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ROMMIE E. AMARO 
Professor and Endowed Chair 

Department of Molecular Biology 
University of California, San Diego 

4238 Urey Hall, 9500 Gilman Drive MC-0340, La Jolla, CA  92093-0340 
858-534-9629 (office) 

ramaro@ucsd.edu 
 amarolab.ucsd.edu; biochemcore.ucsd.edu 

Twitter: @RommieAmaro 
 

EDUCATION 
 
1999 B.S. High Distinction, University of Illinois, Urbana- Champaign, IL 
 Major: Chemical Engineering 
 Dissertation Title:  Structure Prediction of HisH in the Context of Structural 

Genomics; Advisors:  Z. Luthey-Schulten and C. Zukoski 
2005 Ph.D., High Distinction, University of Illinois, Urbana- Champaign, IL 
 Major:  Chemistry 
 Dissertation Title:  Investigating the Structure and Function of IGP Synthase 

Advisor:  Z. Luthey-Schulten 
2005 – 2009 Postdoctoral Fellow — NIH NSRA Ruth Kirschstein Fellow, UC San Diego 
 Advisor:  J. Andrew McCammon 
 
 
PROFESSIONAL POSITIONS 
 
2023 – present Endowed Chair, Distinguished Professorship in Theoretical and Computational 

Chemistry, Department of Molecular Biology, UC San Diego 
2019 – 2023 Endowed Chair, Distinguished Professorship in Theoretical and Computational 

Chemistry, Department of Chemistry and Biochemistry, UC San Diego 
2017 – 2018 Department Vice Chair, Department of Chemistry and Biochemistry, UC San 

Diego 
2017 – 2023 Section Chair, Biochemistry and Physics, Department of Chemistry and 

Biochemistry, UC San Diego 
2017 – 2018 Member, Advisory Board for the Task Force on the Status of Women in the 

Division of Physical Sciences, UC San Diego 
2017 – 2018 Academic Senate System-wide Representative for UCADDE, UC San Diego  
2017 – 2018 Chair, Academic Senate Committee for Diversity and Equity, UC San Diego  
2016 – 2019 Shuler Scholar, Department of Chemistry and Biochemistry, UC San Diego  
2016 – 2023 Professor, Department of Chemistry and Biochemistry, UC San Diego  
2015 – present Co-Director, Visible Molecular Cell Consortium, UC San Diego 
2015 – 2018 Co-Director, UCSD Center for Translational Drug Discovery, UC San Diego  
2014 – 2020 Co-Director, Drug Design Data Resource, UC San Diego 
2014  – 2016 Associate Professor, Department of Chemistry and Biochemistry, UC San 

Diego  
2013 – 2020 Director, National Biomedical Computation Resource, UC San Diego  
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2012 – 2014 Assistant Professor, Department of Chemistry and Biochemistry, UC San 
Diego  

2010 – 2011 Assistant Professor, Department of Chemistry, UC Irvine 
2009 – 2011 Assistant Professor, Department of Computer Science, UC Irvine 
2009 – 2011 Assistant Professor, Department of Pharmaceutical Sciences, UC Irvine 
2005 – 2009 Postdoctoral Fellow, UC San Diego 
2001 – 2005 Graduate Research Fellow, Luthey-Schulten Group, University of Illinois, 

Urbana- Champaign, IL 
2000 – 2001 Associate Research Engineer II, Research and Development, Kraft Foods, Inc., 

Glenview, IL 
1998 – 1999 Undergraduate Research Fellow, Wolynes Group, University of Illinois, 

Urbana- Champaign, IL 
1998   US Lubes and Marketing Research Intern, Mobil Oil Corp., Cicero, IL 
 
 
AWARDS AND HONORS 
 
02/2024 Biophysical Society Fellow, elected 
01/2024 Dean and Barbara Martin Lecture, University of South Florida 
09/2023 Inaugural Klaus Schulten Lecture in Biological Physics, University of Illinois 
10/2022 Molecular Graphics & Modeling Society Lecture Tour, UK 
07/2022 Jubilee Award Lecture, International Union of Biochemistry & Molecular 

Biology Global Summit, Lisbon, Portugal 
04/2022 Pollard Lecture, Department of Biochemistry & Molecular Biology, Penn State 
11/2021 Kunio Yagi Lecture, Federation of Asian and Oceania Biochemists & 

Molecular Biologists 
11/2021 ACM Gordon Bell Special Prize for COVID-19, Finalist 
11/2021 Philosophical Society of Washington (PSW), Public Lecture 
10/2021 Distinguished Lecture, University of Utah, Scientific Computing Institute  
03/2021 Distinguished Lecture, National Science Foundation  
11/2020 ACM Gordon Bell Special Prize for COVID-19, Winner 
01/2019 Lattimer Fellowship from the Division of Physical Sciences, UC San Diego 
01/2018   UC San Diego Faculty Research Lecturer Award 
12/2017   DE Shaw Research Distinguished Lecture 
10/2017   NIH Stetten Lecturer 
10/2017   University of Minnesota, Department of Med Chem, Distinguished Lecture 
09/2016   Corwin Hansch Award, Hansch-Fujita Society 
07/2016   Gordon Research Conference Computational Chemistry Keynote Lecture 
Spring 2016   ACS Kavli Emerging Leader in Chemistry National Lecturer 
06/2015   Work featured on cover of Biophysical Journal 
03/2015   Work featured on cover of ACS Biochemistry 
2015   San Diego 78th District Woman of the Year, awarded by the Speaker of the 

California State Assembly, Toni Atkins, 78th District Representative 
2015   Invited Speaker, Burroughs Wellcome “Future of Biophysics” Symposium, 

59th Annual International Biophysical Society Meeting, Baltimore, Maryland 
04/2014   Work featured on cover of Current Opinion in Structural Biology 
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2014   NVIDIA Women Who CUDA Awardee 
2014   Athena Pinnacle Award Nominee 
2014   NVIDIA Compute-the-Cure Awardee 
2013   ACS ChemLuminary Award for “Innovation and Outstanding Service to 

