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edited by D. M. Herlach and D. M. Matson, pages 363-380 (Wiley-VCH Verlag
GmbH & Co, 2012).

I. M. Markus, N. Adelstein, M. Asta and L. C. De Jonghe, “Ab Intio Calculation of
the Energy Landscape for Protons in DyPOs,” ECS Trans. 45, 111-115 (2012)
(doi:10.1149/1.3701298).

J. Solomon, N. Adelstein, M. Asta and L. C. De Jonghe, “Charge-Compensating
Pyrophosphate Defect Structures in Sr-doped LaPOs4,” ECS Trans. 45, 117-120
(2012) (doi:10.1149/1.3701299).

C. Woodward, J. Lill, M. Asta and D. R. Trinkle, “Molecular-Dynamics
Simulations of Ni-Based Superalloys,” in Superalloys 2012, edited by E. S. Huron,
R. C. Reed, M. C. Hardy, M. J. Mills, R. E. Montero, P. D. Portella and J. Telesman
(Wiley-VCH Verlag GmbH & Co, 2012), DOI: 10.1002/9781118516430.ch59.

M. Asta, “Computational Materials Discovery and Design,” JOM 66, 364-365
(2014).

P. E. A. Turchi and M. Asta, “Summary Report of CALPHAD XLI — Berkeley,
California, USA, 2012, CALPHAD 45, 204-250 (2014).

M. Popovic, Y. Yang A. M. Bolind, V. B. Ozdol, D. L. Olmsted, M. Asta and P.
Hosemann, “Transmission Electron Microscopy (TEM) Study of the Oxide Layers
Formed on Fe-12Cr-4Al Ferritic Alloy in an Oxygenated Pb-Bi Environment at
800 C,” JOM 70, 1471-1477 (2018).

R. A. Enrique, M. Asta and K. Thornton, “Computational Materials Science and
Engineering Education: An Updated Survey of Trends and Needs,” JOM 70, 1644-
1651 (2018).

A. van de Walle and M. Asta, “High Throughput Calculations in the Context of
Alloy Design,” MRS Bulletin 44, 252-256 (2019).

A. Navrotsky, K. Lilova, D. Wu, M. Asta, “Thermodynamics of Complex Solids,”
[. Mater. Res. 34, 3241-3242 (2019).
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42.

43.

44,

C. Guneau, B. Sundman, M. Asta, “Computational Thermodynamics:
Applications to Nuclear Materials,” in Comprehensive Nuclear Materials, 2"
Edition, edited by R. Konings and R. Stoller (Elsevier, 2020).

E. Chen, M. Asta, A. Minor, “Integrating Programming-Based Modules into a
Materials Characterization Laboratory Course to Reinforce Data Science and
Scientific Writing,” 2023 ASEE Annual Conference & Exposition (2023).

F. Walsh, A. Abu-Odeh and M. Asta, “Reconsidering Short-Range Order in 3d
Complex Concentrated Alloys,” MRS Bulletin 48, 753-761 (2023).

PROFESSIONAL ACTIVITIES

Co-organizer of International Workshops, Symposia, Summer Schools, Short Courses

1.

10.

International Workshop: “Structural and Thermodynamic Properties of Alloy
Materials,” Aruba (1999)

Materials Research Society: “Structure and Dynamics of Defects and Interfaces:
Predicting the Evolution of Phase and Defect Microstructures,” Boston, MA,
November, 2000

TMS Annual Meeting: “Computational Modeling of Phase Transformations,”
Seattle, WA, February, 2002

American Association for Crystal Growth and Epitaxy (ACCGE) Annual Meeting
Symposium: “Atomic-Scale Simulations of Crystal Growth from the Melt,”
Seattle, WA, August, 2002.

TMS Annual Meeting: “Computational Methods in Materials Education,” San
Diego, CA, March, 2003.

Centre Européen de Calcul Atomique et Moléculaire (CECAM) Workshop:
“Crystal-Melt Interfaces: Structure, Thermodynamics and Growth,” Lyon,
France, June 23-25, 2003.

TMS Annual Meeting: “The Didier de Fontaine Symposium on the
Thermodynamics of Alloys,” Charlotte, NC, March 14-18, 2004.

Materials Research Society: “Modeling of Morphological Evolution at Surfaces
and Interfaces,” Boston, MA, November 30 — December 2, 2004.

TMS Annual Meeting: “Computational Thermodynamics and Phase
Transformations Symposium,” Orlando, FL, February 25-March 1, 2007.

PSI-K Network Workshop: “Multiscale Approach to Alloys: Advances and
Challenges,” Sigtuna, Sweden, June 16-19, 2007.
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11.

12.

13.

14.

15.

16.

17.

18.

19.

20.

21.

22.

23.

24.

Member of the International Advisory Committee for the Electron Microscopy
and Multiscale Modeling 2007 (EMMO7) conference, Moscow, Russia, September
17-21, 2007.

Deutschen Physikalischen Gesellschaft (DFG) Meeting Symposium: “Modern
Developments in Multiphysics Materials Simulations,” Berlin, Germany,
February 28-29, 2008.

APS March Meeting: “Frontiers of Computational Materials” New Orleans, LA,
March 10, 2008.

Materials Science & Technology (MS&T) Meeting: “Phase Stability, Diffusion
Kinetics and Their Applications,” Pittsburgh, PA, October 6-8, 2008.

TMS Annual Meeting: “Advanced Characterization and Modeling of Phase
Transformations in Metals in Honor of David N. Seidman on his 70" Birthday,”
San Francisco, CA, February 16-18, 2009.

Co-Leader of Dynamics panel and co-author of final report for the DOE workshop

on Discovery in Basic Energy Sciences: The Role of Computing at the Extreme
Scale, August 13-15, 2009, Bethesda, MD.

Materials Research Society: “Multiphysics Modeling in Materials Design,” Boston,
MA, November 30 — December 4, 2009.

TMS Annual Meeting: “Hume Rothery Symposium: Configurational
Thermodynamics of Materials,” Seattle, WA, February 14 - 18, 2010.

Electron Microscopy and Multi-Scale Modeling (EMMM11) Conference, Tahoe
City, CA, May 22-27, 2011.

Chair of Physical Metallurgy Gordon Conference, Stonehill College, Easton, MA,
July 31 — August 5, 2011.

TMS Annual Meeting: “Computational Thermodynamics and Kinetics,” Orlando,
FL, March 12-15, 2012.

CALPHAD XLI Meeting, Berkeley, CA, June 3-8, 2012.

Harnessing the Materials Genome: Accelerated Materials Development via
Computational and Experimental Tools, Vail, CO, September 30 — October 5,
2012.

Co-Organizer of two short courses held in conjunction with TMS meetings:
Introduction to Computational Materials Science and Engineering Tools Short
Course, July 11-12, 2013, Salt Lake City, UT; Integrated Computational Materials
Education Short Course, March 4, 2011, Orlando, FL.
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25.

26.

27.

28.

29.

TMS Annual Meeting: “Hume-Rothery Award Symposium: Multicomponent
Alloy Metallurgy, the Bridge from Materials Science to Materials Engineering,”
Orlando, FL, March 16-19, 2015.

TMS Annual Meeting: “Micromechanics of Structurally Inhomogeneous
Materials: An FMD Symposium in Honor of Armen Khachaturyan,” Orlando, FL,
March 16-19, 2015.

9% Pacific Rim International Conference on Advanced Materials and Processing
(PRICMD): “Modelling and Simulation of Microstructures and Processing,” Kyoto,
Japan, August 2-5, 2016.

Co-Organizer of Integrated Computational Materials Education Summer School,
University of Michigan, July 18-29, 2011; University of Michigan, June 11-22,

2012; University of California, Santa Barbara, June 14-25, 2014; University of
Michigan, June 15-26; University of California, Berkeley, June 6-17, 2016;
University of Michigan, June 5-16, 2017; University of Michigan, June 4-15, 2018.

