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1532 (2008).

[1] Crystal Structure Prediction of Flexible Molecules with Genetic Algorithms and Standard Force Field, Julio C. Facelli,
Seonah Kim, Anita M. Orendt, Marta B. Ferraro, lan Pimienta and Victor Bazterra, Aca Cryst., A64, C226 (2008).

Invited Talks

e 6™ Asia-Pacific Conference of Theoretical and Computational Chemistry (APCTCC 6), July 11", 2013 (Gyeongju,
Korea)

e 36" Symposium on Biotechnology for Fuels and Chemicals, May 1%, 2014 (Clearwater, FL)

e  ACS National Meeting & Exposition, August 16 — 20, 2015 (Boston, MA)

e 2015 Korean Society for Biotechnology and Bioengineering (KSBB) Fall Meeting and International Symposium,
Oct. 10-14, 2015 (Incheon, South Korea)

e  Tchiomass 2015, Nov. 2.5, 2015 (Chicago, Il)

e ACS 2016 Spring Meeting, Mar. 13-17, 2016 (San Diego, CA)

e  Seoul University, July 28, 2016

e ACS 2016 Fall Meeting, Aug. 21-25, 2016 (Philadelphia, PA)

e Frontiers in Biorefining, Nov. 8 — 11, 2016 (St. Simons Island, GA)

e ACS 2017 Spring Meeting, Apr. 2-6, 2017 (San Francisco, CA)

e NAM25, June 4-9, 2017 (Denver, CO)

e Tailor-Made Fuels From Production to Propulsion 5% International Conference, June 20-22, 2017 (Aachen,



Germany)

Industrial Biotechnology Research Training Program (bio-GMP), Kookmin University, July 6-8, 2017 (Seoul,
Korea)

ACS 2018 Spring Meeting, March 18-22, 2018 (New Orleans, LA)

Reaction Mechanisms Conference 2018, June 10-13, 2018 (Vancouver, BC, Canada)

31 Meeting of Catalysis Research Discussion, June 21-23, 2018 (Pyeongchang, S. Korea)

2018 KMB International Symposium & Annual Meeting, June 27-30, 2018 (Yeosu, S. Korea)

Industrial Biotechnology Research Training Program (bio-GMP), Kookmin University, July 1-3, 2018 (Seoul,
Korea)

37th International Symposium on Combustion, July 29-Aug. 3, 2018 (Dublin, Ireland)

ACS 2018 Fall Meeting, August 19-23, 2018 (Boston, MA)

Colorado School of Mines, Chemistry Department, Oct. 6, 2018 (Golden, CO)

11%* US National Combustion Meeting, March 24-27, 2019 (Pasadena, CA)

ACS 2019 Spring Meeting, March 31-April 4, 2019 (Orlando, FL)

23 Annual Green Chemistry & Engineering Conference, June 11.13, 2019 (Reston, VA)

ACS 2019 Fall Meeting, August 25-29, 2019 (San Diego, CA)

Machine Learning and Informatics for Chemistry and Materials workshop, Sep. 30 — Oct. 4, 2019 (Telluride,
CO)

Colorado State University, Chemistry Department, Nov. 14, 2019 (Fort Collins, CO)

University of Texas, San Antonio, Chemical Engineering Department, Jan. 17, 2020 (San Antonio, TX)
Syracuse University, Chemistry Department, Jan. 21, 2020 (Syracuse, NY)

University of Arkansas, Chemical Engineering Department, March 18, 2020 (virtual)

Korea University, Material Engineering Department, Dec., 2020 (south Korea)

Chonnam University, Food Science Engineering Department, Dec., 2020 (South Korea) (virtual)

38th International Symposium on Combustion, Jan. 24-29, 2021 (Adelaide, Australia) (virtual)

Korean Society for Microbiology and Biotechnology (KMB) 2021, 48" Annual Meeting & International
Symposium, Recent Advances in Industrial Biotechnology and Metabolic Engineering, June 23-25, 2021.
(virtual, Busan, South Korea)

NSF CHE/DATA workshop, Aug. 2021 (virtual)

Truman State University, Chemistry Department, Sep. 17, 2021 (virtual)

California Polytechnic State University Seminar, Chemistry Department, Oct. 1, 2021 (virtual)

Illinois State University, Chemistry Department, Nov. 12, 2021 (virtual)

University of Colorado, Denver, Chemistry Department, Dec. 10, 2021

Yonsei University, Chemical Engineering Department, May 24, 2022

Seoul City University, Environmental Engineering Department, May 30, 2022

Hanhwa Faculty Award, June 7, 2022 (virtual)

Summer Research Experience: Computational Chemistry (includes Community College students), Guest
Lecture Series, Northeastern University, June 29, 2022 (virtual)

WATOC 2020 12 Triennial Congress of the World Association of Theoretical and Computational Chemists,
July 3-8, 2022 (Vancouver, Canada)

