020; 125 (3)

Reply to Comments on "Rethinking the Minamata Tragedy: What Mercury Species Was Really Responsible?". Environmental science &
technology

James, A. K., Nehzati, S., Dolgova, N. V., Sokaras, D., Kroll, T., O'Donoghue, J. L., Watson, G. E., Myers, G. J., Krone, P. H., Pickering, I. J., George,
G.N.

2020; 54 (13): 8484-8485

Reply to Comments on "Rethinking the Minamata Tragedy: What Mercury Species Was Really Responsible?". Environmental science &
technology

James, A. K., Nehzati, S., Dolgova, N. V., Sokaras, D., Kroll, T., O'Donoghue, J. L., Watson, G. E., Myers, G. J., Krone, P. H., Pickering, I. J., George,
G.N.

2020; 54 (13): 8488-8490

Ni5Ga3 catalysts for CO2 reduction to methanol: Exploring the role of Ga surface oxidation/reduction on catalytic activity APPLIED
CATALYSIS B-ENVIRONMENTAL

Gallo, A., Snider, J. L., Sokaras, D., Nordlund, D., Kroll, T., Ogasawara, H., Kovarik, L., Duyar, M. S., Jaramillo, T. F.
2020; 267
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Femtosecond X-Ray Scattering Study of Ultrafast Photoinduced Structural Dynamics in Solvated [Co(terpy)(2)](2+) (vol 117, 013002,
2016) PHYSICAL REVIEW LETTERS

Biasin, E., van Driel, T., Kjer, K. S., Dohn, A. O., Christensen, M., Harlang, T., Vester, P., Chabera, P., Liu, Y., Uhlig, J., Papai, M., Nemeth, Z.,
Hartsock, et al

2020; 124 (19): 199902

Thermal stress-induced charge and structure heterogeneity in emerging cathode materials MATERIALS TODAY
Alvarado, J., Wei, C., Nordlund, D., Kroll, T., Sokaras, D., Tian, Y., Liu, Y., Doeff, M. M.
2020; 35: 87-98

Application of FEFF analyses to actinide 5f systems JOURNAL OF VACUUM SCIENCE & TECHNOLOGY A
Tobin, J. G., Sokaras, D.
2020; 38 (3)

Rethinking the Minamata Tragedy: What Mercury Species Was Really Responsible? Environmental science & technology

James, A. K., Nehzati, S., Dolgova, N. V., Sokaras, D., Kroll, T., Eto, K., O'Donoghue, J. L., Watson, G. E., Myers, G. J., Krone, P. H., Pickering, I. J.,
George, G. N.

2020; 54 (5): 2726-2733

Direct Observation of Methylmercury and Auranofin Binding to Selenocysteine in Thioredoxin Reductase. /norganic chemistry
Pickering, I. J., Cheng, Q., Rengifo, E. M., Nehzati, S., Dolgova, N. V., Kroll, T., Sokaras, D., George, G. N., Arnér, E. S.
2020; 59 (5): 2711-2718

A versatile Johansson-type tender x-ray emission spectrometer REVIEW OF SCIENTIFIC INSTRUMENTS

Nowak, S. H., Armenta, R., Schwartz, C. P., Gallo, A., Abraham, B., Garcia-Esparza, A. T., Biasin, E., Prado, A., Maciel, A., Zhang, D., Day, D.,
Christensen, S., Kroll, et al

2020; 91 (3): 033101

Distinct Surface and Bulk Thermal Behaviors of LiNi0.6Mn0.2C00.202 Cathode Materials as a Function of State of Charge. ACS applied
materials & interfaces

Tian, C., Xu, Y., Kan, W. H., Sokaras, D., Nordlund, D., Shen, H., Chen, K., Liu, Y., Doeff, M.
2020

Probing U 5f Covalency in Uranium Compounds through Oxidant 2p Bonding JOURNAL OF THE PHYSICAL SOCIETY OF JAPAN
Tobin, J. G, Yu, S., Shuh, D. K., Sokaras, D.
2020; 89 (2)

Towards the Quantification of 5f Delocalization APPLIED SCIENCES-BASEL
Tobin, J. G., Nowak, S., Yu, S., Alonso-Mori, R., Kroll, T., Nordlund, D., Weng, T., Sokaras, D.
2020; 10 (8)

Vibrational wavepacket dynamics in Fe carbene photosensitizer determined with femtosecond X-ray emission and scattering. Nature
communications

Kunnus, K., Vacher, M., Harlang, T. C., Kjar, K. S., Haldrup, K., Biasin, E., van Driel, T. B., Papai, M., Chabera, P., Liu, Y., Tatsuno, H., Timm, C.,
Kallman, et al

2020; 11 (1): 634

Excited state charge distribution and bond expansion of ferrous complexes observed with femtosecond valence-to-core x-ray emission
spectroscopy Journal of Chemical Physics

Ledbetter, K., Reinhard, M. E., Kunnus, K., Gallo, A., Britz, A., Biasin, E., Glownia, J. M., Nelson, S., Van Driel, T. B., Weninger, C., Zederkof, D. B.,
Haldrup, K., Cordones, et al

2020; 152

Femtosecond electronic structure response to high intensity XFEL pulses probed by iron X-ray emission spectroscopy. Scientific reports

Alonso-Mori, R. n., Sokaras, D. n., Cammarata, M. n., Ding, Y. n., Feng, Y. n., Fritz, D. n., Gaffney, K. J., Hastings, J. n., Kao, C. C., Lemke, H. T.,
Maxwell, T. n., Robert, A. n., Schropp, et al