Members of a Division” for the Teach-Discover-Treat Initiative 
2013   ACS COMP Open Eye Outstanding Junior Faculty Award 
01/2013   Chu Lectureship, Idaho State University 
2012  Hellman Fellow 
2010 Presidential Early Career Award for Scientists and Engineers (received 

October 2011) 
2010 – 2015 NIH Director's New Innovator Award, National Institutes of Health 
09/2009   UC Irvine Nominee for the Searle Scholar Award Program 
2006 – 2009 NIH NRSA Ruth Kirschstein Postdoctoral Fellow, National Institutes of Health 
2008 UC San Diego Nominee for the Burroughs Wellcome Career Award at the 

Scientific Interface 
03/2008   Work featured on the cover of Chemical Biology & Drug Design 
08/2007   Awarded “Best Demo” at PRAGMA-13, Urbana-Champaign, IL 
08/2007   Elected Alternate Councilor, American Chemical Society COMP Division 
07/2007   Computer-Aided Drug Design Gordon Research Conference Fellowship 

Recipient 
01/2007   Keystone Symposia Scholarship Recipient 
2005 Selected as a Student Facilitator at the Council for Chemical Research Annual 

Meeting 
2005 Work featured as cover story of NCSA Access Magazine 
07/2005   Work featured on cover of Biophysical Journal 
2001 – 2004 University of Illinois Urbana-Champaign, Department of Chemistry Graduate 

Fellowship, Graduate College MAPP Fellow 
2002 NCSA Performance Capability Champion Award 
2000 Above and Beyond Call of Duty Award, Kraft Foods 
2000 DNA Spark Award, Kraft Foods for “Diligence, Dedication, and Enthusiasm” 
1999 Alpha Delta Gamma “Outstanding Teacher of Freshmen”, All-Campus 

Teaching Award 
1995 – 1999 Ameritech Minority Engineering Scholarship, MChEP Air Products Scholar, 

Chancellor’s Scholar, President’s Scholar, Unofficial List of Excellent 
Teachers (4 times) 

 
ADVISORY BOARD MEMBERSHIPS 
 
2023 – 2026 Advisory Board Member and Co-Chair, NSF Advisory Committee on 

Cyberinfrastructure (ACCI) 
2020 – 2023 Advisory Board Member, NSF Advisory Committee on Cyberinfrastructure 

(ACCI) 
2014 – 2018 Advisory Board Member, NIH Program, Illuminating the Druggable Genome 
2012 – 2017 User Advisory Committee, NSF XSEDE (Extreme Science and Engineering 

Discovery Environment) 
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2014 Resource Advisory Committee Member, NIH Research Resource, National 
Resource for Automated Molecular Microscopy (NRAMM) 

 
PROFESSIONAL MEMBERSHIPS 
 
2012 – 2013 Alternate Councilor American Chemical Society, Elected 
2010 – 2011 Alternate Councilor American Chemical Society, Elected 
2010 – present AAAS 
2008 – 2009 President, Tau Chapter, Graduate Women in Science 
2007 – 2009 Alternate Councilor American Chemical Society  
2005 – present American Chemical Society  
2005 – present Biophysical Society 
2005 – 2011 Council for Chemical Research  
 
PROFESSIONAL SERVICE 
 
2023 – 2024 Biophysical Society Theory & Computation Subgroup, Chair 
2021 – 2023 Biophysical Society Theory & Computation Subgroup, Founder and Vice 

Chair 
2017 – 2022 NIH HIVE Advisory Board 
2016 – present American Chemical Society, National Awards Committee Member 
2015 – 2020 NIH Illuminating the Druggable Genome, Phase I and Phase II Advisory Board 

Member 
2012 – 2014 American Chemical Society COMP Division, Alternate Councilor, Elected 
2008 – present Protein Society, Member 
2005 – 2012 Council for Chemical Research, Member 
2004 – present American Chemical Society and Biophysical Society, Member 
2010 – 2012 American Chemical Society COMP Division, Alternate Councilor, Elected 
2008 – 2009 Graduate Women in Science, Tau Chapter, President, Elected 
2007 – 2009 American Chemical Society COMP Division, Alternate Councilor, Elected 
2007 – 2008 Graduate Women in Science, Tau Chapter, Vice President, Elected 
 
REVIEWER SERVICE 
 
2018 – present Journal of Chemical Physics, International 
2018 – present Nature Catalysis, International 
2016 – present Science, International 
2016 – present eLife, International 
2015 – present ACS Chemical Biology, International 
2012 – present Nature Communications, International 
2012 – present Biophysical Journal, Reviewer, International 
2011 – present Journal of Medicinal Chemistry, Reviewer, International 
2011 – present Journal of the American Chemical Society, Reviewer, International 
2011 – present Journal of Medicinal Chemistry, Reviewer, International 
2010 – present Journal of Computational Chemistry, Reviewer, International 
2010 – present Journal of Molecular Biology, Reviewer, International 
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2010 – present Journal of Biological Physics, Reviewer, International 
2010 – present Journal of Physical Chemistry (American Chemical Society), Reviewer 
2010 – present Molecular Pharmacology, Reviewer, International 
2010 – present Nature, Reviewer, International  
2010 – present Proteins: Structure, Function, and Bioinformatics, Reviewer, International 
2010 – present Biochemistry, Reviewer, International 
2010 – present Journal of Theoretical and Computational Chemistry, Reviewer 
2010 – present PLOS Computational Biology, Reviewer 
2008 – present Chemical Biology and Drug Discovery, Reviewer 
2008 – present Journal of Chemical Information and Modeling, Reviewer 
2008 – present Journal of Computer Aided Molecular Design, Reviewer 
2008 – present Journal of Molecular Graphics and Modeling, Reviewer 
 