Co-Organizer of National Science Foundation Emerging Opportunities and
Research Infrastructure Needs in Metals Research workshop, June, 2021.

Review Panels and Advisory Boards

1.

Member of the National Resource Allocations Committee (NRAC) and the
Partnership Resource Allocations Committee (PRAC) of the National Science
Foundation’s Partnership for Advanced Computational Infrastructure (PACI)
(March 2002-June 2005).

Member of Peer Review Panel: Department of Energy, Office of Basic Energy
Science, Division of Materials Science, Review Panel for Oak Ridge National
Laboratory, June 2-5, 2002, and January 17-19, 2006.

Member of Review Panel: National Science Foundation Review Panel for the
Nanoscale Interdisciplinary Research Teams (NIRT), February 24, 2004.

Member of the Committee of Visitors (COV) for the Materials Sciences and
Engineering Programs in the Office of Basic Energy Sciences of the U. S.
Department of Energy, April 3-5, 2006.

Member of the Scientific Advisory Board, Max-Planck-Institut fiir
Eisenforschung GmbH, Diisseldorf, Germany, 2007 — 2013.

External Reviewer, UCLA Academic Senate Program Review, Department of
Materials Science and Engineering, April 9-10, 2007.

Member of Review Panel: Los Alamos National Laboratory Materials Capability
Review, May 15-18, 2007; April 29 — May 1, 2008.
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10.

11.

12.

13.

14.

15.

16.

17.

18.

19.

20.

Member of UC Davis Mathematics Graduate Program Review Committee,
University of California, Davis, March 12-13, 2009.

Member of external review committee for NNSA Project “First principles
modeling of microscopic scintillation mechanisms using a Many-Body Green’s
function approach,” Lawrence Livermore National Laboratory, Livermore, CA,
March 7, 2011.

Member of the External Advisory Board for the Materials Research Laboratory
(MRL) at the University of Illinois, Urbana-Champaign, 2013 — 2015.

Member of International Scientific Committee, Solid-Solid Phase
Transformations in Inorganic Materials (PTM 2015) Conference, Whistler, BC,
Canada, June 28 — July 3, 2015.

Member of external review committee for the Department of Chemical
Engineering and Materials Science at the University of Minnesota, Minneapolis,
MN, October 20-21, 2015.

Member of external review committee for the Department of Materials Science
and Engineering at the University of Michigan, Ann Arbor, MI, December 12-14,
2016.

Member of external review team for NNSA Project “Advanced Materials for
Detectors,” Lawrence Berkeley National Laboratory, Berkeley, CA, May 18-19,
2016.

Chair of external review committee for the Department of Materials Science and
Engineering at the University of Illinois, Urbana-Champaign, IL, February 20-21,
2017.

Member of the Lawrence Livermore National Security LLC (LLNS) Board of
Governors Science and Technology Committee, 2015 — present.

Member of the Los Alamos National Security LLC (LANS) Board of Governors
Science and Technology Committee, 2015-2018.

Member of the External Advisory Board for the Materials Research Science and
Engineering Center on Structured Interfaces at the University of Wisconsin,
Madison, 2013 - 2017.

Member of external review committee for the Department of Metallurgical and
Materials Engineering, Colorado School of Mines, Golden, CO, November 9-10,
2017; September 8-9, 2022.

Member of the Materials Advisory Board, Department of Chemical and Materials
Engineering, University of Kentucky, October, 2017 — 2023.
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21.

22.

23.

24.

25.

26.

27.

28.

29.

30.

31.

32.

Member of Triennial Review Committee for the Oak Ridge National Laboratory
Department of Energy, Office of Basic Energy Sciences, Materials Science and
Engineering Programs, Oak Ridge, TN, April 24-6, 2018.

Invited participant, Alternative Materials Workshop (virtual), hosted by the
Information Technology and Innovation Foundation, Boston University Institute
for Sustainable Energy, and the Fraunhofer USA Center for Manufacturing
Innovation, as part of a workshop series on “Widening the Lens on Innovation for
Clean Manufacturing.” February 17, 2021.

Invited Participant, NSF Convergence Accelerator Workshop on “Accelerating
Translational Materials R&D for Global Challenges.” May 20 - June 30, 2021.

Member of Department of Energy Vehicle Technologies Office Annual Merit
Review, Materials Technologies R&D Panel (Virtual Review), June 21-24, 2021;
June 20-23, 2022.

Member of the External Advisory Board for the Data and Informatics Graduate
Intern-Traineeship: Materials at the Atomic Scale (DIGI-MAT) at the University
of Illinois, Urbana-Champaign, 2021-2023.

Member of the External Advisory Board, Department of Materials Science &
Engineering, University of Wisconsin, August, 2021 — present.

Member of the External Review Team for the Northwestern-Argonne Institute of
Science and Engineering (NAISE) at Northwestern University, April 13-15, 2022.

Member of the University of California Office of the President Lab Fees In-
Residence Graduate Fellows Review Panel, September, 2022 — present.

Physical & Computational Sciences Directorate Advisory Committee, Pacific
Northwest National Laboratory (PNNL), Richland, WA. Member: July, 2023 —
July, 2024. Chair: July 2024 - present.

Member of Review Panel and External Reviewer for National Science Foundation
Review of 2023 Materials Research Science & Engineering Center proposals.

Chair of the External Review Committee for the Academic Program Review of
the Materials Department at the University of California, Santa Barbara, January
23-24, 2024.

Member, Laboratory Advisory Committee, Pacific Northwest National
Laboratory (PNNL), Richland, WA July 2024 — present.

Editorial Boards and Guest Editor

1.
2.

Member of Editorial Board for Interface Science (June, 2002-December, 2004).

“Key Reader” Member of the Board of Review for Metallurgical and Materials
Transactions (2000 - 2012).

41



Member of Editorial Board for CALPHAD (2004 — present).

Guest editor (together with F. Spaepen and F. van der Veen) of MRS Bulletin issue
on “Solid-Liquid Interfaces: Structure, Thermodynamics and Crystallization,”
December, 2004.

Guest editor for Thermodynamics of Complex Solids issue of the Journal of
Materials Research (Volume 34, Issue 19, October 14, 2019).

Professional Society Committees

1.
2.

8.
9.

TMS, Education Committee (2001-2004).

TMS, Physics and Chemistry of Materials Committee (1999-present); Vice Chair
(2011 - 2013); Chair (2013 — 2015); Former Chair (2015-2017).

TMS, Information Technology Committee (2008-2010).

TMS, Integrated Computational Materials Engineering Committee (2009-
present).

TMS, Awards Committee (2012 —2015).
APS, Nominating Committee for Division of Materials Physics (2013 —2014).

University Materials Council: Member 2013-2017; Executive Committee
Member 2013-2017; Chair: 2015-2016.

APS, Fellowship Committee for Division of Materials Physics (2018 —2019).
MRS, Awards Committee Member: July, 2024 — present.

Journal and Proposal Reviews

1.

Referee of manuscripts for Physical Review B, Physical Review Letters, Physical

Review X, Journal of Chemical Physics, Modelling and Simulation in Materials
Science and Engineering, CALPHAD, Science, Nature, Nature Communications,
Acta Materialia, PNAS, and Surface Science.

Referee of proposals for the National Science Foundation, the Department of
Energy, and the Petroleum Research Fund.

INVITED LECTURES, TUTORIALS AND PANELS

1.

National Institute of Standards and Technology, Joint Metallurgy/Ceramics
Division Seminar, December 1992; Gaithersburg, MD; "First-Principles Studies of
Phase Stability: Applications to Oxygen Ordering in YBapCu3O, and the Ti-Al
Phase Diagram".

Sandia National Laboratories, Computational Materials Science Department
Seminar, June 1993; Livermore, CA; "First-Principles Calculations of Alloy Phase
Diagrams".
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10.

11.

12.

13.

14.

15.

16.

Los Alamos National Laboratory, Center for Materials Science Seminar, July 1993;
Los Alamos, NM; "First-Principles Studies of Alloy Phase Stability".