2020; 10 (1): 16837

Observation of 5f intermediate coupling in uranium x-ray emission spectroscopy JOURNAL OF PHYSICS COMMUNICATIONS
Tobin, J. G., Nowak, S., Yu, S., Alonso-Mori, R., Kroll, T., Nordlund, D., Weng, T., Sokaras, D.
2020; 4 (1)
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In situ X-ray diffraction of silicate liquids and glasses under dynamic and static compression to megabar pressures. Proceedings of the
National Academy of Sciences of the United States of America

Morard, G. n., Hernandez, J. A., Guarguaglini, M. n., Bolis, R. n., Benuzzi-Mounaix, A. n., Vinci, T. n., Fiquet, G. n., Baron, M. A., Shim, S. H., Ko, B.
n., Gleason, A. E., Mao, W. L., Alonso-Mori, et al

2020

Calcium-Uranyl-Carbonato Species Kinetically Limit U(VI) Reduction by Fe(ll) and Lead to U(V)-Bearing Ferrihydrite. Environmental science
& technology

Dewey, C. n., Sokaras, D. n., Kroll, T. n., Bargar, J. R., Fendorf, S. n.
2020

QUANTIFYING THE APPLICATION OF FEFF TO F-DERIVED SPECTRAL STRUCTURE MRS ADVANCES
Tobin, J. G., Sokaras, D.
2020; 5 (51): 2631-2638

Using N-Terminal Coordination of Cu(ll) and Ni(ll) to Isolate the Coordination Environment of Cu(l) and Cu(ll) Bound to His13 and His14 in
Amyloid-B(4-16) INORGANIC CHEMISTRY

Pushie, M., Stefaniak, E., Sendzikr, M. R., Sokaras, D., Kro, T., Haas, K. L.
2019; 58 (22): 15138-15154

Revealing Electronic Signatures of Lattice Oxygen Redox in Lithium Ruthenates and Implications for High-Energy Li-lon Battery Material
Designs CHEMISTRY OF MATERIALS

Yu, Y., Karayaylali, P., Nowak, S. H., Giordano, L., Gauthier, M., Hong, W., Kou, R., Li, Q., Vinson, J., Kroll, T., Sokaras, D., Sun, C., Charles, et al
2019; 31 (19): 7864-7876

NpSe<sub>2</sub>: a Binary Chalcogenide Containing Modulated Selenide Chains and Ambiguous-Valent Metal ANGEWANDTE CHEMIE-
INTERNATIONAL EDITION

Jin, G., Malliakas, C. D., Hu, Y., Booth, C. H., Ibers, J. A., Sokaras, D., Weng, T., Skanthakumar, S., Soderholm, L.
2019; 58 (45): 16130-16133

Diagram, valence-to-core, and hypersatellite K beta X-ray transitions in metallic chromium

Zeeshan, F., Hoszowska, J., Dousse, J., Sokaras, D., Weng, T., Alonso-Mori, R., Kavcic, M., Guerra, M., Sampaio, J., Parente, F., Indelicato, P.,
Marques, J., Santos, et al

WILEY.2019: 351-359

Localized Electronic Structure of Nitrogenase FeMoco Revealed by Selenium K-Edge High Resolution X-ray Absorption
Spectroscopy JOURNAL OF THE AMERICAN CHEMICAL SOCIETY

Henthorn, J. T., Arias, R. J., Koroidov, S., Kroll, T., Sokaras, D., Bergmann, U., Rees, D. C., DeBeer, S.
2019; 141 (34): 13676-13688

Fully Oxidized Ni-Fe Layered Double Hydroxide with 100% Exposed Active Sites for Catalyzing Oxygen Evolution Reaction ACS
CATALYSIS

Kuai, C., Zhang, Y., Wu, D., Sokaras, D., Mu, L., Spence, S., Nordlund, D., Lin, F., Du, X.
2019; 9 (7): 6027-32

Finding intersections between electronic excited state potential energy surfaces with simultaneous ultrafast X-ray scattering and
spectroscopy. Chemical science

Kjar, K. S., Van Driel, T. B., Harlang, T. C., Kunnus, K., Biasin, E., Ledbetter, K., Hartsock, R. W., Reinhard, M. E., Koroidov, S, Li, L., Laursen, M. G.,
Hansen, F. B., Vester, et al

2019; 10 (22): 5749-60

Pheomelanin pigment remnants mapped in fossils of an extinct mammal NATURE COMMUNICATIONS

Manning, P. L., Edwards, N. P., Bergmann, U., Anne, J., Sellers, W. |, van Veelen, A., Sokaras, D., Egerton, V. M., Alonso-Mori, R., Ignatyev, K., van
Dongen, B. E., Wakamatsu, K., Ito, et al

2019; 10: 2250

Surface Characterization of Li-Substituted Compositionally Heterogeneous NaLi0.045Cu0.185Fe0.265Mn0.50502 Sodium-lon Cathode
Material JOURNAL OF PHYSICAL CHEMISTRY C

Rahman, M., Zhang, Y., Xia, S., Kan, W., Avdeev, M., Mu, L., Sokaras, D., Kroll, T., Du, X., Nordlund, D., Liu, Y., Lin, F.
2019; 123 (18): 11428-35
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Nature of cobalt species during the <i>in situ</i> sulfurization of Co(Ni)Mo/Al<sub>2</sub>0<sub>3</sub> hydrodesulfurization
catalysts JOURNAL OF SYNCHROTRON RADIATION

al Samarai, M., van Oversteeg, C. H. M., Delgado-Jaime, M., Weng, T., Sokaras, D., Liu, B., van der Linden, M., van der Eerden, A. M. J., Vogt, E. T.
C., Weckhuysen, B. M., de Groot, F. M. F.