UNIVERSITY SERVICE 
 
2023 – present  Search Committee Chair, Department of Molecular Biology  
2022 – 2023 University of California Committee on Committees, UC San Diego 

Representative 
2022 – 2023 Committee on Committees, Vice Chair 
2021 – present Committee on Committees, Elected 
2017 – 2023 Section Chair, Biochemistry & Biophysics Section, Department of Chemistry 

& Biochemistry 
2017 – 2018 Member of the Advisory Board for the Task Force on the Status of Women in 

the Division of Physical Sciences, UC San Diego 
2017 – 2018 Academic Senate System-wide Rep for UCADDE for UC San Diego  
2017 – 2018 Chair, Academic Senate Committee for Diversity and Equity, UC San Diego 
2017 – 2018 Vice Chair, Department of Chemistry and Biochemistry, UC San Diego 
2017 – 2018 Section Chair, Biochemistry and Biophysics Section, Department of Chemistry 

and Biochemistry, UC San Diego 
2016 – 2017 Academic Senate System-wide Rep for UCADDE for UC San Diego 
2016 – 2017 Academic Senate Committee for Diversity and Equity, UC San Diego 
2015 – 2016 Diversity Committee, Department of Chemistry and Biochemistry, UC San 

Diego 
2015 – 2016 Head of the Division of Physical Chemistry, Department of Chemistry and 

Biochemistry, UC San Diego 
2014 – 2016 Campus-wide, Leader of the Task Force to Establish a New Alliance with The 

Scripps Research Institute, UC San Diego 
2015 – 2016 Department of Chemistry and Biochemistry, Physical Chemistry Council 

Representative, UC San Diego 
2015 – 2016 Department of Chemistry and Biochemistry, Physical Chemistry Seminar 

Committee, UC San Diego 
2015 – 2016 School of Medicine, OMICS Search Committee, UC San Diego 
2014 – 2015 Campus-wide, PDB Search Committee, UC San Diego 
2014 – 2015 Department of Chemistry and Biochemistry, Super Search Committee, UC San 

Diego 
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2014 – 2015 Department of Chemistry and Biochemistry, Crick Chair Search Committee, 
UC San Diego 

2014 – 2015 Department of Chemistry and Biochemistry, Physical Chemistry Seminar 
Committee, UC San Diego 

2014 – 2015 Department of Chemistry and Biochemistry, Admissions and Recruitment – 
Member- at-Large, UC San Diego 

2013 – 2014 Department of Chemistry and Biochemistry, Diversity and Outreach 
Committee, UC San Diego 

2013 – 2014 Department of Chemistry and Biochemistry, Admissions and Recruitment – 
Member-at-Large, UC San Diego 

2013 – 2014 Department of Chemistry and Biochemistry, Diversity and Outreach 
Committee, UC San Diego 

Spring 2013 Conversations about Diversity, UC San Diego 
2012 – 2013 Department of Chemistry and Biochemistry, Junior Chemical Biology Search 

Committee, UC San Diego 
2012 – 2013 Department of Chemistry and Biochemistry, Physical Chemistry Seminar 

Committee, UC San Diego 
2012 – 2013 Department of Chemistry and Biochemistry, Graduate Affairs Committee, 

Physical Chemistry Representative and First-year Advisor for incoming 
Physical Chemistry Graduate Students, UC San Diego 

2012 – 2013 Department of Chemistry and Biochemistry, Diversity and Outreach 
Committee, UC San Diego 

Summer 2012 Department of Chemistry and Biochemistry, Leading the renovation of the 
Urey Hall Keck II Facility, UC San Diego 

Spring 2012 Department of Chemistry and Biochemistry, LPSOE Search Committee, UC 
San Diego 

Spring 2011 Department of Pharmaceutical Sciences Committee to develop a new 
assessment of undergraduate education, UC Irvine 

02/2010 – 11/2011 Member, Mathematical, Computational, and Systems Biology (MCB) 
Admissions 

  Committee, UC Irvine  
01/2010 – 11/2011 Member, MCP Admissions Committee, UC Irvine    
 
EDITORIAL BOARD DUTIES 
 
2019 – present  Associate Editor, ACS Journal of Chemical Information and Modeling 
2017 – 2020 Editorial Board Member, Quarterly Reviews of Biophysics 
2016 – present Editorial Committee Member, Annual Review of Physical Chemistry 
2016 – present Editorial Advisory Board Member, Journal of Chemical Theory and 

Computation 
2016 – 2019 Editorial Advisory Board Member, Journal of Chemical Information and 

Modeling 
2012 – 2019 Senior Editor, Chemical Biology and Drug Design 
 http://onlinelibrary.wiley.com/journal/10.1111/(ISSN)1747-0285 
2010 Associate Editor, PLOS Computational Biology 
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GRANT REVIEWS 
 
2022 NIH BTDD Review Panel 
2018 Humboldt Young Investigator Group Award, Reviewer 
2017 European Research Council, Ad Hoc Reviewer 
01/2017 – 2019 Stanford Linear Coherent Light Source (LCLS) Beamline Review Panel, 

Standing Member 
2016 – 2022 NIH Standing Study Section Member, Macromolecular Structure and Function, 

Section D (MSFD) 
2016 – 2018 LCLS X-ray XFEL Proposal Review Panel 
2016 DOE/NSF INCITE Computational Allocations Panel, Reviewer 
2016  NIH P41 Review Panel 
11/2015 NIH Special Emphasis Panel, Reviewer 
09/2015 DOE/NSF INCITE Computational Allocations Panel, Reviewer 
11/2014   NIH P41 Study Section, Reviewer 
03/2014   NIH R01/R21 MSFD Study Section, Ad Hoc Member 
07/2012 – 2018 NSF XSEDE Allocations Committee, Reviewer, Quarterly 
06/2012  NIH SBIR Panel, Reviewer 
03/2012   NSF Division of Chemistry, Chemistry of Life Program, Reviewer 
09/2011  NIH SBIR Panel, Reviewer 
 