Gordon Research Conference, Computational Chemistry, July 17-22, 2022 (Barcelona, Spain)

Houk Symposium, Aug. 11-12, 2022 (UCLA, Los Angeles, CA)

ACS 2022 Fall Meeting (‘Symposium in honor of the 60th Birthday of Prof. Adrian Roitberg”) Aug. 22, 2022
(Chicago, IL)

Aslla Symposium on “Accelerated Chemical Science with Al”, Sep. 25-28, 2022 (Ganneung, S. Korea)
ExxonMobil Seminar (Oct. 2022, New Jersey)

CiTQ Seminar at Universitat Rovira i Virgili (Tarragona, Spain), Nov. 2022 (virtual)

7" international symposium of quantum beam science at Ibaraki university, Dec. 1-3, 2022 (Mito, Japan)
(virtual)

Department of Chemistry & Nanoscience, Ewha Womans University, December 2022.

Department of Chemistry, University of Denver, March 2, 2023



e Korea Research Institute of Chemical Technology (KRICT), April 10, 2023 (Daejeon, S. Korea)

e 2023 KSBB Spring Meeting and International Symposium, April 12-14, 2023 (Jeju, S. Korea)

e  University of Michigan, Chemistry Department, May 3, 2023.

e Telluride workshop “Machine Learning and Informatics for Chemistry and Materials”, June 25-29, 2023
(Telluride, CO)

e 2023 “Computational Materials Chemistry” Telluride Workshop, July 17-21, 2023 (Telluride, CO)

e ACS 2023 Fall Meeting (Symposium in honor of the 80th Birthday of Prof. Kendall N. Houk: Pushing Back the
Frontiers of Computational Organic Chemistry and Chemical Biology), Aug. 13, 2023 (San Francisco, CA)

e Department of Pharmacy, Ewha Womans University, Sep. 2023 (Seoul, S. Korea)

e Department of Chemical Engineering, Seoul National University, Sep. 2023 (Seoul, S. Korea)

e 2023 Powertrain, Energy and Lubricants International Meeting, Aug. 29 — Sep. 1, 2023 (Kyoto, Japan)

e Department of Environmental and Climate Technology/Energy Materials and Devices of Korea Institute of
Energy Technology, Oct. 2023 (Najoo, S. Korea)

e  Department of Chemistry, Kyung Hee University, Nov. 2023 (Seoul, S. Korea)

e Department of Applied Chemistry, Kyung Hee University, Nov. 2023 (Suwon, S. Korea)

e Department of Food Science & Technology, Chonnam National University, Dec. 2023 (Gawangju, S. Korea)

Professional Summary

e ACS COMP (Computers in Chemistry) Chair-elect, Chair 2020

e ACS COMP (Computers in Chemistry) Newsletter officer (2016 — present)

e  C3E (The Clean Energy Education & Empowerment) Award nominated (2019)

e NSF Proposal Reviewer (2019), Swiss National Science Foundation Reviewer (2018)

e  NREL President Award (2016)

e  Mentor for graduate students and postdocs (arranged visitor/internship programs in NREL)

e ACS 2019 National Meeting career workshop panel for female and underrepresented group undergraduates

e Journal Reviewers (ACS Omega, Catalysis Today, J. Biotechnology, Angew. Chem. Int. Ed., Chemical Science, J.
Phys. Chem., Catalysts, and etc.)

e ACS 2019 Spring National Meeting COMP symposium ‘Probing Reactive Intermediates Through Chemical
Computations’ Co-organizer

e ACS 2019 Fall National Meeting COMP symposium ‘Advances in Multiscale Computational Modeling of
Biomass Conversion Processes’ Organizer

e  ACS 2020 Spring/Fall National Meeting Energy & Fuels Symposium ‘Chemistry of Fuel Properties, Combustion
& Fuel-Engine Interactions’ Co-organizer

e  ACS 2021 Spring/Fall National Meeting Energy & Fuels Symposium ‘Chemistry of Fuel Properties, Combustion
& Fuel-Engine Interactions’ Co-organizer

e  NSF CHE/DATA workshop (2021. 8)

e ACS 2022 Spring National Meeting, Energy & Fuels Symposium ‘ACS Henry H. Storch Award Symposium in
Honor of Robert McCormick’ Co-organizer

e ACS 2022 Fall National Meeting, COMP ‘Symposium in honor of the 60th Birthday of Prof. Adrian Roitberg”
Organizer

e 7™ Hanwha Non-Tenured Faculty Award (2022), June 2022

e NSF Review Panel (Dec. 2022)

e Arranged two undergraduate school seminar series (Truman State University, CalPoly)

e Telluride workshop “Machine Learning and Informatics for Chemistry and Materials”, Co-organizer, June 2023

e ACS 2023 Fall National Meeting Energy & Fuels Symposium ‘Properties, Catalysis, Combustion, and
Environmental Impacts of Low-Net Carbon Liquid Fuels: Harnessing the Power of Artificial
Intelligence/Machine Learning’ Organzier

e ACS 2023 Fall National Meeting, COMP ‘Symposium in honor of the 80th Birthday of Prof. Kendall N. Houk:
Pushing Back the Frontiers of Computational Organic Chemistry and Chemical Biology’ Organizer