2019; 26: 811-818

A high-throughput energy-dispersive tender X-ray spectrometer for shot-to-shot sulfur measurements. Journal of synchrotron radiation

Abraham, B., Nowak, S., Weninger, C., Armenta, R., Defever, J., Day, D., Carini, G., Nakahara, K., Gallo, A., Nelson, S., Nordlund, D., Kroll, T.,
Hunter, et al

2019; 26 (Pt 3): 629-34

X-ray Absorption Spectroscopy Investigations of Copper(ll) Coordination in the Human Amyloid B Peptide. /norganic chemistry
Summers, K. L., Schilling, K. M., Roseman, G., Markham, K. A., Dolgova, N. V., Kroll, T., Sokaras, D., Millhauser, G. L., Pickering, I. J., George, G. N.
2019

Visualizing sulfur with X-rays: From molecules to tissues PHOSPHORUS SULFUR AND SILICON AND THE RELATED ELEMENTS

George, G. N., Pickering, I. J., Cotelesage, J. J. H., Vogt, L., Dolgova, N., Regnier, N., Sokaras, D., Kroll, T., Sneeden, E. Y., Hackett, M. J., Goto, K.,
Block, E.

2019; 194 (7): 618-623

Separate measurement of the 5f<sub>5/2</sub> and 5f<sub>7/2</sub> unoccupied density of states of UO<sub>2</sub> JOURNAL OF
ELECTRON SPECTROSCOPY AND RELATED PHENOMENA

Tobin, J. G., Nowak, S., Booth, C. H., Bauer, E. D., Yu, S., Alonso-Mori, R., Kroll, T., Nordlund, D., Weng, T., Sokaras, D.
2019; 232: 100-104

Hybrid X-ray Spectroscopy-Based Approach To Acquire Chemical and Structural Information of Single-Walled Carbon Nanotubes with
Superior Sensitivity JOURNAL OF PHYSICAL CHEMISTRY C

Sainio, S., Wester, N., Titus, C. J., Liao, Y., Zhang, Q., Nordlund, D., Sokaras, D., Lee, S., Irwin, K. D., Doriese, W. B., O'Neil, G. C., Swetz, D. S.,
Ullom, et al

2019; 123 (10): 611420

Electronic structure changes upon lithium intercalation into graphite - Insights from <i>ex situ</i> and <i>operando</i> x-ray Raman
spectroscopy CARBON

Boesenberg, U., Sokaras, D., Nordlund, D., Weng, T., Goreloy, E., Richardson, T. J., Kostecki, R., Cabana, J.
2019; 143: 371-377

Electronic Structure of Naturally Occurring Aromatic Carbon ENERGY & FUELS
Pomerantz, A. E., Bostrom, N. W., Kleinber, R. L., Crace, E., Weng, T., Sokaras, D., Nordlund, D.
2019; 33 (3): 2099-2105

Resonant inelastic X-ray scattering determination of the electronic structure of oxyhemoglobin and its model complex PROCEEDINGS OF
THE NATIONAL ACADEMY OF SCIENCES OF THE UNITED STATES OF AMERICA

Yan, J. J., Kroll, T., Baker, M. L., Wilson, S. A, Decreau, R., Lundberg, M., Sokaras, D., Glatzel, P., Hedman, B., Hodgson, K. O., Solomon, E. I.
2019; 116 (8): 2854-59

Identification of the active complex for CO oxidation over single-atom Ir-on-MgAI204 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

Operando Observation of Chemical Transformations of Iridium Oxide During Photoelectrochemical Water Oxidation ACS APPLIED
ENERGY MATERIALS

Li, L., Yang, J., Ali-Loytty, H., Weng, T., Toma, F. M., Sokaras, D., Sharp, I. D., Nilsson, A.
2019; 2 (2): 1371-79

Hot Branching Dynamics in a Light-Harvesting Iron Carbene Complex Revealed by Ultrafast X-ray Emission Spectroscopy. Angewandte
Chemie (International ed. in English)

Tatsuno, H. n., Kjaer, K. S., Kunnus, K. n., Harlang, T. C., Timm, C. n., Guo, M. n., Chabera, P. n., Fredin, L. A., Hartsock, R. W., Reinhard, M. E.,
Koroidov, S. n., Li, L. n., Cordones, et al

2019

Hammerhead, an Ultrahigh Resolution ePix Camera for Wavelength-Dispersive Spectrometers
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Blaj, G., Bhogadi, D., Chang, C., Doering, D., Kenney, C., Kroll, T., Segal, J., Sokaras, D., Haller, G.
edited by Gwo, S., Huang, D. J., Wei, D. H.
AMER INST PHYSICS.2019

Resolving structures of transition metal complex reaction intermediates with femtosecond EXAFS. Physical chemistry chemical physics :
PCCP

Britz, A. n., Abraham, B. n., Biasin, E. n., van Driel, T. B., Gallo, A. n., Garcia-Esparza, A. T., Glownia, J. n., Loukianov, A. n., Nelson, S. n., Reinhard,
M. n., Sokaras, D. n., Alonso-Mori, R. n.

2019

Soft X-ray spectroscopy with transition-edge sensors at Stanford Synchrotron Radiation Lightsource beamline 10-1. The Review of
scientific instruments

Lee, S. J., Titus, C. J., Alonso Mori, R. n., Baker, M. L., Bennett, D. A., Cho, H. M., Doriese, W. B., Fowler, J. W., Gaffney, K. J., Gallo, A. n., Gard, J.
D., Hilton, G. C., Jang, et al

2019; 90 (11): 113101

Morphological and chemical evidence for cyclic bone growth in a fossil hyaena JOURNAL OF ANALYTICAL ATOMIC SPECTROMETRY

Anne, J., Wogelius, R. A., Edwards, N. P,, van Veelen, A., Buckley, M., Sellers, W. |., Bergmann, U., Sokaras, D., Alonso-Mori, R., Harvey, V. L.,
Egerton, V. M., Manning, P. L.