OTHER PROFESSIONAL ACTIVITIES 
 
2023 Chair of the “Theory and Computation” Subgroup of the Biophysical Society 
2022 Vice Chair of the “Theory and Computation” Subgroup of the Biophysical 

Society 
2021 Co-Founder and Vice Chair of the “Theory and Computation” Subgroup of the 

Biophysical Society 
2014 – 2015 ACS National Meeting Spring 2016 Presidential Symposia Organizing 

Committee, Computer-Aided Drug Design Subgroup 
2012 – present BioChemCoRe Outreach and Mentoring Program 
 http://biochemcore.ucsd.edu 
2011 – present Teach – Discover – Treat Initiative Co-Founder and Steering Committee 

Member   
 http://www.teach-discover-treat.org 
 
 
LECTURES AND SEMINARS 
 
(Invited Talk) Deaminet 2024, “APOBEC3B Structure, Dynamics, Mechanisms, and 
Druggability”, La Jolla, CA (January 2024) 
 
(Invited Talk) CellViz2, “In Situ Computational Microscopy of Viruses”, The Scripps Research 
Institute, La Jolla, CA (January 2024) 
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(Invited Talk) Dean and Barbara Martin Lecture, University of South Florida, Department of 
Chemistry, “In Situ Computational Microscopy of SARS-CoV-2”, Tampa, FL (January 2024) 
 
(Invited Talk) EMBO Conference: Computational Structural Biology, “In Situ Computational 
Microscopy of SARS-CoV-2”, Heidelberg, Germany (December 2023) 
 
(Invited Talk) UCSD School of Biological Sciences Research Council, “In Situ Computational 
Microscopy – Challenges & Opportunities for the Sandbox”, La Jolla, CA (October 2023) 
 
(Invited Talk) UCSD School of Biological Sciences Deep Look Series, No title, La Jolla, CA 
(October 2023) 
 
(Invited Talk) CECAM Workshop, “In Situ Computational Microscopy of Viruses: Simulation 
Driven Immunogen Design”, Lugano, Switzerland (October 2023) 
 
(Invited Talk) Inaugural Klaus Schulten Lecture in Biological Physics, “In Situ Computational 
Microscopy of Viruses”, University of Illinois at Urbana-Champaign, Urbana, Illinois 
(September 2023) 
 
(Invited Talk) Bad Honnef Physics School – Physics of Viruses, “Whole Virus Simulation and 
Binding”, Bad Honnef, Germany (September 2023) 
 
(Invited Talk) American Chemical Society National Meeting, “New Views Into Sea Spray 
Aerosols”, San Francisco, CA (August 2023) 
 
(Invited Talk) American Chemical Society National Meeting, “Carlos Simmerling is an amazing 
mentor & colleague”, San Francisco, CA (August 2023) 
 
(Invited Talk) American Chemical Society Webinar, “New Views Into Aerosols”, Zoom (August 
2023) 
 
(Invited Talk) CECAM Mixed Gen Series, “In Situ Dynamics Reveal Hidden Vulnerabilities of 
Viral Glycoproteins”, Zoom (June 2023) 
 
(Invited Talk) SBDD 2023 Edition, “Immunogen Dynamics and Design”, Sestri Levante, Italy 
(May 2023) 
 
(Invited Talk) Carnegie Mellon University and University of Pittsburgh Joint Departmental 
Seminar, “In Situ Dynamics Reveal Hidden Vulnerabilities of Viral Glycoproteins”, Zoom 
(April 2023) 
 
(Invited Talk) UK Microbiology Society Annual Meeting, “In Situ Dynamics Reveal Hidden 
Vulnerabilities of Viral Glycoproteins”, Birmingham, England (April 2023) 
 
(Invited Talk) ASBMB, “Immunogen Dynamics and Design”, Seattle, Washington (March 2023) 
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(Invited Talk) Michigan State University Mathematical Molecular Biology Series, “In Situ 
Dynamics Reveal Hidden Vulnerabilities of Viral Glycoproteins”, Zoom seminar (February 
2023) 
 
(Invited Talk) UC San Diego, Department of Molecular Biology, “In Situ Dynamics Reveal 
Hidden Vulnerabilities of Viral Glycoproteins”, La Jolla, CA (February 2023) 
 
(Invited Talk) University of Wisconsin, Department of Chemistry, “In Situ Dynamics Reveal 
Hidden Vulnerabilities of Viral Glycoproteins”, Zoom seminar (February 2023) 
 
(Keynote) EMBO Workshop: In Situ Structural Biology: from cryoEM to multi-scale modeling, 
“In Situ Dynamics Reveal Hidden Vulnerabilities of Viral Glycoproteins”, Heidelberg, Germany 
(February 2023) 
 
(Invited Talk) Scripps Consortium for HIV/AIDS Vaccine Development (CHAVD), “In Situ 
Computational Microscopy of Viruses”, La Jolla, CA (February 2023) 
 
(Invited Talk) National Academies Biomedical Digital Twins Workshop, “Molecular Simulation 
at the Mesoscale”, Zoom seminar (January 2023) 
 
(Invited Talk) National Academies Biomedical Digital Twins Workshop, “Molecular Simulation 
at the Mesoscale”, Zoom seminar (January 2023) 
 
(Invited Talk) UT Southwestern, “In Situ Dynamics Reveal Hidden Vulnerabilities of Viral 
Glycoproteins”, Zoom Seminar. (December 2022) 
 
(Invited Talk) 4th International Meeting on Trends in Enzyme Catalysis, “In Situ Dynamics 
Reveal Hidden Vulnerabilities of Viral Glycoproteins”, Benicassim, Spain. (December 2022) 
 
(Invited Talk) Molecular Graphics and Modeling Society (MGMS), England, “In Situ Dynamics 
Reveal Hidden Vulnerabilities of Viral Glycoproteins”, Heidelberg, Germany. (October 2022) 
 
