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Bio

BIO

Dr. Abild-Pedersen is the co-director of SUNCAT Center for Interface Science and Catalysis. He is leading a research team that focuses on developing
an understanding of the factors determining the catalytic properties at the interface between gas/solvent and solid surfaces and to apply these insights
to processes and catalysts of importance for energy transformations and for sustainable chemical production. His research takes advantage of computer
facilities at SLAC and Stanford to gain the necessary understanding and to link these simulations to experiments where new catalyst synthesis methods
are developed, and the catalyst materials are characterized both in terms of performance (activity, selectivity, durability, etc.) and in terms of geometrical
and electronic structure. The underlying philosophy of his research is that by having a fundamental understanding of the way surfaces catalyze a
chemical reaction we can make a quantum leap in our ability to make predictions for new catalysts and processes. This requires the development of a

theory of heterogeneous catalysis, including electrocatalysis, based on computational and experimental results.

Dr Abild-Pedersen has extensive experience with simulations and modeling of chemical reactions. His work began with the derivation of energy
correlations in catalysis that have helped speed up screening for active, selective and stable catalysts for energy conversion as a graduate student
working with Professor Jens K. Ngrskov at the Technical University of Denmark. He moved to SLAC in 2010 as a staff scientist and helped build up

SUNCAT and define research directions in the field of heterogeneous catalysis.

EDUCATION AND CERTIFICATIONS
® PhD, Technical University of Denmark , Physics (2005)

Publications

PUBLICATIONS

o Oxidizing Role of Cu Cocatalysts in Unassisted Photocatalytic CO2Reduction Using p-GaN/AI203/Au/Cu Heterostructures. ACS nano

Zoric, M. R., Basera, P., Palmer, L. D., Aitbekova, A., Powers-Riggs, N., Lim, H., Hu, W., Garcia-Esparza, A. T., Sarker, H., Abild-Pedersen, F.,
Atwater, H. A., Cushing, S. K., Bajdich, et al

2024

o Coverage, repulsion, and reactivity of hydrogen on High-Entropy alloys JOURNAL OF CATALYSIS
Ostergaard, F. C., Abild-Pedersen, F., Rossmeisl, J.
2024; 435

o Application of machine learning to discover new intermetallic catalysts for the hydrogen evolution and the oxygen reduction
reactions CATALYSIS SCIENCE & TECHNOLOGY

Martinez-Alonso, C., Vassilev-Galindo, V., Comer, B. M., Abild-Pedersen, F., Winther, K. T., Llorca, J.
2024

Page 1 of 15



Frank Abild-Pedersen
http://cap.stanford.edu/profiles/Frank_Abild-Pedersen/

Prediction of Feasibility of Polaronic OER on the (110) Surface of Rutile TiO2. Chemphyschem : a European journal of chemical physics and
physical chemistry

Pada Sarker, H., Abild-Pedersen, F., Bajdich, M.
2024; 25 (11): e202400523

Interpretable Machine Learning Models for Practical Antimonate Electrocatalyst Performance. Chemphyschem : a European journal of
chemical physics and physical chemistry

Deo, S., Kreider, M., Kamat, G., Hubert, M., Zamora Zeledén, J., Wei, L., Matthews, J., Keyes, N., Singh, ., Jaramillo, T., Abild-Pedersen, F., Burke
Stevens, M., Winther, et al

2024: 202400010

Prediction of O and OH Adsorption on Transition Metal Oxide Surfaces from Bulk Descriptors ACS CATALYSIS
Comer, B. M., Bothra, N., Lunger, J. R., Abild-Pedersen, F., Bajdich, M., Winther, K. T.
2024

Revealing Local and Directional Aspects of Catalytic Active Sites by the Nuclear and Surface Electrostatic Potential JOURNAL OF
PHYSICAL CHEMISTRY C

Halldin Stenlid, J., Abild-Pedersen, F.
2024; 128 (11): 4544-4558

Prediction of Feasibility of Polaronic OER on (110) Surface of Rutile TiO2. Chemphyschem : a European journal of chemical physics and
physical chemistry

Sarker, H. P., Abild-Pedersen, F., Bajdich, M.
2024: e202400060

A First-Principles Approach to Modeling Surface Site Stabilities on Multimetallic Catalysts ACS CATALYSIS

Saini, S., Halldin Stenlid, J., Deo, S., Plessow, P. N., Abild-Pedersen, F.

2024; 14 (2): 874-885

Interpretable design of Ir-free trimetallic electrocatalysts for ammonia oxidation with graph neural networks (vol 14, 792, 2023) NATURE
COMMUNICATIONS

Pillai, H., Li, Y., Wang, S., Omidvar, N., Mu, Q., Achenie, L. K., Abild-Pedersen, F., Yang, J., Wu, G., Xin, H.

2023; 14 (1): 950

Classification of Adsorbed Hydrocarbons Based on Bonding Configurations of the Adsorbates and Surface Site Stabilities ACS
CATALYSIS

Mandal, S., Abild-Pedersen, F.

2023: 13663-13671

A Comparative Study of Electrical Double Layer Effects for CO Reduction Reaction Kinetics JOURNAL OF PHYSICAL CHEMISTRY C
Pasumarthi, V., Yu, H., Akhade, S. A., Abild-Pedersen, F., Varley, J. B., Bajdich, M.
2023

Dynamic and reversible transformations of subnanometre-sized palladium on ceria for efficient methane removal NATURE CATALYSIS
Jiang, D., Wan, G., Halldin Stenlid, J., Garcia-Vargas, C. E., Zhang, J., Sun, C., Li, J., Abild-Pedersen, F., Tassone, C. J., Wang, Y.
2023

Assessing catalytic rates of bimetallic nanoparticles with active-site specificity: A case study using NO decomposition CHEM CATALYSIS
Stenlid, J., Streibel, V., Choksi, T., Abild-Pedersen, F.
2023; 3 (5)

Toward Carbon Monoxide Methanation at Mild Conditions on Dual-Site Catalysts. Journal of the American Chemical Society
Zhao, W., Xu, G., He, Z., Cai, C., Abild-Pedersen, F., Wang, T.
2023

X-ray free electron laser studies of electron and phonon dynamics of graphene adsorbed on copper PHYSICAL REVIEW MATERIALS

Ogasawara, H., Wang, H., Gladh, J., Gallo, A., Page, R., Voss, J., Luntz, A., Diesen, E., Abild-Pedersen, F., Nilsson, A., Soldemo, M., Zajac, M.,
Attar, et al

2023;7 (2)