2018; 33 (12): 2062-2069

Extremely reduced dielectric confinement in two-dimensional hybrid perovskites with large polar organics COMMUNICATIONS PHYSICS
Cheng, B., Li, T., Maity, P., Wei, P., Nordlund, D., Ho, K., Lien, D, Lin, C., Liang, R., Miao, X., Ajia, I. A., Yin, J., Sokaras, et al
2018; 1

Structures of the intermediates of Kok's photosynthetic water oxidation clock. Nature

Kern, J., Chatterjee, R., Young, I. D., Fuller, F. D., Lassalle, L., Ibrahim, M., Gul, S., Fransson, T., Brewster, A. S., Alonso-Mori, R., Hussein, R.,
Zhang, M., Douthit, et al

2018

A Photochemically Generated Selenyl Free Radical Observed by High Energy Resolution Fluorescence Detected X-ray Absorption
Spectroscopy. /norganic chemistry

Nehzati, S., Dolgova, N. V., Sokaras, D., Kroll, T., Cotelesage, J. J., Pickering, I. J., George, G. N.
2018; 57 (17): 10867-10872

Empowering multicomponent cathode materials for sodium ion batteries by exploring three-dimensional compositional
heterogeneities ENERGY & ENVIRONMENTAL SCIENCE

Rahman, M., Xu, Y., Cheng, H., Shi, Q., Kou, R., Mu, L., Liu, Q., Xia, S., Xiao, X., Sun, C., Sokaras, D., Nordlund, D., Zheng, et al
2018; 11 (9): 2496-2508

Exposed Equatorial Positions of Metal Centers via Sequential Ligand Elimination and Installation in MOFs JOURNAL OF THE AMERICAN
CHEMICAL SOCIETY

Yuan, S., Zhang, P., Zhang, L., Garcia-Esparza, A. T., Sokaras, D., Qin, J., Feng, L., Day, G. S., Chen, W., Drake, H. F., Elumalai, P., Madrahimov, S.
T., Sun, et al

2018; 140 (34): 1081419

Targeted Ligand-Exchange Chemistry on Cesium Lead Halide Perovskite Quantum Dots for High-Efficiency Photovoltaics JOURNAL OF
THE AMERICAN CHEMICAL SOCIETY

Wheeler, L. M., Sanehira, E. M., Marshall, A. R., Schulz, P., Suri, M., Anderson, N. C., Christians, J. A., Nordlund, D., Sokaras, D., Kroll, T., Harvey,
S. P, Berry, J. J., Lin, et al

2018; 140 (33): 10504-10513

Carbon Core Electron Spectra of Polycyclic Aromatic Hydrocarbons JOURNAL OF PHYSICAL CHEMISTRY A
Pomerantz, A. E., Crace, E., Weng, T., Sokaras, D., Nordlun, D.
2018; 122 (26): 5730-34

Ultrafast terahertz field control of electronic and structural interactions in vanadium dioxide PHYSICAL REVIEW B

Gray, A. X., Hoffmann, M. C., Jeong, J., Aetukuri, N. P., Zhu, D., Hwang, H. Y., Brandt, N. C., Wen, H., Sternbach, A. J., Bonetti, S., Reid, A. H.,
Kukreja, R., Graves, et al

2018; 98 (4)
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Two-photon absorption of soft X-ray free electron laser radiation by graphite near the carbon K-absorption edge CHEMICAL PHYSICS
LETTERS

Lam, R. K., Raj, S. L., Pascal, T. A., Pemmaraju, C. D, Foglia, L., Simoncig, A., Fabris, N., Miotti, P., Hull, C. J., Rizzuto, A. M., Smith, J. W.,
Mincigrucci, R., Masciovecchio, et al

2018; 703: 112-116

X-ray Emission Spectroscopy as an in Situ Diagnostic Tool for X-ray Crystallography of Metalloproteins Using an X-ray Free-Electron
Laser. Biochemistry

Fransson, T., Chatterjee, R., Fuller, F. D., Gul, S., Weninger, C., Sokaras, D., Kroll, T., Alonso-Mori, R., Bergmann, U., Kern, J., Yachandra, V. K.,
Yano, J.

2018

Designing Boron Nitride Islands in Carbon Materials for Efficient Electrochemical Synthesis of Hydrogen Peroxide JOURNAL OF THE
AMERICAN CHEMICAL SOCIETY

Chen, S., Chen, Z., Siahrostami, S., Higgins, D., Nordlund, D., Sokaras, D., Kim, T., Liu, Y., Yan, X., Nilsson, E., Sinclair, R., Norskov, J. K., Jaramillo,
etal

2018; 140 (25): 7851-7859

Ultrafast nonthermal heating of water initiated by an X-ray Free-Electron Laser PROCEEDINGS OF THE NATIONAL ACADEMY OF
SCIENCES OF THE UNITED STATES OF AMERICA

Beyerlein, K. R., Jonsson, H., Alonso-Mori, R., Aquila, A., Barty, S., Barty, A., Bean, R., Koglin, J. E., Messerschmidt, M., Ragazzon, D., Sokaras, D.,
Williams, G. J., Hau-Riege, et al