(Invited Talk) EuroQSAR 2022, “Mesoscale Simulations Reveal Hidden Vulnerabilities of Viral 
Glycoproteins”, Heidelberg, Germany. (September 2022) 
 
(Invited Talk)  Consultant Research Seminar, “Multiscale Dynamics & Activation of p53”, 
Zoom Seminar. (August 2022) 
 
(Invited Talk)  Gordon Research Conference – Computational Chemistry, “Multiscale in situ 
Computational Microscopy Reveals Unseen Vulnerabilities of Viral Glycoproteins”, 
Castedefells, Spain. (July 2022) 
 
(Invited Talk)  Jubilee Award Lecture, International Union of Biochemistry & Molecular 
Biology Global Summit, “Computational Microscopy of SARS-CoV-2 in situ”, Lisbon, Portugal 
(July 2022) 
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(Invited Talk)  NIAID HIV Structural Biology Meeting, “Computational Virology”, Zoom 
Seminar. (June 2022) 
 
(Invited Talk)  Biophysical Society Thematic Meeting – Biophysics at the Dawn of Exascale 
Computing, “Macromolecular Interactions I: Molecular Recognition”, Hamburg, Germany. (May 
2022) 
 
(Invited Talk)  University of Bristol, Department of Chemistry, “From Sea Spray to Viruses: 
Application of All-Atom Molecular Dynamics to Environmental and Biological Aerosol 
Systems”, Zoom Seminar. (May 2022) 
 
(Invited Talk)  NIH NCATS Retreat ”Computational Microscopy in situ”, Zoom Seminar. (May 
2022) 
 
(Invited Talk)  Student Selected Seminar, Department of Biochemistry & Molecular Biology, 
University of Texas, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. (April 
2022) 
 
(Invited Talk)  Pollard Lecture, Department of Biochemistry & Molecular Biology, Penn State 
University, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. (April 2022) 
 
(Invited Talk) UC San Diego, Department of Pharmacology, “Computational Microscopy of 
SARS-CoV-2”, Zoom Seminar. (March 2022) 
 
(Invited Talk) NIH Vaccine Research Center, “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (March 2022) 
 
(Invited Talk) UC San Diego, Department of Bioengineering, “Computational Microscopy of 
SARS-CoV-2”, Zoom Seminar. (February 2022) 
 
(Invited Talk), University of Victoria, Department of Biochemistry & Microbiology, 
“Computational Microscopy of SARS-CoV-2”, Zoom Seminar. (January 2022) 
 
(Invited Talk), Mt Sinai Icahn School of Medicine, “Computational Microscopy of SARS-CoV-
2”, Zoom Seminar. (January 2022) 
 
(Invited Talk), University of Minnesota Center for Coronavirus Research, “Computational 
Microscopy of SARS-CoV-2”, Zoom Seminar. (January 2022) 
 
(Invited Talk), UC Davis, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. 
(January 2022) 
 
(Invited Talk), PacifiChem, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. 
(December 2021) 
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(Invited Talk), Kammerlin Lab Christmas Lecture, “Computational Microscopy of SARS-CoV-
2”, Zoom Seminar. (December 2021) 
 
(Invited Talk), Institute of Molecular Virology, Germany “Computational Microscopy of SARS-
CoV-2”, Zoom Seminar. (December 2021) 
 
(Invited Talk), Vanderbilt Institute of Chemical Biology, “Computational Microscopy of SARS-
CoV-2”, Zoom Seminar. (December 2021) 
 
(Invited Talk), FAOBMB Kunio Yagi Lecture, “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (November 2021) 
 
(Invited Talk), Bill & Melinda Gates Foundation, “Computational Microscopy of SARS-CoV-
2”, Zoom Seminar. (November 2021) 
 
(Invited Talk), Supercomputing ’21, Gordon Bell Session, “#COVIDisAirborne: AI-Enabled 
Multiscale Computational Microscopy of Delta SARS-CoV-2 in a Respiratory Aerosol”, Zoom 
Seminar. (November 2021) 
 
(Invited Talk, Public Lecture), Philosophical Society of Washington (PSW), “Computational 
Microscopy of SARS-CoV-2: Using Simulations to See the Unseen”, Zoom Seminar. 
(November 2021) 
 
(Invited Talk), UC San Diego, Department of Chemistry and Biochemistry, “Computational 
Microscopy of SARS-CoV-2”, Zoom Seminar. (October 2021) 
 
(Invited Talk), National Cancer Institute, “In Situ Computational Microscopy”, Zoom Seminar. 
(October 2021) 
 
(Invited Talk), Virginia Tech “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. 
(September 2021) 
 
(Invited Talk), NSF MCB Workshop on Community Challenges “Challenges in Molecular 
Sciences”, Zoom Seminar. (July 2021) 
 
(Invited Talk), CECAM Workshop, “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (September 2021) 
 
(Invited Talk), University of Utah, Scientific Computing Institute (SCI), “Computational 
Microscopy of SARS-CoV-2”, Zoom Seminar. (September 2021) 
 
(Invited Talk), NIST, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. 
(September 2021) 
 
(Invited Talk), ACS Women in Chemistry Symposia, “Computational Microscopy of SARS-
CoV-2”, Zoom Seminar. (August 2021) 
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(Invited Talk), UC San Diego Virtual Summer Transfer Series, “Computational Microscopy of 
SARS-CoV-2”, Zoom Seminar. (August 2021) 
 
(Invited Talk), LAMMPS Workshop, “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (August 2021) 
 
(Invited Talk), University of Minnesota “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (July 2021) 
 
(Invited Talk), UC San Diego Medicinal Chemistry Symposium Keynote Speaker 
“Computational Microscopy of SARS-CoV-2”, Zoom Seminar. (July 2021) 
 
(Invited Talk), Enlace Summer Series, “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (July 2021) 
 
(Invited Talk), Universiti Sains Malaysia, “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (June 2021) 
 