Materials Science Department Seminar, University of California at Berkeley, October
20, 1994; “Thermodynamic Properties of Coherent Precipitates: A First-Principles
Study of Guinier-Preston Zones in Al-Ag.”

International Workshop on the Theory and Applications of the Cluster and Path
Probability Methods, San Juan, Teotihuacan, Mexico, June 18-22, 1995;
“Thermodynamic Properties of Coherent Interphase Boundaries in fcc
Substitutional Alloys.”

Universidad Nacional Autonoma de Mexico, Chemistry Department Seminar,
June 23, 1995; Mexico City, Mexico; “Thermodynamic Properties of Coherent
Interphase Boundaries in fcc Substitutional Alloys.”

The Fall TMS Meeting, Cleveland, OH, October 29-November 2, 1995; “First-
Principles Studies of the Structure and Stability of Multicomponent Alloy Phases:
Application to the Ti-Al-Nb System.”

CECAM Workshop on Theoretical Predictions of Alloy Phase Stability, Lyon,
France, June 10-14, 1996; “Thermodynamic Properties of Interphase and
Antiphase Boundaries in Substitutional Alloys.”

Physics Department at University of Barcelona, Barcelona, Spain, June 19, 1996; “First-
Principles Calculations of Alloy Thermodynamic Properties.”

Materials Science Department Seminar, University of California at Berkeley, November
14, 1996; “Thermodynamic Properties of Alloy Interfaces and Multilayers.”

Calphad XXVI Meeting, Palm Coast, FL, May 11-16, 1997; “First-Principles
Calculations of Alloy Phase Diagrams.”

The Fall TMS Meeting, Indianapolis, IN, September 15, 1997; “First-Principles
Study of Site Occupations in Ti-Al-Nb B2 Alloys.”

The Spring TMS Meeting, San Antonio, TX, February 17, 1998, “First-Principles
Studies of the Thermodynamic Properties of Interphase and Antiphase
Boundaries in Substitutional Alloys.”

The Naval Research Laboratory, Washington, D.C., May 15, 1998, “First-
Principles Calculations of Thermodynamic Properties for Alloy Interfaces.”

The Ohio State University, Columbus, Ohio, October 29, 1998, “First-Principles
Calculations of Structural and Thermodynamic Properties of Metallic Alloys.”

Northwestern University, Evanston, Illinois, April 29, 1999, “Alloy Formation in
Ultrathin Metallic Films.”
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17.

18.

19.

20.

21.

22.

23.

24.

25.

26.

27.

28.

29.

30.

Air Force Research Laboratory, Dayton, Ohio, December 7, 1999, “First-
Principles Study of Bulk and Defect Properties in Al-Sc Based Alloys.”

National Institute of Standards and Technology, Gaithersburg, Maryland, June 22,
2000, “First-Principles Calculations of Phase Boundaries in Dilute Alloys
Including Ionic Vibrational Free Energy.”

Computational Materials Science Network Workshop, Santa Fe, New Mexico,
January 11, 2001, “Equilibrium Properties of Solid-Liquid Interfaces in Alloys.”

The Annual TMS Meeting, New Orleans, LA, February 12, 2001, “First Principles
Studies of Phase Stability and Short-Range Order in HCP Alloys.”

University of Kentucky, Department of Chemical Engineering and Materials
Science/Center for Computational Science Colloquium, February 21, 2001,
“Bridging Length Scales in the Modeling of Materials Structure.”

The Computational Materials Science Workshop, Sponsored by AMPTIAC on
behalf Dr. Lewis Sloter, Staff Specialist, Materials & Structures, Office of the
Deputy Undersecretary of Defense, April 24, 2001, “Hierarchical Multiscale
Approaches for Computational Modeling of Phase Transformations.”

Ford Research Center, March 17, 2001, “Atomic-Scale Modeling of Liquids and
Solid-Liquid Interfaces in Alloys.”

Sixth U.S. National Congress on Computational Mechanics, August 1, 2001,
“Atomic-Scale Modeling of Phase Transformations in Alloys.”

Laboratoire L2MP, Universite d’Aix-Marseille III, September 7, 2001, “Atomic-
Scale Modeling of Solid-Liquid Interfaces in Alloys.”

Workshop on Thermodynamic and Structural Properties of Materials, September
13,2001, “Atomic-Scale Modeling of Solid-Liquid Interfaces and Phase-Equilibria
in Alloys.”

Computational Materials Science Network Workshop, Northeastern University,
Boston, MA, September 24, 2001, “Solid-Liquid Interfacial Thermodynamic
Properties in Alloys.”

Materials Research Society, Boston, MA, November 28, 2001, “Atomic-Scale
Modeling of Heterophase Interfaces in Alloys.”

Nanoparticles in Materials Science, Franco-American Workshop, Northwestern
University, December 3, 2001, “Nano-scale Composition Modulation in Ultrathin
Alloy Films.”

Computational Materials Science Network Workshop, National Institute of
Standards and Technology, Gaithersburg, MD, March 26, 2002, “Atomic-Scale
Modeling of Solid-Liquid Interfaces in Alloys.”
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31.

32.

33.

34.

35.

36.

37.

38.

39.

40.

4].

42.

43.

Kansas University, Department of Chemistry Colloquium, April 12, 2002,
“Computational Modeling of Structure Development Accompanying Phase
Transformations.”

CIMTEC Forum on New Materials, Florence, Italy, July 15, 2002,
“Thermodynamic Properties of Bulk Metallic Alloys Studied by First-Principles
Methods.”

Max-Planck Institute, Stuttgart, Germany, July 19, 2002, “First-Principles Studies
of Nanometer-Scale Compositionally Modulated Structures in Ultrathin Films of
Bulk-Immiscible Alloys.”

Lecturer at NATO-Advanced-Study Institute on “Thermodynamics,
Microstructure and Plasticity,” held in Frejus, France, September 2-13, 2002. Title
of three lectures: “Role of Atomic-Scale Simulations in the Modeling of
Microsctructure.”

Computational Materials Science Network Workshop, Ames Laboratory, October
16, 2002, “Solid-Liquid Interface Kinetic Coefficient from Atomic-Scale
Simulations.”

The Annual TMS Meeting, San Diego, CA, March 3, 2003, “First-Principles
Studies of Phase Partitioning and Interfacial Segregation.”

The Annual TMS Meeting, San Diego, CA, March 4, 2003, “Atomic-Scale
Simulations of Alloy Solid-Liquid Interfaces.”

Computational Materials Science Network Workshop, University of California at
San Diego, San Diego, CA, March 6, 2003, “Solid-Liquid Interfaces in BCC Fe.”

Harvard University, Materials Science Seminar, May 8, 2003, “Nanometer-Scale
Phase Separation in Ultrathin Alloy Films.”

CALPHAD XXXII, La Malbaie, Quebec, Canada, May 26, 2003, “First-Principles
Calculations of Alloy Phase Diagrams: Towards Automation and Integration with
CALPHAD.”

CECAM Workshop on Crystal-Melt Interfaces: Structure Thermodynamics and
Growth, June 23, 2003, “Solid-Liquid Interfacial Free Energies from Molecular
Dynamics Simulations of Capillary Fluctuations.”

Max-Planck Institute, Stuttgart, Germany, June 27, 2003, “First-Principles
Modeling of Surface Alloys and Alloy Interfaces.”

ACCGE-15, Keystone Colorado, July 22, 2003, “Thermodynamic and Kinetic
Properties of Solid-Liquid Interfaces in Metals and Alloys by Atomic-Scale
Simulations.”
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44,

45.

46.

47.

48.

49.

50.

51.

52.

53.

54.

55.

56.

57.

Computational Materials Science Network Workshop, Colorado School of Mines,
Golden, CO, October 2, 2003, “Solid-Liquid Interfacial Free Energies in Metals:
FCCvs. BCC.”