Interpretable design of Ir-free trimetallic electrocatalysts for ammonia oxidation with graph neural networks. Nature communications
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Pillai, H. S., Li, Y., Wang, S., Omidvar, N., Mu, Q., Achenie, L. E., Abild-Pedersen, F., Yang, J., Wu, G., Xin, H.
2023; 14 (1): 792

Colloidally Engineered Pd and Pt Catalysts Distinguish Surface- and Vapor-Mediated Deactivation Mechanisms ACS CATALYSIS
Oh, J., Beck, A., Goodman, E. D., Roling, L. T., Boucly, A., Artiglia, L., Abild-Pedersen, F., van Bokhoven, J. A., Cargnello, M.
2023

Atom-Specific Probing of Electron Dynamics in an Atomic Adsorbate by Time-Resolved X-Ray Spectroscopy. Physical review letters

Schreck, S., Diesen, E., Dell'Angela, M., Liu, C., Weston, M., Capotondi, F., Ogasawara, H., LaRue, J., Costantini, R., Beye, M., Miedema, P. S.,
Halldin Stenlid, J., Gladh, et al

2022; 129 (27): 276001

Symmetry-resolved CO desorption and oxidation dynamics on O/Ru(0001) probed at the C K-edge by ultrafast x-ray
spectroscopy JOURNAL OF CHEMICAL PHYSICS

LaRue, J., Liu, B., Rodrigues, G. S, Liu, C., Torres, J., Schreck, S., Diesen, E., Weston, M., Ogasawara, H., Perakis, F., DellAngela, M., Capotondi,
F., Ball, et al

2022; 157 (16): 164705

Electronic structure factors and the importance of adsorbate effects in chemisorption on surface alloys NPJ COMPUTATIONAL
MATERIALS

Saini, S., Halldin Stenlid, J., Abild-Pedersen, F.
2022; 8 (1)

Screening binary alloys for electrochemical CO2 reduction towards multi-carbon products JOURNAL OF MATERIALS CHEMISTRY A
Li, J., Stenlid, J., Tang, M. T., Peng, H., Abild-Pedersen, F.
2022

Unraveling Electronic Trends in O* and OH* Surface Adsorption in the MO2 Transition-Metal Oxide Series JOURNAL OF PHYSICAL
CHEMISTRY C

Comer, B. M., Li, J., Abild-Pedersen, F., Bajdich, M., Winther, K. T.
2022; 126 (18): 7903-7909

Enhancing the connection between computation and experiments in electrocatalysis NATURE CATALYSIS
Resasco, J., Abild-Pedersen, F., Hahn, C., Bao, Z., Koper, M. M., Jaramillo, T. F.
2022; 5 (5): 374-381

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

Trends in oxygenate/hydrocarbon selectivity for electrochemical CO(2) reduction to C2 products. Nature communications
Peng, H., Tang, M. T., Halldin Stenlid, J., Liu, X., Abild-Pedersen, F.
2022; 13 (1): 1399

Vernier template synthesis of molecular knots. Science (New York, N.Y.)
Ashbridge, Z., Kreidt, E., Pirvu, L., Schaufelberger, F., Stenlid, J. H., Abild-Pedersen, F., Leigh, D. A.
2022; 375 (6584): 1035-1041

Microkinetic Modeling of Propene Combustion on a Stepped, Metallic Palladium Surface and the Importance of Oxygen Coverage ACS
CATALYSIS

Streibel, V., Allama, H. A, Yang, A., Choksi, T. S., Sanchez-Carrera, R. S., Schafer, A., Li, Y., Cargnello, M., Abild-Pedersen, F.
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

Exploring Trends on Coupling Mechanisms toward C-3 Product Formation in CO(2)R JOURNAL OF PHYSICAL CHEMISTRY C
Tang, M. T., Peng, H., Stenlid, J. H., Abild-Pedersen, F.
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2021; 125 (48): 26437-26447

Modeling Potential-Dependent Electrochemical Activation Barriers: Revisiting the Alkaline Hydrogen Evolution Reaction. Journal of the
American Chemical Society

Li, J., Stenlid, J. H., Ludwig, T., Lamoureux, P. S., Abild-Pedersen, F.
2021

Combining artificial intelligence and physics-based modeling to directly assess atomic site stabilities: from sub-nanometer clusters to
extended surfaces. Physical chemistry chemical physics : PCCP

Lamoureux, P. S., Choksi, T. S., Streibel, V., Abild-Pedersen, F.
2021

The Role of Roughening to Enhance Selectivity to C2+ Products during CO2 Electroreduction on Copper ACS ENERGY LETTERS
Gauthier, J. A., Stenlid, J., Abild-Pedersen, F., Head-Gordon, M., Bell, A. T.
2021; 6 (9): 3252-3260

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., Allama, H., Werghi, B., Bare, S. R., Sanchez-Carrera, R. S., Schaefer, A, Li, Y., Abild-Pedersen, F., Cargnello, M.
2021; 401: 89-101

Dynamics and Hysteresis of Hydrogen Intercalation and Deintercalation in Palladium Electrodes: A Multimodal In Situ X-ray Diffraction,
Coulometry, and Computational Study CHEMISTRY OF MATERIALS

Landers, A. T., Peng, H., Koshy, D. M., Lee, S., Feaster, J. T,, Lin, J. C., Beeman, J. W., Higgins, D., Yano, J., Drisdell, W. S., Davis, R. C., Bajdich,
M., Abild-Pedersen, et al

2021; 33 (15): 5872-5884

Achieving industrial ammonia synthesis rates at near-ambient conditions through modified scaling relations on a confined dual
site. Proceedings of the National Academy of Sciences of the United States of America

Wang, T., Abild-Pedersen, F.
2021; 118 (30)

Identifying factors controlling the selective ethane dehydrogenation on Pt-based catalysts from DFT based micro-kinetic
modeling JOURNAL OF ENERGY CHEMISTRY

Wang, T., Abild-Pedersen, F.
2021; 58: 37-40

Theory-Aided Discovery of Metallic Catalysts for Selective Propane Dehydrogenation to Propylene ACS CATALYSIS
Wang, T., Cui, X., Winther, K. T., Abild-Pedersen, F., Bligaard, T., Norskov, J. K.
2021; 11 (10): 6290-6297

Identification of earth-abundant materials for selective dehydrogenation of light alkanes to olefins. Proceedings of the National Academy of
Sciences of the United States of America

Wang, T., Li, G., Cui, X., Abild-Pedersen, F.
2021; 118 (11)

The role of atomic carbon in directing electrochemical CO(2) reduction to multicarbon products ENERGY & ENVIRONMENTAL SCIENCE
Peng, H., Tang, M. T,, Liu, X., Schlexer Lamoureux, P., Bajdich, M., Abild-Pedersen, F.
2021; 14 (1): 473-82