(Invited Talk), ICS ’21, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. (June 
15, 2021) 
 
(Invited Talk), NIH/FDA Glycoscience Event, “The Role of Glycans in SARS-CoV-2”, Zoom 
Seminar. (June 1, 2021) 
 
(Invited Talk), Berlin Conference on Protein Dynamics, “Computational Microscopy of SARS-
CoV-2”, Zoom Seminar. (April 27, 2021) 
 
(Invited Talk), TCBG Seminar, University of Illinois at Urbana-Champaign, “Computational 
Microscopy of SARS-CoV-2”, Zoom Seminar. (April 26, 2021) 
 
(Invited Talk), University of North Carolina “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (April 23, 2021) 
 
(Invited Talk), Bay Area COMP Together, “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (April 19, 2021) 
 
(Invited Talk), NVIDIA GTC Panel “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (April 12, 2021) 
 
(Invited Talk), ACS Undergraduate Symposium, “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (April 8, 2021) 
 
(Invited Talk), NIDDK Symposium, “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (April 2, 2021) 
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(Invited Talk), San Diego Glycobiology Symposium, “Computational Microscopy of SARS-
CoV-2”, Zoom Seminar. (April 1, 2021) 
 
(Invited Talk), AAAS COVID19 Event, “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (March 16, 2021) 
 
(Invited Talk), U Toronto, Department of Chemistry Seminar, “Computational Microscopy of 
SARS-CoV-2”, Zoom Seminar. (March 12, 2021) 
 
(Invited Talk), NSF Distinguished Lecture, “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (March 4, 2021) 
 
(Invited Talk), UK Embassy Event, “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (March 4, 2021) 
 
(Invited Talk), U Glasgow Influenza Workshop, “Biophysical Simulations for Computational 
Virology”, Zoom Seminar. (February 26, 2021) 
 
(Invited Talk), Deep Look: COVID Innovation, “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (February 25, 2021) 
 
(Invited Talk), Regeneron, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. 
(February 16, 2021) 
 
(Invited Talk), AAAS Annual Meeting, “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (February 8, 2021) 
 
(Invited Talk), NYU Chemistry, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. 
(February 5, 2021) 
 
(Invited Talk), Inovio, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. (February 
2, 2021) 
 
(Invited Talk), MSU Physics seminar, “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (January 25, 2021) 
 
(Invited Talk), Auburn University, Physics, “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (January 22, 2021) 
 
(Invited Talk), Italian Chemistry Society Seminar, “Computational Microscopy of SARS-CoV-
2”, Zoom Seminar. (December 21, 2020) 
 
(Invited Talk), ACS Inaugural JCIM-inar, “Molecular Simulations in the Time of COVID19 and 
Beyond”, Zoom Seminar. (December 16, 2020) 
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(Invited Talk), SISSA Program, Italy “Computational Microscopy of SARS-CoV-2”, Zoom 
Seminar. (December 2, 2020) 
 
(Invited Talk), SC20, Gordon Bell Finalist Session, “AI-Driven Multiscale Simulations 
Illuminate Mechanims of SARS-CoV-2 Spike Protein”, Zoom Seminar. (November 19, 2020) 
 
(Invited Talk), SC20 Plenary, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. 
(November 16, 2020) 
 
(Invited Talk), DICP Seminar, Madrid, Spain (virtual) “Computational Microscopy of SARS-
CoV-2”, Zoom Seminar. (November 13, 2020) 
 
(Invited Talk), University of Maryland, Biophysics Program, “Computational Microscopy of 
SARS-CoV-2”, Zoom Seminar. (October 26 2020) 
 
(Invited Talk), Scripps Florida, Department of Chemistry, “Computational Microscopy of 
SARS-CoV-2”, Zoom Seminar. (October 26 2020) 
 
(Invited Talk), NYSDS, “Computational Microscopy of SARS-CoV-2”, Zoom Seminar. 
(October 22 2020) 
 
(Invited Talk), Weill Cornell Medicine, Department of Biochemistry & Biophysics, 
“Computational Microscopy of SARS-CoV-2”, Zoom Seminar. (October 7 2020) 
 
(Invited Talk), National Science Board Annual Meeting, “Computational Microscopy of SARS-
CoV-2”, Zoom Seminar. (Sept 16 2020) 
 
(Invited Talk), University of New Mexico, Department of Chemistry, “Computational 
Microscopy of SARS-CoV-2”, Zoom Seminar. (August 28 2020) 
 
(Invited Talk), Cambridge Crystallographic Data Centre (CCDC), “Open Data & Methods for 
Biomolecular Simulation & Drug Discovery”, Zoom Seminar. (August 13 2020) 
 
(Invited Talk), MolSSI - Tapia Center Computational Chemistry Camp Lecture, “Computational 
Microscopy of SARS-CoV-2”, Zoom Seminar. (July 21 2020) 
 
(Invited Talk), MolSSI - Tapia Center Computational Chemistry Camp Lecture, “Techniques in 
Biomolecular Simulation”, Zoom Seminar. (July 20 2020) 
 
(Invited Talk), KUSI TV Live Interview, “Computational Microscopy of SARS-CoV-2”, Live 
TV Newscast. (July 7 2020) 
 
(Invited Talk), Fox5 Live TV Interview, “Computational Microscopy of SARS-CoV-2”, Live 
TV Newscast. (June 29 2020) 
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(Invited Talk), Texas Advanced Compute Center / IBM Customer Spotlight, “Computational 
Microscopy of SARS-CoV-2”, Seminar and Q&A. (June 25 2020) 
 
(Invited Talk), KFMB Radio Interview, “Computational Microscopy of SARS-CoV-2”, Radio 
Interview. (June 22 2020) 
 
(Invited Talk), Telluride Summer Science Series, “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (June 18 2020) 
 
(Invited Talk), Telluride Summer Science Series, “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (June 18 2020) 
 