2018; 115 (22): 5652-57

Oxygen Release Induced Chemomechanical Breakdown of Layered Cathode Materials NANO LETTERS
Mu, L., Lin, R., Xu, R., Han, L., Xia, S., Sokaras, D., Steiner, J. D., Weng, T., Nordlund, D., Doeff, M. M., Liu, Y., Zhao, K., Xin, et al
2018; 18 (5): 3241-49

Stimulated X-Ray Emission Spectroscopy in Transition Metal Complexes PHYSICAL REVIEW LETTERS

Kroll, T., Weninger, C., Alonso-Mori, R., Sokaras, D., Zhu, D., Mercadier, L., Majety, V. P., Marinelli, A., Lutman, A., Guetg, M. W., Decker, F., Boutet,
S., Aquila, et al

2018; 120 (13): 133203

Solvent control of charge transfer excited state relaxation pathways in [Fe(2,2 '-bipyridine)(CN)(4)1(2-) PHYSICAL CHEMISTRY CHEMICAL
PHYSICS

Kjaer, K. S., Kunnus, K., Harlang, T. C. B., Van Driel, T. B., Ledbetter, K., Hartsock, R. W., Reinhard, M. E., Koroidov, S, Li, L., Laursen, M. G.,
Biasin, E., Hansen, F. B., Vester, et al

2018; 20 (6): 4238—49

Soft X-Ray Second Harmonic Generation as an Interfacial Probe PHYSICAL REVIEW LETTERS

Lam, R. K, Raj, S. L., Pascal, T. A., Pemmaraju, C. D., Foglia, L., Simoncig, A., Fabris, N., Miotti, P., Hull, C. J., Rizzuto, A. M., Smith, J. W.,
Mincigrucci, R., Masciovecchio, et al

2018; 120 (2): 023901

High Resolution, Seamless ePix10K Cameras for Wavelength-Dispersive Spectroscopy
Chang, C., Blaj, G., Segal, J., Bhogadi, D., Kroll, T., Sokaras, D., Kenney, C., IEEE
IEEE.2018

Depth-Dependent Redox Behavior of LiNi0.6Mn0.2C00.202 JOURNAL OF THE ELECTROCHEMICAL SOCIETY
Tian, C., Nordlund, D., Xin, H. L., Xu, Y., Liu, Y., Sokaras, D., Lin, F., Doeff, M. M.
2018; 165 (3): A696-A704

Defective Carbon-Based Materials for the Electrochemical Synthesis of Hydrogen Peroxide ACS SUSTAINABLE CHEMISTRY &
ENGINEERING

Chen, S., Chen, Z., Siahrostami, S., Kim, T., Nordlund, D., Sokaras, D., Nowak, S., To, J. W. F., Higgins, D., Sinclair, R., Norskov, J. K., Jaramillo, T.
F., Bao, et al

2018; 6 (1): 311-17

L-edge spectroscopy of dilute, radiation-sensitive systems using a transition-edge-sensor array JOURNAL OF CHEMICAL PHYSICS

Titus, C. J., Baker, M. L., Lee, S., Cho, H., Doriese, W. B., Fowler, J. W., Gaffney, K., Gard, J. D., Hilton, G. C., Kenney, C., Knight, J., Li, D., Marks,
etal
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2017; 147 (21): 214201

Systematic Structure Property Relationship Studies in Palladium Catalyzed Methane Complete Combustion ACS CATALYSIS

Willis, J. J., Gallo, A., Sokaras, D., Aljama, H., Nowak, S. H., Goodman, E. D., Wu, L., Tassone, C. J., Jaramillo, T. F., Abild-Pedersen, F., Cargnello,
M.

2017; 7 (11): 7810-21

High-Energy-Resolution X-ray Absorption Spectroscopy for Identification of Reactive Surface Species on Supported Single-Site Iridium
Catalysts CHEMISTRY-A EUROPEAN JOURNAL

Hoffman, A. S., Sokaras, D., Zhang, S., Debefve, L. M., Fang, C., Gallo, A., Kroll, T, Dixon, D. A, Bare, S. R., Gates, B. C.
2017; 23 (59): 14760-68

Noninvasive Synchrotron-Based X-ray Raman Scattering Discriminates Carbonaceous Compounds in Ancient and Historical
Materials ANALYTICAL CHEMISTRY

Gueriau, P, Rueff, J., Bernard, S., Kaddissy, J. A., Goler, S., Sahle, C. J., Sokaras, D., Wogelius, R. A., Manning, P. L., Bergmann, U., Bertrand, L.
2017; 89 (20): 10819-10826

Local vs Nonlocal States in FeTiO<sub>3</sub> Probed with 1s2pRIXS: Implications for Photochemistry INORGANIC CHEMISTRY
Hunault, M. Y., Khan, W., Minar, J., Kroll, T., Sokaras, D., Zimmermann, P., Delgado-Jaime, M. U., de Groot, F. M. F.
2017; 56 (18): 10882-10892

Insight into the electronic structure of transition metal ion complexes from resonant inelastic X-ray scattering

Kroll, T., Hadt, R., Wilson, S., Baker, M., Lundberg, M., Yan, J., Weng, T., Sokaras, D., Alonso-Mori, R., Casa, D., Upton, M., Hedman, B., Hodgson,
etal

AMER CHEMICAL SOC.2017

Janus monolayers of transition metal dichalcogenides NATURE NANOTECHNOLOGY
Lu, A., Zhu, H., Xiao, J., Chuu, C., Han, Y., Chiu, M., Cheng, C., Yang, C., Wei, K., Yang, Y., Wang, Y., Sokaras, D., Nordlund, et al
2017; 12 (8): 744-+

Effects of Gold Substrates on the Intrinsic and Extrinsic Activity of High-Loading Nickel-Based Oxyhydroxide Oxygen Evolution
Catalysts ACS CATALYSIS