Ultrafast Adsorbate Excitation Probed with Subpicosecond-Resolution X-Ray Absorption Spectroscopy. Physical review letters

Diesen, E., Wang, H. Y., Schreck, S., Weston, M., Ogasawara, H., LaRue, J., Perakis, F., Dell'Angela, M., Capotondi, F., Giannessi, L., Pedersoli, E.,
Naumenko, D., Nikolov, et al

2021; 127 (1): 016802

Guiding the Catalytic Properties of Copper for Electrochemical CO2 Reduction by Metal Atom Decoration. ACS applied materials &
interfaces

Nishimura, Y. F., Peng, H. J., Nitopi, S., Bajdich, M., Wang, L., Morales-Guio, C. G., Abild-Pedersen, F., Jaramillo, T. F., Hahn, C.
2021

From electricity to fuels: Descriptors for C-1 selectivity in electrochemical CO2 reduction APPLIED CATALYSIS B-ENVIRONMENTAL
Tang, M. T., Peng, H., Lamoureux, P., Bajdich, M., Abild-Pedersen, F.
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2020; 279

Enhanced CO tolerance of Pt clusters supported on graphene with lattice vacancies PHYSICAL REVIEW B
Hamamoto, Y., Wella, S., Inagaki, K., Abild-Pedersen, F., Bligaard, T., Hamada, I., Morikawa, Y.
2020; 102 (7)

Predicting metal-metal interactions. Il. Accelerating generalized schemes through physical insights. The Journal of chemical physics
Choksi, T. S., Streibel, V., Abild-Pedersen, F.
2020; 152 (9): 094702

Predicting metal-metal interactions. I. The influence of strain on nanoparticle and metal adlayer stabilities JOURNAL OF CHEMICAL
PHYSICS

Streibel, V., Choksi, T. S., Abild-Pedersen, F.
2020; 152 (9)

Predicting metal-metal interactions. Il. Accelerating generalized schemes through physical insights JOURNAL OF CHEMICAL PHYSICS
Choksi, T. S., Streibel, V., Abild-Pedersen, F.
2020; 152 (9)

Predicting metal-metal interactions. I. The influence of strain on nanoparticle and metal adlayer stabilities. The Journal of chemical physics
Streibel, V., Choksi, T. S., Abild-Pedersen, F.
2020; 152 (9): 094701

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

Yang, A. C., Choksi, T. n., Streibel, V. n., Allama, 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

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

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

Machine Learning for Computational Heterogeneous Catalysis CHEMCATCHEM
Lamoureux, P., Winther, K. T., Torres, J., Streibel, V., Zhao, M., Bajdich, M., Abild-Pedersen, F., Bligaard, T.
2019; 11 (16): 3579-99

Enhancing Electrocatalytic Water Splitting by Strain Engineering ADVANCED MATERIALS
You, B., Tang, M. T., Tsai, C., Abild-Pedersen, F., Zheng, X., Li, H.
2019; 31 (17)

Predicting Adsorption Properties of Catalytic Descriptors on Bimetallic Nanoalloys with Site-Specific Precision JOURNAL OF PHYSICAL
CHEMISTRY LETTERS

Choksi, T. S., Roling, L. T., Streibel, V., Abild-Pedersen, F.
2019; 10 (8): 1852-59

Revealing the Synergy between Oxide and Alloy Phases on the Performance of Bimetallic In-Pd Catalysts for CO2 Hydrogenation to
Methanol ACS CATALYSIS

Snider, J. L., Streibel, V., Hubert, M. A, Choksi, T. S., Valle, E., Upham, D., Schumann, J., Duyar, M. S., Gallo, A., Abild-Pedersen, F., Jaramillo, T. F.
2019; 9 (4): 3399-3412

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.
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AMER CHEMICAL SOC.2019

A coordination-based model for transition metal alloy nanoparticles NANOSCALE
Roling, L. T., Choksi, T. S., Abild-Pedersen, F.
2019; 11 (10): 4438-52

Enhancing Electrocatalytic Water Splitting by Strain Engineering. Advanced materials (Deerfield Beach, Fla.)
You, B., Tang, M. T., Tsai, C., Abild-Pedersen, F., Zheng, X., Li, H.
2019: 1807001

Accessing the C-C transition state energy on transition metals. Physical chemistry chemical physics : PCCP
Aljama, H. n., Abild-Pedersen, F. n.
2019

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

Theoretical and Experimental Studies of CoGa Catalysts for the Hydrogenation of CO2 to Methanol CATALYSIS LETTERS
Singh, J. A., Cao, A., Schumann, J., Wang, T., Norskov, J. K., Abild-Pedersen, F., Bent, S. F.
2018; 148 (12): 3583-91

A Highly Active Molybdenum Phosphide Catalyst for Methanol Synthesis from CO and CO2 ANGEWANDTE CHEMIE-INTERNATIONAL
EDITION

Duyar, M. S., Tsai, C., Snider, J. L., Singh, J. A, Gallo, A., Yoo, J., Medford, A. J., Abild-Pedersen, F., Studt, F., Kibsgaard, J., Bent, S. F., Norskov, J.
K., Jaramillo, et al

2018; 57 (46): 15045-50

Mechanistic Insights into the Synthesis of Higher Alcohols from Syngas on CuCo Alloys ACS CATALYSIS
Cao, A., Schumann, J., Wang, T., Zhang, L., Xiao, J., Bothra, P., Liu, Y., Abild-Pedersen, F., Norskov, J. K.
2018; 8 (11): 10148-55

Strongly Modified Scaling of CO Hydrogenation in Metal Supported TiO Nanostripes ACS CATALYSIS
Sandberg, R. B., Hansen, M. H., Norskov, J. K., Abild-Pedersen, F., Bajdich, M.
2018; 8 (11): 10555-63

Tuning Methane Activation Chemistry on Alkaline Earth Metal Oxides by Doping JOURNAL OF PHYSICAL CHEMISTRY C
Aljama, H., Norskov, J. K., Abild-Pedersen, F.
2018; 122 (39): 2254448

Low-Temperature Methane Partial Oxidation to Syngas with Modular Nanocrystal Catalysts ACS APPLIED NANO MATERIALS
Goodman, E. D., Latimer, A. A,, Yang, A., Wu, L., Tahsini, N., Abild-Pedersen, F., Cargnello, M.
2018; 1 (9): 5258-67

Understanding and tuning catalytic materials using well-defined nanocrystal precursors
Cargnello, M., Willis, J., Goodman, E., Wrasman, C., Yang, A., Abild-Pedersen, F., Bare, S.
AMER CHEMICAL SOC.2018

Well-defined nanocrystals catalysts as active phases and premier materials for spectroscopic studies of catalyst restructuring
Cargnello, M., Goodman, E., Aitbekova, A., Wrasman, C., Riscoe, A., Yang, A., Abild-Pedersen, F., Bare, S.
AMER CHEMICAL SOC.2018

Theoretical Investigation of Methane Oxidation on Pd(111) and Other Metallic Surfaces JOURNAL OF PHYSICAL CHEMISTRY C
Yoo, J., Schumann, J., Studt, F., Abild-Pedersen, F., Norskov, J. K.
2018; 122 (28): 16023-32
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Nature of Lone-Pair-Surface Bonds and Their Scaling Relations INORGANIC CHEMISTRY

Kakekhani, A., Roling, L. T, Kulkarni, A., Latimer, A. A., Abroshan, H., Schumann, J., Aljama, H., Siahrostami, S., Ismail-Beigi, S., Abild-Pedersen,
F., Norskov, J. K.