(Invited Talk), Eli Lilly Research Seminar, “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (June 11 2020) 
 
(Invited Talk), Protein Society Virtual Meeting, “Computational Microscopy of SARS-CoV-2”, 
Zoom Seminar. (June 4 2020) 
 
(Invited Talk), University of Bristol, Department of Chemistry, “Computational Microscopy of 
SARS-CoV-2”, Zoom Seminar. (May 18 2020) 
 
(Invited Talk), Boston Area Area Group for Informatics and Modeling – BAGIM, 
“Computational Microscopy of SARS-CoV-2”, Zoom Seminar. (April 30 2020) 
 
(Invited Talk), Association of Medical Illustrators, “SARS-CoV-2 Structure and Molecular 
Dynamics”, Zoom Seminar. (April 24 2020) 
 
(Invited Talk), Southern California Area Group for Informatics and Modeling - SAGIM, 
“Computational Microscopy of SARS-CoV-2”, Zoom Seminar. (April 30 2020) 
 
(Invited Talk), University of Edinburgh, Department of Chemistry, “Computational Microscopy 
of SARS-CoV-2”, Zoom Seminar. (April 15 2020) 
 
(Invited Plenary), American Chemical Society Fall 2019 National Meeting & Expo, “Integrated 
computational and experimental strategies to explore air-water interfaces in sea spray aerosols 
and related model systems,” San Diego Convention Center, San Diego, CA (August 26, 2019) 
 
(Invited Plenary), American Chemical Society Fall 2019 National Meeting & Expo, “An 
integrated computational and experimental strategy to explore APOBEC catalyzed mutation,” 
San Diego Convention Center, San Diego, CA (August 26, 2019) 
 
(Invited Plenary), American Chemical Society Fall 2019 National Meeting & Expo, “Ligand-
protein pose and affinity predictions: New perspectives and lessons learned from the drug design 
data resource (D3R),” San Diego Convention Center, San Diego, CA (August 25, 2019) 
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(Invited Plenary), OneChemistry Symposium:  Molecular Machinery of Life, “Predicting 
Chemistry in a Cellular Context”, Johns Hopkins University, Baltimore, MD. (April 2019) 
 
(Invited Plenary), Biophysical Society Annual Meeting: Proteins: Dynamics and Allostery, 
“Protein Dynamics in a Cellular Context”, Baltimore, MD. (March 2019) 
 
(Student Invited), Yale University, Raymond and Beverly Sackler Institute Seminar, “Multiscale 
Dynamics: Molecules to Cells”, New Haven, CT. (November 2018) 
 
(Invited Plenary), NSF Center for Aerosol Impacts on the Chemistry of the Environment, 
“Integrating Computation and Experiment for Biotransformations”, La Jolla, CA. (November 
2018) 
 
(Invited Keynote), Scialog Conference: Chemistry of the Cell, “Predicting Chemistry in a 
Cellular Context”, Tucson, AZ. (October 2018) 
 
(Invited Talk), National Cancer Institute, A3B Reverse Site Visit, “Computational Models and 
Predictions for APOBEC3B”, Bethesda, MD. (August 2018) 
 
(Invited Plenary), EMSL Integration at Pacific Northwest National Lab, “Molecular Simulation 
at the Mesoscale”, Richland, WA. (August 2018) 
 
(Invited Lecture), Telluride Workshop: Challenges in Large-Scale Biomolecular Simulation, 
“Molecular Simulation at the Mesoscale,” Telluride, CO. (June 2018) 
 
(Invited Plenary Representing the Whole of Molecular Biophysics), Blue Waters Annual 
Symposium, “Computational Biophysics in the Petascale Computing Era,” Sun River, OR. (June 
2018) 
 
(Opening Plenary), CCP5/ CCP-BioSim Multiscale Modelling Conference, “Multiscale 
Dynamics: Molecules to Cells,” Manchester, England. (May 2018) 
 
(Invited Lecture), Brownian Dynamics and Biological Diffusion Brainstorm 4, “Multiscale 
Estimation of Ligand Binding Kinetics,” Heidelberg, Germany. (April 2018) 
 
National Science Foundation, Center for Aerosol Impacts on Climate and the Environment 
Reverse Site Visit, Alexandria, VA. (March 2018) 
 
(Invited Lecture), “Computer Aided Drug Design,” The Scripps Research Institute, La Jolla, CA. 
(March 2018) 
 
(Opening Plenary), Drug Design Data Resource Face-to-Face Workshop, “Drug Design Data 
Resource,” La Jolla, CA. (February 2018) 
 
(Academic Senate Faculty Research Award Lecture), “Computing Cures: Discovery through the 
Lens of a Computational Microscope,” UC San Diego, La Jolla, CA. (January 2018) 
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(Distinguished Lecture), DE Shaw Research, “Computing Cures: Discovery through the Lens of 
a Computational Microscope,” New York City, NY. (December 2017) 
 
(Invited Lecture), “Computing Cures: Discovery through the Lens of a Computational 
Microscope,” Stanford University, Department of Chemistry, Palo Alto, CA. (November 2017) 
 
(Invited Plenary Lecture), Supercomputing ’17 (SC17), “Molecular Simulation at the 
Mesoscale,” Salt Lake City, UT. (November 2017) 
 
(Invited Talk), Klaus Schulten Memorial Symposium, “Molecular Simulation at the Mesoscale,” 
Urbana, IL. (November 2017)  
 
National Institutes of Health, Stetten DeWitt Award Lectureship, NIH Director’s Series, 
“Computing Cures: Discovery through the Lens of a Computational Microscope,” (October 
2017)  
 
(Invited Talk), National Institute of Standards and Technology (NIST), “Molecular Modeling at 
the Mesoscale,” Gaithersburg, MD. (October 2017) 
 
(Distinguished Lecture), “Computing Cures: Discovery through the Lens of a Computational 
Microscope,” University of Minnesota, Department of Medicinal Chemistry, Minneapolis, MN. 
(October 2017) 
 