Chakthranont, P., Kibsgaard, J., Gallo, A., Park, J., Mitani, M., Sokaras, D., Kroll, T., Sinclair, R., Mogensen, M. B., Jaramillo, T. F.
2017; 7 (8): 5399-5409

Ligand manipulation of charge transfer excited state relaxation and spin crossover in [Fe(2,2 '- bipyridine)(2)(CN)(2)] STRUCTURAL
DYNAMICS

Kjaer, K. S., Zhang, W., Alonso-Mori, R., Bergmann, U., Chollet, M., Hadt, R. G., Hartsock, R. W., Harlang, T., Kroll, T., Kubicek, K., Lemke, H. T,
Liang, H. W, Liu, et al

2017; 4 (4): 044030

Metalloprotein entatic control of ligand-metal bonds quantified by ultrafast x-ray spectroscopy SC/IENCE

Mara, M. W., Hadt, R. G., Reinhard, M., Kroll, T., Lim, H., Hartsock, R. W., Alonso-Mori, R., Chollet, M., Glownia, J. M., Nelson, S., Sokaras, D.,
Kunnus, K., Hodgson, et al

2017; 356 (6344): 1276-+

An Oxygen-Insensitive Hydrogen Evolution Catalyst Coated by a Molybdenum-Based Layer for Overall Water Splitting ANGEWANDTE
CHEMIE-INTERNATIONAL EDITION

Garcia-Esparza, A. T., Shinagawa, T., Ould-Chikh, S., Qureshi, M., Peng, X., Wei, N., Anjum, D. H., Clo, A., Weng, T., Nordlund, D., Sokaras, D.,
Kubota, J., Domen, et al

2017; 56 (21): 5780-5784

Determining Atomic-Scale Structure and Composition of Organo-Lead Halide Perovskites by Combining High-Resolution X-ray Absorption
Spectroscopy and First-Principles Calculations ACS ENERGY LETTERS

Drisdell, W. S., Leppert, L., Sutter-Fella, C. M., Liang, Y., Li, Y., Ngo, Q. P., Wan, L. F,, Gul, S., Kroll, T., Sokaras, D., Javey, A., Yano, J., Neaton, et al
2017; 2 (5): 1183-1189

Probing the local electronic structure of dilute bioinorganic active sites using ultra-sensitive soft X-ray detectors
Titus, C., Alpert, B., Baker, M., Cho, H., Denison, E., Doriese, W., Fowler, J., Gaffney, K., Gao, B., Gard, J., Hilton, G., Irwin, K., Joe, et al
AMER CHEMICAL SOC.2017
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Fundamental understanding of defective carbon-based materials for electrochemical synthesis of hydrogen peroxide

Chen, S., Chen, Z., Siahrostami, S., Kim, T., Nordlund, D., Sokaras, D., Nowak, S., To, J., Higgins, D., Sinclair, R., Studt, F., Norskov, J., Jaramillo, et
al

AMER CHEMICAL SOC.2017

Ultra sensitive probing of the local electronic structure based on state-of-the-art Transition-Edge Sensor (TES) technology and soft x-ray
spectroscopy

Nordlund, D., Alpert, B., Baker, M., Cho, H., Denison, E., Doriese, W., Fowler, J., Gaffney, K., Gao, B., Gard, J., Hilton, G., Irwin, K., Joe, et al
AMER CHEMICAL SOC.2017

Ultrasensitive probing of the local electronic structure of nitrogen doped carbon and its applications to 2D electronics, catalysis and bio-
physics

Lee, S., Mori, R., Alpert, B., Baker, M., Berry, J., Cho, H., Denison, E., Doriese, W., Fowler, J., Gaffney, K., Gao, B., Gard, J., Hilton, et al

AMER CHEMICAL SOC.2017

Electrochemical generation of H202: Development of a reactor with carbon catalysts for portable low-cost water purification
Chen, Z., Chen, S., Siahrostami, S., Chakthranont, P., Hahn, C., Nordlund, D., Sokaras, D., Norskov, J., Bao, Z., Jaramillo, T.
AMER CHEMICAL SOC.2017

Determination of differential orbital covalency of heme active sites by L-edge spectroscopy
Baker, M., Alpert, B., Cho, H., Denison, E., Doriese, W., Fowler, J., Gaffney, K., Gard, J., Gao, B., Hilton, G., Irwin, K., Joe, Y., Kenney, et al
AMER CHEMICAL SOC.2017

Operando investigation of Au-MnOx thin films with improved activity for the oxygen evolution reaction ELECTROCHIMICA ACTA
Frydendal, R., Seitz, L. C., Sokaras, D., Weng, T., Nordlund, D., Chorkendorff, |., Stephens, I. E., Jaramillo, T. F.
2017; 230: 22-28

Drop-on-demand sample delivery for studying biocatalysts in action at X-ray free-electron lasers. Nature methods

Fuller, F. D., Gul, S., Chatterjee, R., Burgie, E. S., Young, I. D., Lebrette, H., Srinivas, V., Brewster, A. S., Michels-Clark, T., Clinger, J. A., Andi, B.,
Ibrahim, M., Pastor, et al

2017

Soft X-ray absorption spectroscopy investigation of the surface chemistry and treatments of copper indium gallium diselenide
(CIGS) SOLAR ENERGY MATERIALS AND SOLAR CELLS

Schwartz, C., Nordlund, D., Sokaras, D., Contreras, M., Weng, T., Mansfield, L., Hurst, K. E., Dameron, A., Ramanathan, K., Prendergast, D.,
Christensen, S. T.