2018; 57 (12): 7222-38

Structure-Sensitive Scaling Relations: Adsorption Energies from Surface Site Stability CHEMCATCHEM
Roling, L. T., Abild-Pedersen, F.
2018; 10 (7): 1643-50

Selectivity of Synthesis Gas Conversion to C2+ Oxygenates on fcc(111) Transition-Metal Surfaces ACS CATALYSIS
Schumann, J., Medford, A. J., Yoo, J., Zhao, Z., Bothra, P, Cao, A., Studt, F., Abild-Pedersen, F., Norskov, J. K.
2018; 8 (4): 3447-53

Selective catalysts for higher alcohol synthesis: A combined DFT and micro-kinetic modeling study
Schumann, J., Bothra, P., Abild-Pedersen, F., Norskov, J.
AMER CHEMICAL SOC.2018

Mechanistic insights into the synthesis of higher alcohols from syngas on CuCo-alloys
Cao, A., Schumann, J., Abild-Pedersen, F., Liu, Y., Norskov, J.
AMER CHEMICAL SOC.2018

Understanding activity loss in precious-metal combustion catalysts using well-defined nanocrystals
Goodman, E., Riscoe, A., Tahsini, N., Abild-Pedersen, F., Johnston-Peck, A., Cargnello, M.
AMER CHEMICAL SOC.2018

Understanding and tuning catalytic materials For methane activation using nanocrystal precursors
Cargnello, M., Willis, J., Goodman, E., Wrasman, C., Yang, A., Abild-Pedersen, F.
AMER CHEMICAL SOC.2018

Generic approach to access barriers in dehydrogenation reactions COMMUNICATIONS CHEMISTRY
Yu, L., Vilella, L., Abild-Pedersen, F.
2018; 1

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): 781021

Configurational Energies of Nanoparticles Based on Metal-Metal Coordination JOURNAL OF PHYSICAL CHEMISTRY C
Roling, L. T., Li, L., Abild-Pedersen, F.
2017; 121 (41): 23002—-10

Investigating Catalyst-Support Interactions To Improve the Hydrogen Evolution Reaction Activity of Thiomolybdate [M0o3S13](2-)
Nanoclusters ACS CATALYSIS

Hellstern, T. R., Kibsgaard, J., Tsai, C., Palm, D. W., King, L. A., Abild-Pedersen, F., Jaramillo, T. F.
2017; 7 (10): 7126-30

Rh-MnO Interface Sites Formed by Atomic Layer Deposition Promote Syngas Conversion to Higher Oxygenates ACS CATALYSIS
Yang, N., Yoo, J., Schumann, J., Bothra, P., Singh, J. A., Valle, E., Abild-Pedersen, F., Norskov, J. K., Bent, S. F.
2017; 7 (9): 5746-57

Theoretical Insights into Methane C-H Bond Activation on Alkaline Metal Oxides JOURNAL OF PHYSICAL CHEMISTRY C
Aljama, H., Norskov, J. K., Abild-Pedersen, F.
2017; 121 (30): 16440-46

A Theoretical Study of Methanol Oxidation on RuO2(110): Bridging the Pressure Gap ACS CATALYSIS
Latimer, A. A., Abild-Pedersen, F., Norskov, J. K.
2017; 7 (7): 4527-34

Electrochemical generation of sulfur vacancies in the basal plane of MoS2 for hydrogen evolution NATURE COMMUNICATIONS
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Tsai, C., Li, H., Park, S., Park, J., Han, H. S., Norskov, J. K., Zheng, X., Abild-Pedersen, F.
2017; 8

Theoretical study on oxidative coupling of methane using MgO
Aljama, H., Norskov, J., Abild-Pedersen, F.
AMER CHEMICAL SOC.2017

Scaling Relations for Adsorption Energies on Doped Molybdenum Phosphide Surfaces ACS CATALYSIS
Fields, M., Tsai, C., Chen, L. D., Abild-Pedersen, F., Norskov, J. K., Chan, K.
2017; 7 (4): 2528-2534

Modeling the Migration of Platinum Nanoparticles on Surfaces Using a Kinetic Monte Carlo Approach JOURNAL OF PHYSICAL
CHEMISTRY C

Li, L., Plessow, P. N., Rieger, M., Sauer, S., Sanchez-Carrera, R. S., Schaefer, A., Abild-Pedersen, F.
2017; 121 (8): 4261-69

Understanding trends in C-H bond activation in heterogeneous catalysis NATURE MATERIALS
Latimer, A. A., Kulkarni, A. R., Allama, H., Montoya, J. H., Yoo, J. S., Tsai, C., Abild-Pedersen, F., Studt, F., Norskov, J. K.
2017; 16 (2): 225-229

Mechanistic insights into heterogeneous methane activation. Physical chemistry chemical physics
Latimer, A. A., Aljama, H., Kakekhani, A., Yoo, J. S., Kulkarni, A., Tsai, C., Garcia-Melchor, M., Abild-Pedersen, F., Narskov, J. K.
2017; 19 (5): 3575-3581

Bond Order Conservation Strategies in Catalysis Applied to the NH3 Decomposition Reaction ACS CATALYSIS
Yu, L., Abild-Pedersen, F.
2017; 7 (1): 864-871

Methanol Partial Oxidation on Ag(111) from First Principles CHEMCATCHEM
Aljama, H., Yoo, J. S., Norskov, J. K., Abild-Pedersen, F., Studt, F.
2016; 8 (23): 3621-3625

Direct and continuous strain control of catalysts with tunable battery electrode materials SCIENCE
Wang, H., Xu, S., Tsai, C., Li, Y., Liu, C., Zhao, J., Liu, Y., Yuan, H., Abild-Pedersen, F., Prinz, F. B., Norskov, J. K., Cui, Y.
2016; 354 (6315): 1031-1036