2003 Lawrence Symposium on Critical Issues in Epitaxy, Arizona State University,
Tempe, AZ, October 10, 2003, “Nanometer-Scale Composition Modulation in
Ultrathin Alloy Films.”

University of Wisconsin, Materials Science Colloquium, December 11, 2003,
“First-Principles Computational Thermodynamics in the Study of Nanostructured
Alloys.”

American Physical Society, 2004 March Meeting, Montreal, Canada, March 24,

2004, “Segregation at Coherent Interphase Boundaries: The Case of Mg at
Al/AlsSc.”

Johns Hopkins University, Colloquium, Department of Materials Science and
Engineering, April 7, 2004, “Nanometer-Scale Compositionally Modulated
Structures in Ultrathin Alloy Films.”

University of California at Davis, May 10, 2004, “Multiscale Modeling of Crystal
Growth From the Melt: From Atoms to Dendrites.”

Seagate Research, Pittsburgh, PA, June 9, 2004, “Atomic-Scale Computational
Modeling of Alloy Nanostructures: Phase Stability and Interfacial Effects.”

ASME Nano Training Bootcamp, June 29, 2004, “Introduction to Statistical

»

Mechanics (and Computer Simulation)

The Annual TMS Meeting, San Francisco, CA, February 15, 2005, “Energetics of
Ge/Si(100) Island Formation: Role of Strain-Dependent Surface Energies.”

The Annual TMS Meeting, San Francisco, CA, February 15, 2005, “Crystal-Melt
Interfacial Energies in Metals: Role of Crystal Structure.”

ACCGE-15, Keystone Colorado, July 15, 2005, “Steps on Faceted Crystal-Melt
Interfaces: Atomic-Scale Computer Simulations.”

International Materials Research Congress 2005, Cancun, Mexico, August 24,
2005, “Surface Stress in Nanostructures.”

Workshop on Modeling Materials in Extreme Environments (ME2), September
24, 2005, Washington D. C., “Computationally Assisted Design of Nb-Based
Structural Alloys for High-Temperature Applications.”

Materials Science & Technology Conference, 2005, September 26, 2005,
Pittsburgh, PA, “Atomic-Scale Simulations of the Properties of Rough and Faceted
Crystal-Melt Interfaces.”
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58.

59.

60.

61.

62.

63.

64.

65.

66.

67.

68.

69.

70.

7% Annual Warren Symposium, January 23, 2006, Ringberg Castle, Germany,
“Order Disorder Transitions in Alloy Nanoparticles.”

Materials Science Seminar, January 26, 2006, Max Planck Institute, Stuttgart,
Germany, “Multiscale Modeling of Nanostructures in Heteroepitaxial Systems.”

Materials Science Seminar, January 31, 2006, RWTH, Aachen, Germany,
“Atomic-Scale Simulations of Crystal-Melt Interfaces for Multiscale Modeling of
Solidification Microstructure.”

Materials Science Seminar, February 1, 2006, Max Planck Institute, Duesseldorf,
Germany, “Nano-scale Precipitation in Al-Sc and Fe-Cu Alloys: Insights from
First-Principles Calculations.”

Ab-Initio Description of Iron and Steel (ADIS-2006) Workshop, February 20,
2006, Ringberg Castle, Germany, “Atomic-Scale Simulations of Crystal-Melt
Interfaces for Multiscale Modeling of Solidification Microstructure.”

Fritz-Haber Institute Seminar, Feburary 27, 2006, Berlin, Germany, “The Forces
That Stabilize Nanoscale Surface Structures — Insights from Atomic-Scale
Simulations.”

University of the Pacific, Department of Chemistry Seminar, March 7, 2006,
Stockton, CA, “Multiscale Modeling of Materials — From Atoms to Complex Nano
and Microstructures.”

American Physical Society March Meeting, March 13, 2006, Baltimore, MD,
“Multiscale Modeling of Solidification Microstructures — Atomic-Scale
Simulations of Crystal-Melt Interfaces and Beyond.”

TMS Annual Meeting, March 14, 2006, San Antonio, TX, “Properties of Steps at
Faceted Crystal-Melt Interfaces from Molecular-Dynamics Simulations.”

TMS Annual Meeting, March 14, 2006, San Antonio, TX, “Application of First-
Principles Methods in the Modeling of Multicomponent Alloys.”

UCLA, Department of Materials Science and Engineering Colloquium, May 19,
2006, Los Angeles, CA, “Nanostructures from Heteroepitaxial Growth: Insights
from Multiscale Calculations.”

Multiscale Modeling of Materials: Mathematics and Computation, Workshop
Sponsored by the Northwest Consortium for Multiscale Mathematics and
Applicants, May 29, 2006, Tacoma, WA, “Atomic-Scale Simulations of Crystal-
Melt Interfaces for Multiscale Modeling of Solidification Microstructures.”

2006 Electronic Structure Workshop, The Ohio State University, June 25, 2006,
Columbus, OH, “Ab-Initio Alloy Thermodynamics.”
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71.

72.

73.

74.

75.

76.

77.

78.

79.

80.

81.

82.

83.

84.

Sandia National Laboratores, July 6, 2006, Albuquerque, NM, “Nanostructures
from Heteroepitaxial Growth: Insights from Modeling at Multiple Scales.”

Physical Metallurgy Gordon Research Conference, July 25, 2006, Holderness
School, New Hampshire, “Modeling of Solid-Liquid Interface Properties and
Their Role in Determining Solidification Microstructures.”

International Materials Research Congress 2006, Cancun, Mexico, August 21,
2006, “Ab-Initio Molecular Dynamics Simulations of Molten Super-Alloys.”

Material Physics Department Seminar, Sandia National Laboratories, Livermore,
CA, August 29, 2006, “Properties of Steps at Faceted Crystal-Melt Interfaces from
Molecular-Dynamics Simulations.”

Trivedi Symposium: Critical Issues and Future Directions in Solidification
Science, Ames, IA, September 19, 2006, “Atomic-Scale Modeling of Crystal-Melt
Interfaces in Metals and Alloys.”

Surface and Interface Science at the Atomic Scale: DOE-BES Contractors
Meeting, Airlie Conference Center, VA, October 31, 2006, “Computational
Investigations of Crystal-Melt Interfaces in Metals and Alloys.”

Materials Research Society, Boston, MA, November 29, 2006, “Properties of Alloy
Crystal-Melt Interfaces from Atomistic Simulations.”

Materials Science Department Colloquium, University of Michigan, Ann Arbor,
Michigan, February 10, 2007, “Modeling the Crystal-Melt Interface.”

UC Berkeley, Department of Materials Science and Engineering Colloquium,
March 22, 2007, Berkeley, CA, “Nanostructures from Heteroepitaxial Growth:
Insights from Modeling at Multiple Scales.”

Lawrence Livermore National Laboratory, Livermore, California, April 3, 2007,
“The Crystal-Melt Interface: Insights from Atomic-Scale Modeling.”

Department of Materials Science and Engineering Colloquium, Massachusetts
Institute of Technology, Cambridge, MA, May 4, 2007, “The Crystal-Melt
Interface: Insights from Atomic-Scale Modeling.”

Multiscale Approach to Alloys: Advances and Challenges, Sigtuna, Sweden, June
19, 2007, “Nanometer-Scale Phase Separation in Epitaxial Alloy Films.”

Diffraction Club Seminar, Max Planck Institute, Stuttgart, Germany, July 13,
2007, “First-Principles Modeling of Nanometer-Scale Phase Separation in
Ultrathin Epitaxial Alloy Films.”

MS&T’07, Detroit, Michigan, September 17, 2007, “Ab-Initio Molecular
Dynamics Simulations of Molten Superalloys.”
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86.

87.

88.

89.

90.

91.

92.

93.

94.

95.

96.

97.

98.

MS&T’07, Detroit, Michigan, September 17, 2007, “Models for Teaching Materials
Modeling.”

