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Education and Training: 
University of Amsterdam, the Netherlands 		Chemistry 	Drs. 1991
Delft University of Technology the Netherlands 		Chemistry 	 PhD 1996

Professional experience
2021-current Distinguished University Professor
2015-current Professor at the Department of Mechanical Engineering, Penn State
2015-current Director of the Materials Computation Center, Penn State
2013-current CTO and co-founder, RxFF_Consulting.LLC
2008-2015 Associate Professor at the Department of Mechanical Engineering, Pennsylvania State University, University Park, PA. 
2003-2008 Postdoctoral researcher (2003-2005), research faculty (2005-2007) and Senior research staff (2007-2008), California Institute of Technology, Pasadena, CA
1996-2002 Postdoctoral Researcher at the University of Newcastle upon Tyne, United Kingdom. 

Awards and Honors
- 1997 Marie Curie Fellowship (1997-1999)
- 1999 Royal Society University Research Fellowship (1999-2002)
- 2012 Penn State Engineering Alumni Society Outstanding Research Award
- 2015 Awarded the Kenneth Kuan-Yun Kuo Early Career Professorship (Jan 2015-Dec 2017)
- 2017 Awarded the Penn State Faculty Scholar Medal
- 2017 Award from the Japanese Association for Chemical Innovation 
- 2020 Elected as Full Member of Sigma XI
- 2021 Awarded title of Distinguished University Professor 

Research Interests and impact: Adri van Duin is the inventor and main developer of the ReaxFF reactive force field method, which enables fully dynamical, fully reactive atomistic-scale simulations for complex materials, molecules and their interfaces. Applications include combustion, catalysis, energy storage, biomaterials and material failure.
The ReaxFF method is currently used by over 2000 academic and industrial groups around the world. The ReaxFF method is incorporated in various major computational materials software packages, like LAMMPS (released by Sandia National Labs) and ADF (released by SCM Amsterdam). Since 2015 the ReaxFF force fields and examples have been distributed through requests at the Material Computation Center website at Penn State – this has resulted, so far, in over 25,000 requests demonstrating the global impact of this method.

The global impact of this work is also reflected in publication co-author distributions – showing collaborators from a wide range of countries,  see the Penn State PURE site (https://pennstate.pure.elsevier.com/en/persons/adri-van-duin)

Teaching contributions. Dr. van Duin has been teaching undergraduate thermodynamics courses at the 300 and the 400 level – specifically the ME-300 and ME-400 courses. At the graduate level he has been teaching courses about spectroscopy and statistical thermodynamics (ME-535, Physics of Gases), has co-taught a graduate course on combustion chemistry (ME-532). Furthermore, he has developed a new course, ME/ChE 505, named ‘Atomistic-scale simulations for engineers’, which is cross-listed between Mechanical Engineering and Chemical Engineering. This course has been offered six times so far and seeks to introduce engineering students to atomistic-scale simulation methods, in particular Density Functional Theory, reactive and non-reactive force fields. The course has attracted students from various departments and colleges, including material scientists, chemists and mechanical/chemical/electrical and nuclear engineers. The course includes a final project – and four of these projects have culminated into peer-reviewed journal publications. 

Service contributions. Below is a summary of Dr. van Duin’s Penn State service contributions for the last six years.

2023
· Director of the Material Computation Center, one of the four centers within the Material Research Institute (MRI)
· Chair of the Faculty Scholar Medal committee in Engineering
· Organizer, Mechanical Engineering Faculty Retreat – Research Super Group session
· Reviewer for the Institute of Computational and Data Science seed grant proposals
· Faculty mentor for two mechanical engineering assistant professors
· Chair of the Mechanical Engineering Research Advancement committee
· Member of the ME-300 (Thermodynamics) course caucus

2022
· Director of the Material Computation Center, one of the four centers within the Material Research Institute (MRI)
· Chair of the Faculty Scholar Medal committee in Engineering
· Organizer, Mechanical Engineering Faculty Retreat – Research Super Group session
· Member of the Institute for Computation and Data Science (ICDS) Coordinating Committee
· Reviewer for the Institute of Computational and Data Science seed grant proposals
· Faculty mentor for two mechanical engineering assistant professors
· Member of the Mechanical Engineering Research Advancement committee
· Member of the ME-300 (Thermodynamics) course caucus

2021
· Director of the Material Computation Center, one of the four centers within the Material Research Institute (MRI)
· Member of a AC14 Review committee for evaluating a department in the College of Engineering
· Organizer, Mechanical Engineering Faculty Retreat – Faculty Lightning-presentation session.
· Member of the Institute for Computation and Data Science (ICDS) Coordinating Committee
· Faculty mentor for two mechanical engineering assistant professors
· Member of the Mechanical Engineering Teaching Load Policy Committee
· Member of the ME-300 (Thermodynamics) course caucus