Understanding trends in C-H bond activation in heterogeneous catalysis. Nature materials
Latimer, A. A., Kulkarni, A. R., Allama, H., Montoya, J. H., Yoo, J. S., Tsai, C., Abild-Pedersen, F., Studt, F., Nerskov, J. K.
2016

Two-Dimensional Materials as Catalysts for Energy Conversion CATALYSIS LETTERS
Siahrostami, S., Tsai, C., Karamad, M., Koitz, R., Garcia-Melchor, M., Bajdich, M., Vojvodic, A., Abild-Pedersen, F., Norskov, J. K., Studt, F.
2016; 146 (10): 1917-1921

Sintering of Pt Nanoparticles via Volatile PtO2: Simulation and Comparison with Experiments ACS CATALYSIS
Plessow, P. N., Abild-Pedersen, F.
2016; 6 (10): 7098-7108

Elucidating the electronic structure of supported gold nanoparticles and its relevance to catalysis by means of hard X-ray photoelectron
spectroscopy SURFACE SCIENCE

Reinecke, B. N., Kuhl, K. P., Ogasawara, H., Li, L., Voss, J., Abild-Pedersen, F., Nilsson, A., Jaramillo, T. F.
2016; 650: 24-33

Dynamical Observation and Detailed Description of Catalysts under Strong Metal-Support Interaction NANO LETTERS
Zhang, S., Plessow, P. N., Willis, J. J., Dai, S., Xu, M., Graham, G. W., Cargnello, M., Abild-Pedersen, F., Pan, X.
2016; 16 (7): 4528-4534

Modeling the Interface of Platinum and alpha-Quartz(001): Implications for Sintering JOURNAL OF PHYSICAL CHEMISTRY C
Plessow, P. N., Sanchez-Carrera, R. S., Li, L., Rieger, M., Sauer, S., Schaefer, A., Abild-Pedersen, F.
2016; 120 (19): 10340-10350
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Trends in the Thermodynamic Stability of Ultrathin Supported Oxide Films JOURNAL OF PHYSICAL CHEMISTRY C
Plessow, P. N., Bajdich, M., Greene, J., Vojvodic, A., Abild-Pedersen, F.
2016; 120 (19): 10351-60

Chemical and Phase Evolution of Amorphous Molybdenum Sulfide Catalysts for Electrochemical Hydrogen Production. ACS nano
Lee, S. C., Benck, J. D., Tsai, C., Park, J., Koh, A. L., Abild-Pedersen, F., Jaramillo, T. F., Sinclair, R.
2016; 10 (1): 624-632

Activating and optimizing MoS2 basal planes for hydrogen evolution through the formation of strained sulphur vacancies NATURE
MATERIALS

Li, H., Tsai, C., Koh, A. L., Cai, L., Contryman, A. W., Fragapane, A. H., Zhao, J., Han, H. S., Manoharan, H. C., Abild-Pedersen, F., Norskov, J. K.,
Zheng, X.

2016; 15 (1): 48-?

Theoretical insights into the hydrogen evolution activity of layered transition metal dichalcogenides SURFACE SCIENCE
Tsai, C., Chan, K., Norskov, J. K., Abild-Pedersen, F.
2015; 640: 133-140

Surface Tension Effects on the Reactivity of Metal Nanoparticles JOURNAL OF PHYSICAL CHEMISTRY LETTERS
Li, L., Abild-Pedersen, F., Greeley, J., Norskov, J. K.
2015; 6 (19): 3797-3801

Predicting Promoter-Induced Bond Activation on Solid Catalysts Using Elementary Bond Orders JOURNAL OF PHYSICAL CHEMISTRY
LETTERS

Tsai, C., Latimer, A. A., Yoo, J. S., Studt, F., Abild-Pedersen, F.
2015; 6 (18): 3670-3674

From the Sabatier principle to a predictive theory of transition-metal heterogeneous catalysis JOURNAL OF CATALYSIS
Medford, A. J., Vojvodic, A., Hummelshoj, J. S., Voss, J., Abild-Pedersen, F., Studt, F., Bligaard, T., Nilsson, A., Norskov, J. K.
2015; 328: 36-42

Hydrogenation of CO2 to methanol and CO on Cu/ZnO/AI203: Is there a common intermediate or not? JOURNAL OF CATALYSIS
Kunkes, E. L., Studt, F., Abild-Pedersen, F., Schloeg|, R., Behrens, M.
2015; 328: 43-48

Toward Controlled Growth of Helicity-Specific Carbon Nanotubes JOURNAL OF PHYSICAL CHEMISTRY LETTERS
Santos, E. J., Norskov, J. K., Harutyunyan, A. R., Abild-Pedersen, F.
2015; 6 (12): 2232-2237

Examining the Linearity of Transition State Scaling Relations JOURNAL OF PHYSICAL CHEMISTRY C
Plessow, P. N., Abild-Pedersen, F.
2015; 119 (19): 10448-10453

The Mechanism of CO and CO2 Hydrogenation to Methanol over Cu-Based Catalysts CHEMCATCHEM

Studt, F., Behrens, M., Kunkes, E. L., Thomas, N., Zander, S., Tarasov, A., Schumann, J., Frei, E., Varley, J. B., Abild-Pedersen, F., Norskov, J. K.,
Schloegl, R.

2015; 7 (7): 1105-1111

Catalyst design principles: An application to the steam reforming of methane
Abild-Pedersen, F., Bligaard, T., Studt, F., Norskov, J.
AMER CHEMICAL SOC.2015

Transition-metal doped edge sites in vertically aligned MoS2 catalysts for enhanced hydrogen evolution NANO RESEARCH
Wang, H., Tsai, C., Kong, D., Chan, K., Abild-Pedersen, F., Norskov, J. K., Cui, Y.
2015; 8 (2): 566-575

On the role of the surface oxygen species during A-H (A = C, N, O) bond activation: a density functional theory study. Chemical
communications

Yoo, J. S., Khan, T. S., Abild-Pedersen, F., Narskov, J. K., Studt, F.
2015; 51 (13): 2621-2624
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Rational design of MoS2 catalysts: tuning the structure and activity via transition metal doping CATALYSIS SCIENCE & TECHNOLOGY
Tsai, C., Chan, K., Norskov, J. K., Abild-Pedersen, F.
2015; 5 (1): 246-253

Designing an improved transition metal phosphide catalyst for hydrogen evolution using experimental and theoretical trends ENERGY &
ENVIRONMENTAL SCIENCE

Kibsgaard, J., Tsai, C., Chan, K., Benck, J. D., Norskov, J. K., Abild-Pedersen, F., Jaramillo, T. F.
2015; 8 (10): 3022-3029

Operando Characterization of an Amorphous Molybdenum Sulfide Nanoparticle Catalyst during the Hydrogen Evolution
Reaction JOURNAL OF PHYSICAL CHEMISTRY C

Casalongue, H. G., Benck, J. D., Tsai, C., Karlsson, R. K., Kaya, S., Ng, M. L., Pettersson, L. G., Abild-Pedersen, F., Norskov, J. K., Ogasawara, H.,
Jaramillo, T. F., Nilsson, A.