Materials Modelling Laboratory Seminar, Oxford University, Oxford, UK,
October 16, 2007, “Ab-Initio Molecular Dynamics: Applications to Structure and
Thermodynamic Properties of Molten Superalloys and NiTi.”

Department of Materials Science Colloquium, Oxford University, Oxford, UK,
October 18, 2007, “First-Principles Modeling of Nanoscale Precipitation
Strengthened Alloys.”

Asian-Pacific Conference on Computational Mechanics ’07, Kyoto, Japan,
December 3, 2007, “Energetics of Stranski-Krastanov Growth from Hybrid First-
Principles and Continuum Scale Modeling.”

National Center for Electron Microscopy, Berkeley, CA, January 24, 2008, “First-
Principles Modeling of Nano-scale Precipitation Strengthened Al Alloys.”

Los Alamos National Laboratory, MST-8 Seminar, Feburary 22, 2008, “The
Crystal-Melt Interface — Insights from Atomic-Scale Modeling.”

NIST Diffusion Workshop, Gaithersburg, MD, May 12, 2008, “Diffusion of
Substitutional Impurities in BCC Fe — First-Principles Modeling.”

International Workshop on Interfaces, Santiago de Compostela, Spain, June 23,
2008, “The Crystal-Melt Interface: Insights from Atomic-Scale Modeling.”

Gordon Research Conference: High Temperature Materials, Processes &
Diagnostics, Colby College, Main, July 23, 2008, “Ab-Initio Modeling of Molten
Super-Alloys:  Structure, Thermodynamics and Diffusivities from Quantum
Molecular-Dynamics Simulations.”

MS&T ’08, Pittsburgh, PA, October 6, 2008, “Applications of First-Principles
Thermodynamics and Kinetics in the Context of Materials Optimization.”

Materials Research Society, Boston, MA, December 3, 2008, “Computational
Approaches to UO:2 Defects and Radiation Damage.”

ICAMS Seminar, Interdisciplinary Centre for Advanced Materials Simulation,
Ruhr University Bochum, Germany, February 9, 2009, “Ab-Initio Modeling of
Molten Alloys.”

TMS Annual Meeting, February 16, 2009, San Francisco, CA, “Molecular
Dynamics Investigations of Faceted Growth at the Nanoscale.”

TMS Annual Meeting, February 16, 2009, San Francisco, CA, “Effects of Substrate
Symmetry and Prepatterning on the Stability of Compositional Patterns in
Ultrathin Alloy Films.”
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101.

102.

103.

104.

105.

106.

107.

108.

109.

110.

111.

TMS Annual Meeting, February 18, 2009, San Francisco, CA, “Status of
Computational Materials Education in the US: Results of Recent Surveys.”

Princeton Institute for the Science and Technology of Materials (PRISM)
Colloquium, March 25, 2009, Princeton University, “Nanoscale Size Effects in
Faceted Crystal Growth: Insights from Molecular Dynamics Simulations.”

High-Temperature Capillarity — 2009 (HTC-2009), May 8, 2009, Athens, Greece,
“Crystal-Melt Interfaces: Insights from Atomistic Simulations.”

PICS 2009 Workshop, June 11, 2009, Marseilles, France, “Faceted Solid-Liquid
Interfaces: Insights on Structure, Dynamics and Size Effects from Molecular
Dynamics Simulations.”

ES09 Workshop, June 25, 2009, University of California, Davis, “Ab-Initio
Molecular Dynamics Modeling of Molten Superalloys.”

Bridging the Gap Workshop, October 15, 2009, McMaster University, Hamilton,
Ontario, Canada, “Calculation of Substitutional Impurity Diffusivities in o-Fe
Using First-Principles Methods.”

International Symposium on Defects, Transport and Related Phenomena, MS&T
’09 Meeting, Pittsburg, PA, October 28, 2009, “First-Principles Studies of Defect
Chemistry in UO2.”

“Nanoscale Computational Materials Science” Tutorial, TMS Annual Meeting,
Seattle, WA, February 14, 2010.

Symposium on Heterogeneous Nucleation and Initial Microstructure Evolution in
Alloys and Compounds, TMS Annual Meeting, Seattle, WA, February 15, 2010,
“Molecular Dynamics Simulation of Two-Dimensional Nucleation in the Context
of Crystal Growth.”

Materials Modeling Seminar, University of British Columbia, Vancouver, Canada,
March 10, 2010, “Ab-Initio Calculations in Alloy Design.”

Materials Research Society, San Francisco, CA, April 8, 2010, “Computational
Modeling of Oxide Solid Solutions for Nuclear Energy.”

SIAM Symposium on Thermodynamics and Kinetics of Materials Interfaces:
Advances and Challenges in Theory and Modeling, Philadelphia, PA, May 24,
2010, “Dynamics of Faceted Solid-Liquid Interfaces Probed by Atomistic
Simulations.”

PTM 2010: Solid-Solid Phase Transformations in Inorganic Materials, Avignon,
France, June 8, 2010, “Molecular Dynamics Simulations of Solute Trapping and
Solute Drag.”
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115.

116.

117.

118.

119.

120.

121.

122.

123.

124.

PICS 2010 Workshop, June 15, 2010, Marseilles, France, “Molecular Dynamics
Simulations of Hot Grain Boundaries.”

Thomas Young Centre Highlight Seminar, Imperial College London, June 21,
2010, “Crystal-Melt Interfaces: Insights from Atomic-Scale Simulations.”

Lecturer for three-hour “Master Course” at the Thomas Young Centre, Imperial
College London, June 24, 2010. Title of course: “First-Principles Modeling of
Configurational Thermodynamics in Crystalline Alloys & Compounds.”

Lecturer at Summer School on Computational Materials Science, Miramar Palace,
San Sebastian, Spain, June 29, 2010. Title of lecture: “First-Principles Modeling
of Configurational Thermodynamics in Crystalline Alloys & Compounds: Cluster
Expansions & Related Methods.”

International Materials Research Congress 2010, Cancun, Mexico, August 18,
2010, “First-Principles Modeling of Fluorite Solid Solutions Relevant to Nuclear
Fuels.”

Y« Conference 2010, Berlin, Germany, September 14, 2010, “First-Principles
Modeling of Urania and Thoria Solid Solutions.”

NIST Workshop on Wires, Whiskers and Walls: Energy Applications at the
Nanoscale, September 30, 2010, “Nucleation Kinetics at a Faceted Solid-Liquid
Interface.”

National Energy Technology Laboratory, MSEFE Weekly Seminar, Albany,
Oregon, November 9, 2010, “First-Principles Modeling in Alloy Design.”

Pennsylvania State University, Department of Materials Science and Engineering
Collogium, State College, PA, December 9, 2010, “Thermochemical Properties of
Nuclear Fuels: Insights from First-Principles Calculations.”

Fudan University, Department of Physics Seminar, Shanghai, China, January 7,
2011, “Thermochemical Properties of Nuclear Fuels: Insights from First-
Principles Calculations.”

East China Normal University, Department of Physics Seminar, Shanghai, China,
January 7, 2011, “Thermochemical Properties of Nuclear Fuels: Insights from
First-Principles Calculations.”

Shanghai Jiao Tong University, Department of Materials Science and Engineering,
Shanghai, China, January 10, 2011, “Crystal-Melt Interfaces: Insights from
Atomic-Scale Modeling.”

ISI] Special Lecture, University of Tokyo, Tokyo, Japan, January 12, 2011,
“Physical Property Estimation Based on the Atomistic Approach, which Relates
to Solidification and Microstructure Formation.”
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127.

128.

129.

130.

131.

132.

133.

134.

135.

Frontiers in Solidification Science Symposium, TMS Annual Meeting, San Diego,
CA, February 28, 2011, “Molecular Dynamics Simulations of Alloy Rapid
Solidification.”

Computational Thermodynamics and Kinetics Symposium, TMS Annual Meeting,
San Diego, CA, March 1, 2011, “Mixing Properties in Oxide Solid Solutions
Relevant to Nuclear Fuels.”