Computational Resources

2019 ASCR Leadership Computing Challenge Awardees, DOE (Co-PI for “Accelerated Catalyst Discovery from
First Principles Simulations and Machine Learning”)

PI for Extreme Science and Engineering Development Environment (XSEDE, currently ACCESS, 2021 — current)
NREL High Performance Computing, DOE (PI for 3 allocations, 2018 — current)

Research Supervision

Collin Hansen (Graduate student, 2022.6 — 2022.8, 2022. 11 — present)

Shaylee Seymour (2022. 11 — 2023.5): Co-advising with Prof. Paton

Olivia Harman (visiting undergraduate student (REU) from Florida Gulf Coast University, 2022.6 — 2022.8)
Wonjong Ko (visiting high school student, 2022.6 — 2022.8)

Jessica Lee (CSU Data Science undergraduate student, 2022.4 — present)

Hojin Jung (Visiting graduate student from Yonsei University, 2021. 1 —2021. 7, Graduate student, 2022. 11 -
present)

Chris Stubbs (2022. 5 — present): Co-advising with Prof. Chen

David Price (Graduate student, 2020.11 — 2022.5)

Sabari Kumar (Graduate student, 2021. 11 — present)

Alex Claiborne (Undergraduate student, 2021. 8 — 2021.12)

Dr. Raul Perez-Soto (Postdoc, 2022. 10 — present)

Dr. Mohammed Jabed (Postdoc, 2021. 11 — 2022.10)

Dr. Juan Vicente Alegre Requena (Research Scientist, 2021. 3 —2022. 3)

Dr. Yeonjoon Kim (Postdoc, 2018. 6 — 2023. 8, Assistant Professor at Pukyong National University (S. Korea))
Dr. Jaeyoung Cho (Postdoc, 2020. 3 —2021.3, Assistant Professor at UT El Paso)

Dr. Richard Messerly (Postdoc, 2019. 2 —2019. 11, Currently Postdoc at Los Alamos National Laboratory)
Brian Etz (CSM/NREL graduate student, 2018. 11 —2020. 12, Currently Postdoc at US Army Corps of Engineers)
Julian Golzwarden (CSM/NREL graduate student, 2019. 11 — 2020.12)

Dr. Peter St. John (Postdoc, 2016 — 2018, currently NVIDIA)

Dr. Longwen Ou (Visiting Postdoc from North Carolina State University, 2017, Currently Postdoc at Argonne
National Laboratory)

Shinyoung Oh (Visiting graduate student from Seoul National University, 2018, Currently Postdoc at KIST,
South Korea)

Current Research Support

06/2022 — 01/2024: “Gasoline Composition Impact on Gasoline Particle Emissions Investigation via Flow
Reactor Experiments and Density-Functional Theory” (ExxonMobil) - $106,900

08/2023 —07/2026: “Self-evolving solubility databases and neural network predictions for organic and polymer
applications in multicomponent solvents” (NSF) - $449,400

09/2023 — 08/2026: CCI Phase I: NSF Center for Sustainable Photoredox Catalysis (SuPRCat) (NSF) - $1,800,000
03/2021 - 06/2023: “Machine learning predictive tool development for process monitoring and predictions
task” (NREL Subcontract) - $180,600

03/2020 — 02/2023: “Predicting Fuel Properties and Emissions for Advanced Biofuels for Diesel Engines”

(ExxonMobil) - $100,000

Previous Research Support

01/2021 - 06/2022: “Application of Theoretical Chemistry to Low-Carbon Fuel Autoignition and Soot Precursor
Formation Mechanism Development” (NREL Subcontract) — $183,235

At NREL



2015 —2016 NREL LDRD (Laboratory Directed Research & Development) “Renewable Hydrocarbon Fuel
Production from Fatty Acid Decarboxylase Engineering” as Pl ($500,000 for 2 year)

2015 —2019: DOE Consortium for Computational Physics and Chemistry (CCPC) as Task Leader for atomistic
modeling task (5500,000/year)

2016 —2020: DOE Co-OPTIMA “chemical kinetics for combustion and fuel property prediction tool using
Machine-learning“ as Pl for modeling task (DFT+MD+ML) ($550,000/year)

2020 —2022: DOE Systems Development and Integration (SDI) (“Process Monitoring and Predictions of
BioRefinery Performance”) as PI (5500,000/year)