2014; 118 (50): 29252-29259

Understanding the Reactivity of Layered Transition-Metal Sulfides: A Single Electronic Descriptor for Structure and Adsorption JOURNAL
OF PHYSICAL CHEMISTRY LETTERS

Tsai, C., Chan, K., Norskov, J. K., Abild-Pedersen, F.
2014; 5 (21): 3884-3889

Energetics of the Water-Gas-Shift Reaction on the Active Sites of the Industrially Used Cu/ZnO/AI203 Catalyst CATALYSIS LETTERS
Studt, F., Behrens, M., Abild-Pedersen, F.
2014; 144 (11): 1973-77

Insights into carbon nanotube nucleation: Cap formation governed by catalyst interfacial step flow SC/IENTIFIC REPORTS
Rao, R., Sharma, R., Abild-Pedersen, F., Norskov, J. K., Harutyunyan, A. R.
2014; 4

Implications of uncertainty on computationally predicted rates and trends in catalytic ammonia synthesis
Medford, A. J., Wellendorff, J., Vojvodic, A., Abild-Pedersen, F., Studt, F., Jacobsen, K., Bligaard, T., Norskov, J. K.
AMER CHEMICAL SOC.2014

Inherent Enhancement of Electronic Emission from Hexaboride Heterostructure PHYSICAL REVIEW APPLIED
Voss, J., Vojvodic, A., Chou, S. H., Howe, R. T., Abild-Pedersen, F.
2014; 2 (2)

Catalysis. Assessing the reliability of calculated catalytic ammonia synthesis rates. Science
Medford, A. J., Wellendorff, J., Vojvodic, A., Studt, F., Abild-Pedersen, F., Jacobsen, K. W., Bligaard, T., Narskov, J. K.
2014; 345 (6193): 197-200

Active edge sites in MoSe2 and WSe2 catalysts for the hydrogen evolution reaction: a density functional study. Physical chemistry chemical
physics

Tsai, C., Chan, K., Abild-Pedersen, F., Narskov, J. K.

2014; 16 (26): 13156-13164

DFT Study of Atomically-Modified Alkali-Earth Metal Oxide Films on Tungsten JOURNAL OF PHYSICAL CHEMISTRY C
Chou, S. H., Voss, J., Vojvodic, A., Howe, R. T., Abild-Pedersen, F.
2014; 118 (21): 11303-11309

Exploring the limits: A low-pressure, low-temperature Haber-Bosch process CHEMICAL PHYSICS LETTERS
Vojvadic, A., Medford, A. J., Studt, F., Abild-Pedersen, F., Khan, T. S., Bligaard, T., Norskoy, J. K.
2014; 598: 108-112

Theoretical Analysis of Transition-Metal Catalysts for Formic Acid Decomposition ACS CATALYSIS
Yoo, J. S., Abild-Pedersen, F., Norskov, J. K., Studt, F.
2014; 4 (4): 1226-1233

Discovery of a Ni-Ga catalyst for carbon dioxide reduction to methanol NATURE CHEMISTRY
Studt, F., Sharafutdinov, ., Abild-Pedersen, F., Elkjaer, C. F., Hummelshoj, J. S., Dahl, S., Chorkendorff, |., Norskov, J. K.
2014; 6 (4): 320-324
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Finite-size effects on gold and platinum clusters
Li, L., Larsen, A. H., Romero, N. A., Abild-Pedersen, F., Greeley, J. P., Norskov, J. K.
AMER CHEMICAL SOC.2014

Effects of d-band shape on the surface reactivity of transition-metal alloys PHYSICAL REVIEW B
Xin, H., Vojvodic, A., Voss, J., Norskov, J. K., Abild-Pedersen, F.
2014; 89 (11)

Tuning the MoS2 Edge-Site Activity for Hydrogen Evolution via Support Interactions. Nano letters
Tsai, C., Abild-Pedersen, F., Nagrskov, J. K.
2014; 14 (3): 1381-1387

Activity and Selectivity Trends in Synthesis Gas Conversion to Higher Alcohols TOPICS IN CATALYSIS
Medford, A. J., Lausche, A. C., Abild-Pedersen, F., Temel, B., Schjodt, N. C., Norskov, J. K., Studt, F.
2014; 57 (1-4): 135-142

In silico search for novel methane steam reforming catalysts NEW JOURNAL OF PHYSICS
Xu, Y., Lausche, A. C., Wang, S., Khan, T. S., Abild-Pedersen, F., Studt, F., Norskov, J. K., Bligaard, T.
2013; 15

On the effect of coverage-dependent adsorbate-adsorbate interactions for CO methanation on transition metal surfaces JOURNAL OF
CATALYSIS

Lausche, A. C., Medford, A. J., Khan, T. S., Xu, Y., Bligaard, T., Abild-Pedersen, F., Norskov, J. K., Studt, F.
2013; 307: 275-282

Density functional theory studies of transition metal nanoparticles in catalysis
Greeley, J., Rankin, R., Zeng, Z., Chun, H., Clayborne, A, Li, L., Abild-Pedersen, F., Norskov, J., Larsen, A., Kleis, J., Jacobsen, K., Romero, N.
AMER CHEMICAL SOC.2013

Interlayer Carbon Bond Formation Induced by Hydrogen Adsorption in Few-Layer Supported Graphene PHYSICAL REVIEW LETTERS
Rajasekaran, S., Abild-Pedersen, F., Ogasawara, H., Nilsson, A., Kaya, S.
2013; 111 (8)

Stability of Pt-Modified Cu(111) in the Presence of Oxygen and Its Implication on the Overall Electronic Structure JOURNAL OF PHYSICAL
CHEMISTRY C

Oberg, H., Anniyev, T., Vojvodic, A., Kaya, S., Ogasawara, H., Friebel, D., Miller, D. J., Nordlund, D., Bergmann, U., Ljungberg, M. P., Abild-
Pedersen, F., Nilsson, A., Pettersson, et al

2013; 117 (32): 16371-16380

Analysis of sulfur-induced selectivity changes for anhydrous methanol dehydrogenation on Ni(100) surfaces SURFACE SCIENCE
Lausche, A. C., Abild-Pedersen, F., Madix, R. J., Norskoyv, J. K., Studt, F.
2013; 613: 58-62

Thermionic current densities from first principles. journal of chemical physics
Voss, J., Vojvodic, A., Chou, S. H., Howe, R. T., Bargatin, |., Abild-Pedersen, F.
2013; 138 (20): 204701-?