Approaches for Investigating Phase Transformations at the Atomic Scale
Symposium, TMS Annual Meeting, San Diego, CA, March 1, 2011,
“Computational and Experimental Investigations of Core-Shell Precipitates in Al-
Sc-Li Alloys.”

Lyman Handy Colloquium Seminar, Department of Chemical Engineering and
Materials Science, University of Southern California, March 10, 2011, “Crystal-
Melt Interfaces: Insights from Atomic-Scale Modeling.”

Materials Research Society, San Francisco, CA, April 28, 2011, “Structural
Disordering & Phase Transitions in Hot Grain Boundaries: Insights from
Molecular Dynamics & Phase-Field Crystal Simulations.”

European Materials Research Society, Nice, France, May 9, 2011, “Insights into
the Structure of High-Temperature Grain Boundaries from Atomistic
Simulations.”

Energy Frontiers Research Centers Summit, Washington, DC, May 26, 2011,
“Computational Modeling of Actinide Compounds: From Clusters to Complex
Crystal Structures.”

Quantitative Micro-Nano (QMN-2) Approach to Predicting SCC of Fe-Cr-Ni
Alloys — Initiation of SCC, Sun Valley, Idaho, June 15, 2011, “Grain Boundaries at
High Homologous Temperatures Studied by Atomistic Simulations.”

27 Annual U.S. Department of Energy Nuclear Energy Programs Materials
Science and Engineering Materials Cross-cut Workshop, and The 5* Annual Asia-
Pacific Nuclear Energy Forum on Materials for Nuclear Applications, Berkeley,
CA, June 23, 2011, “DOE EFRC Materials Science of Actinides: Experimental and
Computational Studies of Energetics.”

Lawrence Livermore National Laboratory Computational Chemistry and
Materials Science Summer Institute, Livermore, CA, June 27-28, 2011, “Materials
Interfaces Studied by Atomistic Simulations.”

Interfaces, Grain Boundaries and Surfaces from Atomistic and Macroscopic
Approaches — Fundamental and Engineering Issues Symposium, MS&T11
Conference, Columbus, OH, October 17, 2011, “Atomistic Modeling of
Chemically Heterogeneous Solid-Liquid Interfaces.”
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136.

137.

138.

139.

140.

141.

142.

143.

144.

145.

146.

Phase Stability, Diffusion, Kinetics and Their Applications (PSDK-VI)
Symposium, Session Honoring John W. Cahn, Recipient of ASM’s 2011 J. Willard
Gibbs Phase Equilibria Award, MS&T11 Conference, Columbus, OH, October 18,
2011, “Coherent Precipitation in Ternary Al Alloys: Insights from First-
Principles Modeling.”

Materials Research Lecture, California Institute of Technology, Pasadena, CA,
November 30, 2011, “Highly Monodisperse Core-Shell Particles Created by Solid-
State Reactions in Alloys.”

Materials Science and Engineering Colloquium, Northwestern University,
Evanston, IL, January 17, 2012, “Highly Monodisperse Core-Shell Particles
Created by Solid-State Reactions in Alloys.”

American Physical Society March Meeting, Focus Session on Frontiers in
Computational Thermodynamics of Materials, Boston, MA, February 28, 2012,
“Thermodynamic Stability of Actinide-Dioxide Solid Solutions and Surface
Interactions with Water.”

Solid-State Interfaces II: Toward an Atomistic-Scale Understanding of Structure,
Properties, and Behavior through Theory and Experiment, TMS Annual Meeting,
Orlando, FL, March 15, 2012, “Shrinking Island Grains: Mobilities and Driving
Forces.”

Symposium on Hard Coatings and Vapor Deposition Technology — Computational
Design and Experimental Development of Functional Thin Films, International
Conference on Metallurgical Coatings & Thin Films, San Diego, CA, April 24,
2012, “Molecular Dynamics Studies of Grain Boundaries in Mazed-bicrystal Thin
Films.”

Fundamentals of Thermodynamic Modelling of Materials Summer School, INSTN
— CEA, Saclay, France, July 6, 2012, “Modelling Liquids from First Principles.”

ICAMS Seminar, Bochum, Germany, July 10, 2012, “Dynamics of Grain-Boundary
Motion Studied by In-Situ Electron Microscopy and Molecular Dynamics
Simulations.”

Max-Planck-Institut fiir Eisenforschung Seminar, Diisseldorf, Germany, July 19,
2012, “Dynamics of Grain-Boundary Motion Studied by In-Situ Electron
Microscopy and Molecular Dynamics Simulations.”

Foundations of Molecular Modeling and Simulation, Mt. Hood, OR, July 26, 2012,
“Selective Gas Adsorption in Zeolitic Imidazolate Frameworks: Insights from
Molecular Modeling and van der Waals Density Functional Theory Calculations.”

Institute of Pure and Applied Mathematics Workshop on Atomistics and
Mesoscale Modeling of Materials Defects, University of California, Los Angeles,
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147.

148.

149.

150.

151.

152.

153.

154.

155.

156.

157.

October 23, 2012, “Insights into Grain-Boundary Motion through Coupling of In-
Situ Electron Microscopy and Molecular Dynamics Simulations.”

Hume-Rothery Award Symposium, TMS Annual Meeting, San Antonio, TX,
March 4, 2013, “First-Principles Modeling of Planar Defects in Solid Solutions by
the Special Quasirandom Structure Approach.”

University of California, Davis, MRS Student Chapter Seminar, May 24, 2013,
“Using Computation to Aid Materials Discovery and Design.”

Fundamentals of Thermodynamic Modelling of Materials Summer School, INSTN
— CEA, Saclay, France, July 5, 2013, “Modelling Liquids from First Principles.”

TMS Integrated Computational Materials Engineering Congress, Salt Lake City,
UT, July 11, 2013, “Integrated Computational Materials Education.”

Department of Energy Materials Genome Initiative PI Meeting, Washington, DC,
July 19, 2013, “The Materials Project — A Public Design Platform.”

Glenn T. Seaborg Center Seminar, Lawrence Berkeley National Laboratory,
Berkeley, CA, October 2, 2013, “First-Principles Modeling of the
Thermochemistry of Actinide Oxide Solid Solutions.”

Phase Stability, Diffusion, Kinetics and Their Applications (PSDK-VIII)
Symposium, Session Honoring Peter Voorhees, Recipient of ASM’s 2013 J.
Willard Gibbs Phase Equilibria Award, MS&T13 Conference, Montreal, Canada,
October 28, 2013, “Growth Processes at Faceted Solid-Liquid Interfaces Studied
by Molecular Dynamics Simulations.”

Phase Stability, Diffusion, Kinetics and Their Applications (PSDK-VIII)
Symposium, MS&T13 Conference, Montreal, Canada, October 28, 2013, “First-
Principles Calculations of Diffusion Coefficients in Support of the Design of
Ferritic Superalloys.”

Thermec 2013 — International Conference on Processing & Manufacturing of
Advanced Materials, Las Vegas, NV, December 2, 2013, “Structural Phase
Transitions in Metallic Grain Boundaries.” Keynote lecture.

Computational Thermodynamics and Kinetics Symposium, TMS Annual Meeting,
San Diego, CA, February 17, 2014, “Atomistic Simulation Studies of Materials
Interfaces: Recent Insights and Remaining Challenges.”

Invited Session: = Materials Genome: Theory-Led Accelerated Materials
Discovery, American Physical Society March Meeting, Denver, CO, March 3,
2014, “Materials Data for Accelerated Discovery and Design.”

54



158.

159.

160.

161.

162.

163.

164.

165.

166.

167.

168.

Georgia Institute of Technology, Materials Science and Engineering Colloquium,
March 24, 2014, “Behavior at the Edge — Insights into the Properties of Materials
Interfaces from Computer Simulations.”

American Association for Crystal Growth and Epitaxy (AACGE) Western
Sectional Meeting, Stanford Sierra Camp, Fallen Leaf Lake, CA, June 10, 2014,
“Insights into Faceted Crystal Growth in Bulk and Nanowire Geometries from
Molecular Dynamics Simulations.”