2017; 160: 390-397

Charge and Spin-State Characterization of Cobalt Bis(<i>o</i>-dioxolene) Valence Tautomers Using Co K X-ray Emission and L-Edge X-
ray Absorption Spectroscopies INORGANIC CHEMISTRY

Liang, H., Kroll, T., Nordlund, D., Weng, T., Sokaras, D., Pierpont, C. G., Gaffney, K. J.
2017; 56 (2): 737-747

Manipulating charge transfer excited state relaxation and spin crossover in iron coordination complexes with ligand
substitution CHEMICAL SCIENCE

Zhang, W., Kjaer, K. S., Alonso-Mori, R., Bergmann, U., Chollet, M., Fredin, L. A., Hadt, R. G., Hartsock, R. W., Harlang, T., Kroll, T., Kubicek, K.,
Lemke, H. T., Liang, et al

2017; 8 (1): 515-523

Structure of photosystem Il and substrate binding at room temperature NATURE

Young, I. D., Ibrahim, M., Chatterjee, R., Gul, S., Fuller, F. D., Koroidov, S., Brewster, A. S., Tran, R., Alonso-Mori, R., Kroll, T., Michels-Clark, T.,
Laksmono, H., Sierra, et al

2016; 540 (7633): 453-?

Elemental characterisation of melanin in feathers via synchrotron X-ray imaging and absorption spectroscopy SCIENTIFIC REPORTS

Edwards, N. P., van Veelen, A., Anne, J., Manning, P. L., Bergmann, U., Sellers, W. |, Egerton, V. M., Sokaras, D., Alonso-Mori, R., Wakamatsu, K.,
Ito, S., Wogelius, R. A.

2016; 6: 34002

Probing 5 <i>f</i> -state configurations in URu<sub>2</sub>Si<sub>2</sub> with U <i>L</i><sub>llI</sub>-edge resonant x-ray emission
spectroscopy PHYSICAL REVIEW B
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Booth, C. H., Medling, S. A., Tobin, J. G., Baumbach, R. E., Bauer, E. D., Sokaras, D., Nordlund, D., Weng, T.
2016; 94 (4)

Femtosecond X-Ray Scattering Study of Ultrafast Photoinduced Structural Dynamics in Solvated [Co(terpy)(2)](2+) PHYSICAL REVIEW
LETTERS

Biasin, E., van Driel, T., Kjaer, K. S., Dohn, A. O., Christensen, M., Harlang, T., Chabera, P,, Liu, Y., Uhlig, J., Papai, M., Nemeth, Z., Hartsock, R.,
Liang, et al

2016; 117 (1): 013002

Electronic structure study of the CdS buffer layer in CIGS solar cells by X-ray absorption spectroscopy: Experiment and theory SOLAR
ENERGY MATERIALS AND SOLAR CELLS

Schwartz, C., Nordlund, D., Weng, T., Sokaras, D., Mansfield, L., Krishnapriyan, A. S., Ramanathan, K., Hurst, K. E., Prendergast, D., Christensen,
S.T.

2016; 149: 275-283

Geometry of electromechanically active structures in Gadolinium - doped Cerium oxides A/P ADVANCES
Li, Y., Kraynis, O., Kas, J., Weng, T., Sokaras, D., Zacharowicz, R., Lubomirsky, ., Frenkel, A. I.
2016; 6 (5)

KB Valence to Core X-ray Emission Studies of Cu(l) Binding Proteins with Mixed Methionine - Histidine Coordination. Relevance to the
Reactivity of the M- and H-sites of Peptidylglycine Monooxygenase INORGANIC CHEMISTRY

Martin-Diaconescu, V., Chacon, K. N., Delgado-Jaime, M., Sokaras, D., Weng, T., DeBeer, S., Blackburn, N. J.
2016; 55 (7): 3431-3439

On the valence fluctuation in the early actinide metals JOURNAL OF ELECTRON SPECTROSCOPY AND RELATED PHENOMENA
Soederlind, P., Landa, A., Tobin, J. G., Allen, P., Medling, S., Booth, C. H., Bauer, E. D., Cooley, J. C., Sokaras, D., Weng, T., Nordlund, D.
2016; 207: 14-18

Towards characterization of photo-excited electron transfer and catalysis in natural and artificial systems using XFELs FARADAY
DISCUSSIONS

Alonso-Mori, R., Asa, K., Bergmann, U., Brewster, A. S., Chatterjee, R., Cooper, J. K., Frei, H. M., Fuller, F. D., Goggins, E., Gul, S., Fukuzawa, H.,
lablonskyi, D., Ibrahim, et al

2016; 194: 621-638

[Ni<SUP>llI</SUP>(OMe)]-mediated reductive activation of CO<sub>2</sub> affording a Ni(k<SUP>1</SUP>-OCO) complex CHEMICAL
SCIENCE

Chiou, T., Tseng, Y., Lu, T., Weng, T., Sokaras, D., Ho, W., Kuo, T, Jang, L., Lee, J., Liaw, W.
2016; 7 (6): 3640-3644

Structural changes correlated with magnetic spin state isomorphism in the S<sub>2</sub> state of the Mn<sub>4</sub>CaO<sub>5</
sub> cluster in the oxygen-evolving complex of photosystem Il CHEMICAL SCIENCE

Chatterjee, R., Han, G., Kern, J., Gul, S., Fuller, F. D., Garachtchenko, A., Young, I. D., Weng, T., Nordlund, D., Alonso-Mori, R., Bergmann, U.,
Sokaras, D., Hatakeyama, et al

2016; 7 (8): 5236-5248

To Transfer or Not to Transfer? Development of a Dinitrosyl Iron Complex as a Nitroxyl Donor for the Nitroxylation of an Fe<SUP>llI</
SUP>-Porphyrin Center CHEMISTRY-A EUROPEAN JOURNAL