Comment on "Using Photoelectron Spectroscopy and Quantum Mechanics to Determine d-Band Energies of Metals for Catalytic
Applications" JOURNAL OF PHYSICAL CHEMISTRY C

Abild-Pedersen, F., Nilsson, A., Norskov, J. K.
2013; 117 (13): 6914-6915

Bronsted-Evans-Polanyi Relationship for Transition Metal Carbide and Transition Metal Oxide Surfaces JOURNAL OF PHYSICAL
CHEMISTRY C

Vines, F., Vojvodic, A., Abild-Pedersen, F., lllas, F.
2013; 117 (8): 4168-71

Electronic Origin of the Surface Reactivity of Transition-Metal-Doped TiO2(110) JOURNAL OF PHYSICAL CHEMISTRY C
Garcia-Mota, M., Vojvodic, A., Abild-Pedersen, F., Norskov, J. K.
2013; 117 (1): 460-465
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Investigation of Catalytic Finite-Size-Effects of Platinum Metal Clusters JOURNAL OF PHYSICAL CHEMISTRY LETTERS
Li, L., Larsen, A. H., Romero, N. A., Morozov, V. A., Glinsvad, C., Abild-Pedersen, F., Greeley, J., Jacobsen, K. W., Norskov, J. K.
2013; 4 (1): 222-226

CO and CO2 Hydrogenation to Methanol Calculated Using the BEEF-vdW Functional CATALYSIS LETTERS
Studt, F., Abild-Pedersen, F., Varley, J. B., Norskov, J. K.
2013; 143 (1): 71-73

Energetics of Oxygen Adatoms, Hydroxyl Species and Water Dissociation on Pt(111) JOURNAL OF PHYSICAL CHEMISTRY C
Karp, E. M., Campbell, C. T., Studt, F., Abild-Pedersen, F., Nerskov, J. K.
2012; 116 (49): 25772-25776

Elementary steps of syngas reactions on Mo2C(0 0 1): Adsorption thermochemistry and bond dissociation (vol 290, pg 108,
2012) JOURNAL OF CATALYSIS

Medford, A. J., Vojvodic, A., Studt, F., Abild-Pedersen, F., Norskov, J. K.
2012; 296: 175-175

An orbital-overlap model for minimal work functions of cesiated metal surfaces JOURNAL OF PHYSICS-CONDENSED MATTER
Chou, S. H., Voss, J., Bargatin, I, Vojvodic, A., Howe, R. T., Abild-Pedersen, F.
2012; 24 (44)

Volcano Relations for Oxidation of Hydrogen Halides over Rutile Oxide Surfaces CHEMCATCHEM
Toftelund, A., Man, I. C., Hansen, H. A., Abild-Pedersen, F., Bligaard, T., Rossmeisl, J., Studt, F.
2012; 4 (11): 1856-61

CO hydrogenation to methanol on Cu-Ni catalysts: Theory and experiment JOURNAL OF CATALYSIS
Studt, F., Abild-Pedersen, F., Wu, Q., Jensen, A. D., Temel, B., Grunwaldt, J., Norskov, J. K.
2012; 293: 51-60

Reversible graphene-metal contact through hydrogenation PHYSICAL REVIEW B
Rajasekaran, S., Kaya, S., Abild-Pedersen, F., Anniyev, T., Yang, F., Stacchiola, D., Ogasawara, H., Nilsson, A.
2012; 86 (7)

Application of a new informatics tool in heterogeneous catalysis: Analysis of methanol dehydrogenation on transition metal catalysts for
the production of anhydrous formaldehyde JOURNAL OF CATALYSIS

Lausche, A. C., Hummelshoj, J. S., Abild-Pedersen, F., Studt, F., Norskov, J. K.
2012; 291: 133-137

Elementary steps of syngas reactions on Mo2C(001): Adsorption thermochemistry and bond dissociation JOURNAL OF CATALYSIS
Medford, A. J., Vojvodic, A., Studt, F., Abild-Pedersen, F., Norskov, J. K.
2012; 290: 108-117

The Active Site of Methanol Synthesis over Cu/ZnO/AI203 Industrial Catalysts SC/IENCE

Behrens, M., Studt, F., Kasatkin, |., Kuehl, S., Haevecker, M., Abild-Pedersen, F., Zander, S., Girgsdies, F., Kurr, P., Kniep, B., Tovar, M., Fischer, R.
W., Norskov, et al

2012; 336 (6083): 893-897

CatApp: A web application for surface chemistry and heterogeneous catalysis 77th International Biorelated Polymer Symposium / 243rd
National Spring Meeting of the American-Chemical-Society (ACS)

Hummelshoj, J. S., Abild-Pedersen, F., Studt, F., Bligaard, T., Norskov, J. K.
AMER CHEMICAL SOC.2012

Scaling relations applied to synthetic fuel production
Wang, S., Khan, T. S., Jones, G., Andersson, M. P., Falsig, H., Grabow, L. C., Abild-Pedersen, F., Studt, F., Norskov, J. K., Bligaard, T.
AMER CHEMICAL SOC.2012

Catalyst design on the computer
Norskov, J. K., Bligaard, T., Studt, F., Abild-Pedersen, F.
AMER CHEMICAL SOC.2012
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A theoretical evaluation of possible transition metal electro-catalysts for N-2 reduction PHYSICAL CHEMISTRY CHEMICAL PHYSICS
Skulason, E., Bligaard, T., Gudmundsdottir, S., Studt, F., Rossmeisl, J., Abild-Pedersen, F., Vegge, T., Jonsson, H., Norskov, J. K.
2012; 14 (3): 1235-1245

CatApp: A Web Application for Surface Chemistry and Heterogeneous Catalysis ANGEWANDTE CHEMIE-INTERNATIONAL EDITION
Hummelshoj, J. S., Abild-Pedersen, F., Studt, F., Bligaard, T., Norskov, J. K.
2012; 51 (1): 272-274

Scaling relationships for adsorption energies of C-2 hydrocarbons on transition metal surfaces CHEMICAL ENGINEERING SCIENCE
Jones, G., Studt, F., Abild-Pedersen, F., Norskov, J. K., Bligaard, T.
2011; 66 (24): 6318-6323

Scaling relations applied to synthetic fuel production 242nd National Meeting of the American-Chemical-Society (ACS)
Wang, S., Jones, G., Andersson, M. P., Falsig, H., Grabow, L. C., Abild-Pedersen, F., Studt, F., Norskov, J. K., Bligaard, T.
AMER CHEMICAL SOC.2011