School for Advanced Thermodynamic Assessments, Centre Port-Royal, France,
June 24, 2014, “First-Principles Methods for Alloy Thermodynamic Properties.”

City University of Hong Kong, 30" Anniversary Technology Forum, Hong Kong,
September 22, 2014, “Materials Discovery and Design: The Enabling Role of
Computational Modeling.”

City University of Hong Kong, Department of Physics and Materials Science
Seminar, Hong Kong, September 24, 2014, “Behavior at the Edge — Insights into
the Properties of Materials Interfaces from Computer Simulations.”

7% International Conference on Multiscale Materials Modeling, Berkeley, CA,
October 8, 2014, “Role of Multiscale Materials Modeling in Integrated
Computational Materials Engineering.” (Plenary Lecture)

Symposium on Interfaces, Grain Boundaries and Surfaces from Atomistic and
Macroscopic Approaches: Fundamental and Engineering Issues, MS&T 2014,
Pittsburgh, PA, October 14, 2014, “Wetting Instability in Nanowire Geometries.”
(Keynote Lecture)

University of Minnesota, Department of Chemical Engineering and Materials
Science Colloquium, December 9, 2014, “Behavior at the Edge — Insights into the
Properties of Materials Interfaces from Computer Simulations.”

Computational Modeling and Stochastic Methods for Materials Discovery and
Properties Symposium, TMS Annual Meeting, Orlando, FL, March 16, 2015,
“Computational Database for Elastic Properties of Materials.”

2015 DPG Spring Meeting (Deutschen Physikalischen Gesellschaft -
Frithjahrstagung), Berlin, Germany, March 18, 2015, “Computationally Aided
Materials Discovery and Design.” (Plenary Lecture)

University of Pennsylvania, Department of Materials Science and Engineering
Colloquium, March 26, 2015, “Behavior at the Edge — Insights into the Properties
of Materials Interfaces from Computer Simulations.”
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170.

171.

172.

173.

174.

175.

176.

177.

178.

179.

180.

181.

Duke University, Department of Mechanical Engineering and Materials Science
Persall Distinguished Lecture, April 13, 2015, “Computational Aided Materials
Discovery and Design.”

University of California, Santa Barbara, Materials Department Colloquium, May
22, 2015, “New Insights into Mechanical Deformation in Metals from Synergistic
Experimental and Computational Studies.”

The Future of Graduate Education in Materials Workshop, University of
California, Santa Barbara, June 11, 2015, “Needs for the Graduate Curriculum:
Theory and Computation.”

Atomistic  Simulations of Interfaces Symposium, Solid-Solid Phase
Transformations in Inorganic Materials (PTM 2015) Meeting, Whistler, British
Columbia, Canada, June 29, 2015, “Structural Phase Transitions in Solid-Solid
Interfaces and Their Effect on Kinetic Properties.”

School for Advanced Thermodynamic Assessments, Centre Port-Royal, France,
July 7, 2015, “First-Principles Methods: An Introduction.”

SanDisk Corporation, Milpitas, CA, July 22, 2015, “Computationally Aided
Materials Discovery and Design.”

University of Illinois, Urbana-Champaign, Materials Science and Engineering
Department Colloquium, September 21, 2015, “Computational Modeling for
Materials Discovery and Design.”

Materials Research Society, Boston, MA, November 30, 2015, “Energetics of
Twinning in HCP Transition Metals.”

North Carolina State University, Materials Science and Engineering Department
Colloquium, December 4, 2015, “Computational Modeling for Materials
Discovery and Design.”

Frontiers in Solidification: An MPMD Symposium in Honor of Michel Rappaz,
TMS Annual Meeting, Nashville, TN, February 15, 2016, “Charting the Elastic
Properties of Crystalline Inorganic Compounds.”

Hume-Rothery Award Symposium: Thermodynamics of Materials, TMS Annual
Meeting, Nashville, TN, February 15, 2016, “Charting the Elastic Properties of
Crystalline Inorganic Compounds.”

Morris E. Fine Lecture, Department of Materials Science and Engineering,
Northwestern University, Evanston, IL, March 1, 2016, “Twinning in HCP
Metals: Anomalous Energetics and How They May Be Useful.”

Symposium on Recent Developments in Mathematical Modeling of
Recrystallization, Grain Growth and Related Phenomena, SIAM Conference on
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183.

184.

185.

186.

187.

188.

189.

190.

191.

192.

Mathematical Aspects of Materials Science, Philadelphia, PA, May 8, 2016,
“Atomistic Simulations of Line Defects at Interfaces.”

Intermolecular, Inc., San Jose, CA, June 3, 2016, “Computational Modeling for
Materials Discovery and Design.”

Symposium on Modelling and Simulation of Microstructures and Processing, 9
Pacific Rim International Conference on Advanced Materials and Processing
(PRICMY), Kyoto, Japan, August 4, 2016, “Atomistic Simulations of Line Defects
at Interfaces.”

Materials Science and Engineering Distinguished Seminar Series, University of
Central Florida, Orlando, FL, September 26, 2016, “Computational Modeling for
Materials Discovery.”

8% International Conference on Multiscale Modeling of Materials, Dijon, France,
October 10, 2016, “Multiscale Modeling of Coherent Precipitation in Interstitial
Solid Solutions.”

NuMat (The Nuclear Materials Conference) 2016, Montpellier, France, November
8, 2016, “Energetics of Trivalent Substitutional Elements in Actinide Dioxides:
Combined Computational and Experimental Investigations.”

Materials Research Society, Boston, MA, November 29, 2016, “Computer
Simulation Study of Effects of Pressure on Structure, Stability and Properties of
Metallic Glasses.”

The John Cahn Memorial Symposium, TMS Annual Meeting, San Diego, CA,
March 1, 2017, “Energetics Trends for Twin Boundaries in HCP Metals.”

Computational Thermodynamics and Kinetics Symposium, TMS Annual Meeting,
San Diego, CA, March 1, 2017, “First-Principles Calculations of Coherent Phase
Equilibria and Short-Range-Order Hardening in the a-Ti-O System.”

Microstructural Processes in Irradiated Materials Symposium, TMS Annual
Meeting, San Diego, CA, March 2, 2017, “Energetics of Trivalent Substitutional
Elements in Uranium Dioxide: Combined Computational and Experimental
Investigations.”

Materials Science and Engineering Colloquium, Arizona State University, Tempe,
AZ, March 31, 2017, “Computational Modeling for Materials Discovery.”

Emergent Material Properties and Phase Transitions Under Pressure Symposium,
MRS Spring Meeting, Phoenix, AZ, April 18, 2017, “A Statistical Learning Model
for Elastic Moduli of Inorganic Compounds: Application to Discovery of New
Superhard Materials.”
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194.

195.

196.

197.

198.

199.

200.

201.

202.

203.

204.

Materials Science and Engineering Colloquium, Stanford University, Stanford,
CA, May 26, 2017, “Computational Modeling in the Discovery and Design of
Structural Materials.”

ET Guest Lecture Series Seminar, Applied Materials, Santa Clara, CA, May 30,
2017, “Computational Modeling for Materials Discovery and Design.”

100 Year Anniversary Colloquium, Max Planck Institut fur Eisenforschung,
Duesseldorf, Germany, October 5, 2017, “Computational Materials Science: An
Enabling Framework for Accelerated Materials Discovery and Design.”

Hume-Rothery Award Symposium, TMS Annual Meeting, Phoenix, AZ, March
12, 2018, “Automating First-Principles Calculations of Point Defect
Thermodynamics.”

Non-Equilibrium Features of Grain Boundaries Symposium, TMS Annual
Meeting, Phoenix, AZ, March 13, 2018, “Dislocations, Twins, Grain Boundaries
and Their Interactions in HCP Rhenium.”