Tseng, Y., Chen, C,, Lin, J., Li, B, Lu, Y., Lin, C., Chen, H., Weng, T., Sokaras, D., Chen, H., Soo, Y,, Lu, T.
2015; 21 (49): 17570-17573

Bioturbating animals control the mobility of redox-sensitive trace elements in organic-rich mudstone GEOLOGY
Harazim, D., Mcllroy, D., Edwards, N. P., Wogelius, R. A., Manning, P. L., Poduska, K. M., Layne, G. D., Sokaras, D., Alonso-Mori, R., Bergmann, U.
2015; 43 (11): 1007-1010

Revealing and suppressing surface Mn(ll) formation of Na<sub>0.44</sub>MnO<sub>2</sub> electrodes for Na-ion batteries NANO
ENERGY

Qiao, R., Dai, K., Mao, J., Weng, T., Sokaras, D., Nordlund, D., Song, X., Battaglia, V. S., Hussain, Z., Liu, G., Yang, W.
2015; 16: 186-195

Covalency in oxidized uranium PHYSICAL REVIEW B
Tobin, J. G., Yu, S., Qiao, R., Yang, W. L., Booth, C. H., Shuh, D. K., Duffin, A. M., Sokaras, D., Nordlund, D., Weng, T.
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2015; 92 (4)

Oxidation and crystal field effects in uranium PHYSICAL REVIEW B
Tobin, J. G., Yu, S., Booth, C. H., Tyliszczak, T., Shuh, D. K., Van der Laan, G., Sokaras, D., Nordlund, D., Weng, T., Bagus, P. S.
2015; 92 (3)

Accurate macromolecular structures using minimal measurements from X-ray free-electron lasers (vol 11, pg 545, 2014) NATURE
METHODS

Hattne, J., Echols, N., Tran, R., Kern, J., Gildea, R. J., Brewster, A. S., Alonso-Mori, R., Gloeckner, C., Hellmich, J., Laksmono, H., Sierra, R. G.,
Lassalle-Kaiser, B., Lampe, et al

2015; 12 (7): 692

Focus characterization at an X-ray free-electron laser by coherent scattering and speckle analysis JOURNAL OF SYNCHROTRON
RADIATION

Sikorski, M., Song, S., Schropp, A., Seiboth, F., Feng, Y., Alonso-Mori, R., Chollet, M., Lemke, H. T., Sokaras, D., Weng, T., Zhang, W., Robert, A.,
Zhu, et al

2015; 22: 599-605

Photon-in photon-out hard X-ray spectroscopy at the Linac Coherent Light Source JOURNAL OF SYNCHROTRON RADIATION

Alonso-Mori, R., Sokaras, D., Zhu, D., Kroll, T., Chollet, M., Feng, Y., Glownia, J. M., Kern, J., Lemke, H. T., Nordlund, D., Robert, A., Sikorski, M.,
Song, et al

2015; 22: 612-620

Hard X-rays in-soft X-rays out: An operando piggyback view deep into a charging lithium ion battery with X-ray Raman
spectroscopy JOURNAL OF ELECTRON SPECTROSCOPY AND RELATED PHENOMENA

Braun, A., Nordlund, D., Song, S., Huang, T., Sokaras, D., Liu, X., Yang, W., Weng, T, Liu, Z.
2015; 200: 257-263

Electronic structure study of CIGS solar cells by X-ray absorption spectroscopy: Experiment and theory
Schwartz, C., Nordlund, D., Weng, T., Ramanathan, K., Sokaras, D., Prendergast, D., Christensen, S.
AMER CHEMICAL SOC.2015

Experimental and theoretical determinations of covalency in d- and f-block metal oxides

Minasian, S., Batista, E., Booth, C., Keith, J., Lukens, W., Kozimor, S., Martin, R., Nordlund, D., Shuh, D., Sokaras, D., Tyliszczak, T., Wen, X., Weng,
etal

AMER CHEMICAL SOC.2015

Investigation of valence tautomerism in cobalt-dioxolene vomplexes using K X-ray emission spectroscopy
Liang, W., Nordlund, D., Weng, T., Sokaras, D., Pierpont, C., Gaffney, K.
AMER CHEMICAL SOC.2015

Indications of radiation damage in ferredoxin microcrystals using high-intensity X-FEL beams JOURNAL OF SYNCHROTRON RADIATION

Nass, K., Foucar, L., Barends, T. R. M., Hartmann, E., Botha, S., Shoeman, R. L., Doak, R., Alonso-Mori, R., Aquila, A., Bajt, S., Barty, A, Bean, R.,
Beyerlein, et al

2015; 22: 225-38

The mapping and differentiation of biological and environmental elemental signatures in the fossil remains of a 50 million year old
bird JOURNAL OF ANALYTICAL ATOMIC SPECTROMETRY

Egerton, V. M., Wogelius, R. A., Norell, M. A., Edwards, N. P., Sellers, W. I., Bergmann, U., Sokaras, D., Alonso-Mori, R., Ignatyev, K., van Veelen,
A., Anne, J., van Dongen, B., Knoll, et al

2015; 30 (3): 627-634

Identification of Highly Active Fe Sites in (Ni,Fe)OOH for Electrocatalytic Water Splitting JOURNAL OF THE AMERICAN CHEMICAL
SOCIETY

Friebel, D., Louie, M. W., Bajdich, M., Sanwald, K. E., Cai, Y., Wise, A. M., Cheng, M., Sokaras, D., Weng, T., Alonso-Mori, R., Davis, R. C., Bargar,
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