On the activity and selectivity of syngas conversion processes 242nd National Meeting of the American-Chemical-Society (ACS)
Studt, F., Abild-Pedersen, F., Norskov, J. K.
AMER CHEMICAL SOC.2011

Structure effects on the energetics of the electrochemical reduction of CO2 by copper surfaces SURFACE SCIENCE
Durand, W. J., Peterson, A. A., Studt, F., Abild-Pedersen, F., Norskov, J. K.
2011; 605 (15-16): 1354-1359

Br(A)over-tilde,nsted-Evans-Polanyi relations for transition-metal oxides from density functional theory 241st National Meeting and
Exposition of the American-Chemical-Society (ACS)

Vojvadic, A., Calle-Vallejo, F., Abild-Pedersen, F., Guo, W., Wang, S., Toftelund, A., Studt, F., Martinez, J. |., Shen, J., Man, I. C., Rossmeisl, J.,
Bligaard, T., Norskov, et al

AMER CHEMICAL SOC.2011

Understanding selectivity in syngas reactions 241st National Meeting and Exposition of the American-Chemical-Society (ACS)
Norskov, J. K., Studt, F., Abild-Pedersen, F.
AMER CHEMICAL SOC.2011

Universal Bronsted-Evans-Polanyi Relations for C-C, C-O, C-N, N-O, N-N, and O-O Dissociation Reactions CATALYSIS LETTERS
Wang, S., Temel, B., Shen, J., Jones, G., Grabow, L. C., Studt, F., Bligaard, T., Abild-Pedersen, F., Christensen, C. H., Norskov, J. K.
2011; 141 (3): 370-373

First-principles investigations of Ni3Al(111) and NiAl(110) surfaces at metal dusting conditions SURFACE SCIENCE

Saadi, S., Hinnemann, B., Appel, C. C., Helveg, S., Abild-Pedersen, F., Norskov, J. K.

2011; 605 (5-6): 582-592

Density functional theory in surface chemistry and catalysis PROCEEDINGS OF THE NATIONAL ACADEMY OF SCIENCES OF THE UNITED
STATES OF AMERICA

Norskov, J. K., Abild-Pedersen, F., Studt, F., Bligaard, T.

2011; 108 (3): 937-943

Descriptor-Based Analysis Applied to HCN Synthesis from NH3 and CH4 ANGEWANDTE CHEMIE-INTERNATIONAL EDITION
Grabow, L. C., Studt, F., Abild-Pedersen, F., Petzold, V., Kleis, J., Bligaard, T., Norskov, J. K.
2011; 50 (20): 4601-4605

How copper catalyzes the electroreduction of carbon dioxide into hydrocarbon fuels ENERGY & ENVIRONMENTAL SCIENCE
Peterson, A. A., Abild-Pedersen, F., Studt, F., Rossmeisl, J., Norskov, J. K.
2010; 3 (9): 1311-1315

On the Role of Metal Step-Edges in Graphene Growth JOURNAL OF PHYSICAL CHEMISTRY C
Saadi, S., Abild-Pedersen, F., Helveg, S., Sehested, J., Hinnemann, B., Appel, C. C., Norskov, J. K.
2010; 114 (25): 11221-11227

Self Blocking of CO Dissociation on a Stepped Ruthenium Surface TOPICS IN CATALYSIS
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Vendelbo, S. B., Johansson, M., Mowbray, D. J., Andersson, M. P., Abild-Pedersen, F., Nielsen, J. H., Norskov, J. K., Chorkendorff, I.
2010; 53 (5-6): 357-364

Electrochemical chlorine evolution at rutile oxide (110) surfaces PHYSICAL CHEMISTRY CHEMICAL PHYSICS
Hansen, H. A., Man, |. C., Studt, F., Abild-Pedersen, F., Bligaard, T., Rossmeisl, J.
2010; 12 (1): 283-90

Volcano Relation for the Deacon Process over Transition-Metal Oxides CHEMCATCHEM
Studt, F., Abild-Pedersen, F., Hansen, H. A., Man, |. C., Rossmeisl, J., Bligaard, T.
2010; 2 (1): 98-102

CATALYSIS Bond control in surface reactions NATURE
Norskov, J. K., Abild-Pedersen, F.
2009; 461 (7268): 1223-25

First-principles investigations of the Ni3Sn alloy at steam reforming conditions SURFACE SCIENCE
Saadi, S., Hinnemann, B., Helveg, S., Appel, C. C., Abild-Pedersen, F., Norskov, J. K.
2009; 603 (5): 762-770

Trends for Methane Oxidation at Solid Oxide Fuel Cell Conditions JOURNAL OF THE ELECTROCHEMICAL SOCIETY
Kleis, J., Jones, G., Abild-Pedersen, F., Tripkovic, V., Bligaard, T., Rossmeisl, J.
2009; 156 (12): B1447-B1456

Virtual materials design using databases of calculated materials properties. Computational Science and Discovery
Munter, T. R., Landis, D. D., Abild-Pedersen, F., Jones, G., Bligaard, T.
2009; 2: 27

The nature of the active site in heterogeneous metal catalysis CHEMICAL SOCIETY REVIEWS
Norskov, J. K., Bligaard, T., Hvolbaek, B., Abild-Pedersen, F., Chorkendorff, I., Christensen, C. H.
2008; 37 (10): 2163-2171

First principles calculations and experimental insight into methane steam reforming over transition metal catalysts JOURNAL OF
CATALYSIS

Jones, G., Jakobsen, J. G., Shim, S. S., Kleis, J., Andersson, M. P., Rossmeisl, J., Abild-Pedersen, F., Bligaard, T., Helveg, S., Hinnemann, B.,
Rostrup-Nielsen, J. R., Chorkendorff, I., Sehested, et al

2008; 259 (1): 147-160

Identification of non-precious metal alloy catalysts for selective hydrogenation of acetylene SC/IENCE
Studt, F., Abild-Pedersen, F., Bligaard, T., Sorensen, R. Z., Christensen, C. H., Norskov, J. K.
2008; 320 (5881): 1320-1322

Structure sensitivity of the methanation reaction: H-2-induced CO dissociation on nickel surfaces JOURNAL OF CATALYSIS

Andersson, M. P., Abild-Pedersen, E., Remediakis, I. N., Bligaard, T., Jones, G., Engbwk, J., Lytken, O., Horch, S., Nielsen, J. H., Sehested, J.,
Rostrup-Nielsen, J. R., Norskov, J. K., Chorkendorff, et al

2008; 255 (1): 6-19
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