10-Years ICAMS International Symposium, Ruhr University Bochum, Bochum,
Germany, June 27, 2018, “Insights into Deformation Mechanisms from Atomistic
Simulations — The Case of Oxygen in Titanium.”

Hume-Rothery Award Symposium, TMS Annual Meeting, San Antonio, TX,
March 11, 2019, “Order Within Disordered Materials: Insights into the Nature
and Impact of Short-Range-Order in Concentrated Solid Solutions.”

Materials Science and Engineering Division Colloquium, National Institute of
Standards and Technology, Gaithersburg, MD, July 13, 2018, “Accelerated Design
of Structural Materials: A Case Study Involving Replacement Alloys for
Rhenium.”

National Academies’ Materials and Manufacturing Board Focus Session on High
Entropy Alloys, Panel Member, Washington, DC, October 10, 2018.

ICME Education in Materials Science and Mechanical Engineering Symposium,
TMS Annual Meeting, San Antonio, TX, March 14, 2019, “Computational
Materials Science & Engineering Education: Present & Future.”

Symposium on New Frontiers in the Confluence of Experimental
Thermodynamics, Structural Investigations and Theory/Computation, ACS
National Meeting, Orlando, FL, April 1, 2019, “Epitaxial Stabilization of Polar
Phases in ABO3 Compounds: High-Throughput Computational Study.”

Plenary talk on Nuclear Materials, National Laboratory Chief Research Officer
(NLCRO) Materials Science Working Group Workshop on Materials Synthesis,
April 9, 2019.
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206.

207.

208.

209.

210.

211.

212.

213.

214.

215.

216.

Symposium on Interfacial Science and Engineering - Mechanics,
Thermodynamics, Kinetics and Chemistry, MRS Spring Meeting, Phoenix, AZ,
April 26, 2019, “Twinning in Multi-Principal-Element Alloys — Atomistic
Simulation Studies.”

Phase Stability and Diffusion Kinetics XIV Symposium, MS&T Meeting, Portland,
OR, September 30, 2019, “Short-Range Order Effects Related to Mechanical
Properties in Concentrated Solid Solutions.”

Young Professional Luncheon Tutorial Lecture, MS&T Meeting, Portland, OR,
October 1, 2019, “Perspectives from a Career Trajectory through the National
Labs to Academia (and Back Again).”

Hume-Rothery Award Symposium, TMS Annual Meeting, San Diego, CA,
February 24, 2020, “Hexagonal Close Packed Multi-Principal-Element Alloys
Identified Computationally.”

High-Entropy and Compositionally Complex Alloys Symposium, 2020 MRS
Virtual Spring/Fall Meeting, November 27 — December 4, 2020, “Atomic Scale
Computational Investigations of Dislocation in BCC High Entropy Alloys.”

Processing Structure-Property Relationship of Advanced Intermetallic-Based
Alloys for Structural and Functional Applications Symposium, 2020 MRS Virtual
Spring/Fall Meeting, November 27 — December 4, 2020, “A Hexagonal Close
Packed Multi-Principal-Element Alloy Identified Computationally” (Presented in
live keynote session on December 3, 2020).

Materials Research Lecture, California Institute of Technology, “Computationally
Guided Alloy Design through Control of Bulk and Interfacial Phases,” March 3,
2021.

Materials Science Seminar, University of Cincinnati, “Computationally Guided
Alloy Design through Control of Bulk and Interfacial Phases,” April 16, 2021.

Materials Science Seminar, Oregon State University, “Computationally Guided
Alloy Design through Control of Bulk and Interfacial Phases,” May 27, 2021.

CAMD/MURI/AFLOW Seminar, Duke University, “Computationally Guided
Alloy Design through Control of Bulk and Interfacial Phases,” July 8, 2021.

PSDK XV Symposium: Gibbs Award Session, 2021 IMAT (International Materials,
Applications & Technologies) Annual Meeting, “The Connection Between Bulk
and Interfacial Phases in a Titanium Twin Boundary,” September 14, 2021.

Hume-Rothery Award Symposium, TMS Annual Meeting, Anaheim, CA,
February 28, 2022, “Molecular-Scale Structure & Dynamics of Molten Salts:
Simulations and Implications for Corrosive Processes.”
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218.

219.

220.

221.

222.

223.

224.

225.

226.

227.

Grain Boundaries and Interfaces Symposium, TMS Annual Meeting, Anaheim,
CA, March 2, 2022, “Twin-Boundary Structural Phase Transition in HCP
Titanium.”

The National Academies Defense Materials Manufacturing and its Infrastructure
(DMMI) Workshop on High Temperature Materials Systems: Emerging
Applications, Materials and Science Gaps, Washington, DC, May 11, 2022,
“Computational Approaches to High Temperature Systems: A Case Study in Alloy
Design of Rhenium Alternatives.”

International Research Conference on Structure and Thermodynamics of
Oxides/Carbides/Nitrides/Borides at High Temperatures, October 6, 2022,
“Associates, Solvation and Speciation in Molten Salts: Insights from Molecular
Dynamics Simulations.”

Local Ordering in Materials and Its Impacts on Mechanical Behaviors, Radiation
Damage, and Corrosion Symposium, TMS Annual Meeting, San Diego, CA, March
21, 2023, “Short-Range Order Effects on Dislocation Mobilities in High-Entropy
Alloys from Atomistic Simulations.”

Alloy Behavior and Design Across Length-Scales Symposium, TMS Annual
Meeting, San Diego, CA, March 21, 2023, “Deformation Twinning in HCP-Ti —
Role of Interfacial Complexions and Interstitial Solutes.”

Frontiers in Solidification Symposium, TMS Annual Meeting, San Diego, CA,
March 21, 2023, “Dealloying of Metals in Molten Salts — From Atomistic to
Mesoscale Simulations.”

Advanced Engineering Materials Workshop, Lawrence Livermore National
Laboratory, Livermore, CA, March 28, 2023, “Short-Range Order Effects on
Dislocation Mobilities in High-Entropy Alloys from Atomistic Simulations.”

International Conference on High-Entropy Materials, Knoxville, TN, June 21,
2023, “Local Lattice Distortions and Structural Instabilities in Nb-Ta-Ti-Hf High-
Entropy Alloys.”

The Seidman Family Lecture Series, Tel-Aviv University, Tel-Aviv, Israel, July
12, 2023, “Local Order In High-Entropy Alloys.”

The Seidman Family Lecture Series, Tel-Aviv University, Tel-Aviv, Israel, July
13, 2023, “Interfacial Complexions and Metastable Polymorphs.”

Materials Research Society, Boston, MA, November 28, 2023, "Concentrated
Alloys: Order, Disorder and the Vast Space in Between."
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229.

230.

231.

232.

Computational Thermodynamics and Kinetics Symposium, TMS Annual Meeting,
Orlando, FL, March 5, 2024, “Barrier-Free Predictions of Short-Range Ordering
and Clustering Kinetics in Concentrated Solid Solutions.”

PSDK XIX Symposium: Gibbs Award Session, 2024 IMAT (International
Materials, Applications & Technologies) Annual Meeting, Cleveland, OH,
September 30, 2024, "Kinetics of Short-Range Ordering in Concentrated Solid
Solutions."

Understanding High Entropy Materials via Data Science and Computational
Approaches Symposium, 2024 MS&T Meeting, Pittsburgh, PA, October 8, 2024,
“Electronic Descriptors for Dislocation Deformation Behavior and Intrinsic
Ductility in BCC High-Entropy Alloys.”

Chemistry and Physics of Interfaces Symposium, 2025 TMS Annual Meeting, Las
Vegas, NV, March 25, 2025, “Structure, Energetics and Kinetic Properties of
Crystal-Melt Interfaces in Salts.”

Hume-Rothery Symposium on Thermodynamics of Microstructure Stability and
Evolution, 2025 TMS Annual Meeting, Las Vegas, NV, March 26, 2025, “High-
Temperature Dealloying in Molten Environments: Insights on Grain Boundary
Effects from Phase-Field Modeling.”
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