2020
· Director of the Material Computation Center, one of the four centers within the Material Research Institute (MRI)
· Member of the Institute for Computation and Data Science (ICDS) Coordinating Committee
· Co-chair of the Research Computing and CyberInfrastructure (RCCI) Advisory Council
· Member of the RCCI working group for High-Performance Computing
· Member of the Mechanical Engineering Teaching Load Policy Committee
· Member of the Mechanical Engineering Research Advancement Committee
· Member of the ME-300 (Thermodynamics) course caucus
· Faculty mentor for two mechanical engineering assistant professors


2019
· Director of the Material Computation Center, one of the four centers within the Material Research Institute (MRI)
· Member of the Institute for Computation and Data Science (ICDS) Coordinating Committee
· Co-chair of the Research Computing and CyberInfrastructure (RCCI) Advisory Council
· Chair of the RCCI Working group for High-Performance Computing
· Member of the Mechanical Engineering Research Advancement Committee
· Member of the ME-300 (Thermodynamics) course caucus
· Faculty mentor for one mechanical engineering assistant professor


2018
· Director of the Material Computation Center, one of the four centers within the Material Research Institute (MRI)
· Member of the Institute for Computation and Data Science (ICDS) Coordinating Committee
· Chair of the RCCI Working group for High-Performance Computing
· Chair of the College of Engineering Computing Working Group
· Member of the Mechanical Engineering Faculty Search Committee for Emerging Areas
· Member of the Mechanical Engineering Promotion/Tenure committee
· Member of the Mechanical Engineering Research Advancement Committee
· Member of the ME-300 (Thermodynamics) course caucus

External services contributions include:

· Associate Editorship for the Carbon journal (2021-2022) (2020 Impact Factor 9.594)
· Reviewing for a wide range of chemistry, Physical Chemistry and Materials journals, including Nature Materials, Nature Computational Materials, Nature Communications, Journal of the American Chemical Society, Carbon, Energy&Fuels, Journal of Physical Chemistry, Physical Reviews Letters. 
· Associate Editor of the International Journal for Energetic Materials and Chemical Propulsion from 2009-2014. 
· Reviewed proposals for NSF, DoE, various DoD agencies and a number of funding agencies abroad, in particular the Danish Council for Research (Denmark), the Flemish Council for research (NSF Belgium), the Deutsche Forchungsgemeinschaft (DFG, Germany), the Royal Society (United Kingdom), the Israel Science Foundation (ISF) and the US/Israel Binational Science Foundation (BSF). 
· Serves as the external advisor for a Jet Propulsion Laboratory (JPL) project related to the atmospheric chemistry of Enceladus (one of Saturn’s moons).


Journal publications. 
Citations: 43900; h-index: 101 (source: Google Scholar, September 2023)
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18. Gallegos, I., Kemppainen, J., Gissinger, J.R., Kowalik, M., van Duin, A.C.T., Wise, K.E., Gowtham, S. and Odegard, G.M. (2023) Establishing Physical and Chemical Mechanisms of Polymerization and Pyrolysis of Phenolic Resins for Carbon-Carbon Composites. Carbon Trends 12, 100290.
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Selected Conference activities- invited presentations

van Duin, A.C.T., MRS meeting, in person, ‘Atomistic-scale simulations of realistic, complex, reactive materials: the ReaxFF method, its applications and recent developments’, 100-150 in attendance, invited (April 2023)

van Duin, A.C.T., MARM meeting, in person ‘Atomistic-scale simulations of realistic, complex, reactive materials: the ReaxFF reactive force field and its academic and industrial application’, 50-100 in attendance, invited (June 2022)

van Duin, A. C., Lorentz workshop, University of Leiden, the Netherlands, Online, "Background of the ReaxFF reactive force field and its applications to the simulation of exothermic reactions at surfaces," 60 in attendance, Invited. (May 17, 2022). International.

van Duin, A. C., Graphene and beyond, State College, "Atomistic-scale simulations of realistic, complex, reactive materials: overview of the ReaxFF reactive force field and its applications to 2D materials," 100 in attendance, peer-reviewed/refereed, Invited. (May 1, 2022 - May 3, 2022). International.

van Duin, A. C., Surface Science Forum, ASML, Online, "Atomistic-scale simulations of realistic, complex, reactive oxide/water interfaces: the ReaxFF reactive force field and its applications," 50 in attendance, Invited. (February 23, 2022). International.

van Duin, A.C.T., Autochemo conference, online ‘The ReaxFF force field- application overview and new directions in accelerated dynamics, ferroelectric/2D materials and treatment of explicit electrons’, 150 in attendance, invited (December 2021)
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