(Invited Talk), Kinetics for Drug Discovery (K4DD) Closing Symposium, “Multiscale 
Estimation of Drug Binding Kinetics,” Berlin, Germany. (October 2017) 
 
(Invited Talk), Structure Based Drug Design Conference, “Multiscale Estimation of Drug 
Binding Kinetics,” Lausanne, Switzerland. (September 2017) 
 
(Invited Talk), American Conference on Theoretical Chemistry, “Multiscale Dynamics: 
Molecules to Cells,” Boston, MA. (July 2017) 
 
(Opening Plenary Keynote), Bio-IT World Expo 2017, “Computing Cures: Enabling Chemical 
Discovery through the Lens of a Computational Microscope,” Cambridge, MA. (May 2017) 
 
(Chancellor’s Associates Invited Lecture), “Computing Cures: Enabling Chemical Discovery 
through the Lens of a Computational Microscope,” UC San Diego, La Jolla, CA. (May 2017) 
 
American Chemical Society National Meeting, Spring 2017, “Allostery and Regulation of 
Complex Biomolecular Systems through the Lens of a Computational Microscope,” San 
Francisco, CA. (April 2017) 
 
(Keynote Lecture), USHUPO National Conference, “Bringing Molecular Modeling Into the 
Mesoscale,” San Diego, CA. (March 2017)  
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(Invited Lecture), DaVinci Convergent Science Symposium, “Multiscale Dynamics: Molecules 
to Cells,” USC Michelson Center for Convergent Bioscience, Bridge Institute, Los Angeles, CA. 
(March 2017) 
 
(Invited Lecture), Department of Energy Workshop, “Multiscale Dynamics: Molecules to Cells,” 
Washington, DC. (February 2017)  
 
(Invited Webinar Lecture), Pfizer, Inc., “Multiscale Dynamics: Molecules to Cells,” (January 
2017) 
 
(Invited Webinar Lecture), National Institutes of Health, The Big Data 2 Knowledge (BD2K) 
Guide to the Fundamentals of Data Science, “Workflows and Pipelines in Biomedical Research,” 
(January 2017) 
 
National Science Foundation, National Strategic Computing Initiative (NCSI) Series, 
“Multiscale Dynamics: Molecules to Cells,” Alexandria, VA. (October 2016) 
 
(Invited Lecture), “Multiscale Dynamics: Molecules to Cells,” UC Riverside, Department of 
Bioengineering, Riverside, CA. (September 2016) 
 
(Invited Lecture), Department of Energy Workshop, “Multiscale Dynamics: Molecules to Cells,” 
Washington, DC. (September 2016)  
 
(Corwin Hansch Award Lecture), EuroQSAR International Conference, “Multiscale Structure 
Based Drug Design,” Verona, Italy. (September 2016) 
 
(Invited Lecture), “Multiscale Dynamics: Molecules to Cells,” University of Queensland 
(Australia) / Monash University. (September 2016) 
 
(Invited Keynote Lecture), Computational Chemistry Gordon Research Conference (GRC), 
“Multiscale Dynamics: Molecules to Cells,” Girona, Spain. (July 2016) 
 
(Invited National Plenary Lecture), International Conference on Computational Science (ICCS), 
“Discovery through the Lens of a Computational Microscope,” San Diego, CA. (June 2016) 
 
(Invited Lecture), Southern California Theoretical Chemistry Symposium, “Multiscale 
Dynamics: Molecules to Cells,” UC San Diego, La Jolla, CA. (June 2016) 
 
(Invited Lecture), Theoretical and Computational Biophysics Group, “Multiscale Dynamics: 
Molecules to Cells,” University of Illinois, Champaign, IL. (April 2016) 
 
(Invited Lectureship), University of Kentucky Naff Symposium, “Enabling Chemical Discovery 
through the Lens of a Computational Microscope,” Lexington, KY. (April 2016) 
 
American Physical Society National Meeting, “Enabling Biophysical Discovery through the 
Lens of a Computational Microscope,” Baltimore, MD. (March 2016) 
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ACS National Meeting, MPPG Division, “Allostery through the lens of a computational 
microscope: Conformational selection in a canonical signaling domain,” San Diego, CA. (March 
2016) 
 
(National Plenary Lecture), ACS National Meeting, ACS Kavli Emerging Leader in Chemistry, 
“Computing Cures: Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” San Diego, CA. (March 2016) 
 
ACS National Meeting, UNDERGRADUATE Division, “Seeing the Unseen: Chemical 
Discovery through the Lens of a Computational Microscope,” San Diego, CA. (March 2016) 
 
ACS National Meeting, PHYS Division, “Multiscale Estimation of Binding Kinetics Using 
Brownian Dynamics, Molecular Dynamics, and Milestoning,” San Diego, CA. (March 2016) 
 
National Institutes of Health, P41 Director’s Meeting, “Multiscale Dynamics: Molecules to 
Cells,” Bethesda, MD. (March 2016) 
 
PacifiChem Symposium, “Chemical discovery through a computational lens,” Honolulu, HI. 
(December 2015)  
 
Departmental Colloquium, “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” UC San Diego, LA Jolla, CA. (October 2015)  
 
Simula Summer School, “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” UC San Diego, La Jolla, CA. (August 2015)  
 
Discovery Lecture, “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” UC San Diego, La Jolla, CA. (July 2015)  
 
(Invited Speaker), Gordon Research Conference: Enzymes, Co-Enzymes, and Metabolic 
Pathways, “Allostery through the Lens of a Computational Microscope,” Waterville Valley, NH. 
(July 15, 2015) 
 
(Invited Speaker), Telluride Conference: Challenges in Large Scale Biomolecular Simulations, 
“Crossing Scales in Biomolecular Simulations,” Telluride, CO. (June 17, 2015) 
 

(Invited Speaker), Albany 2015: The 19th Albany Conversation, “Multiscale Estimation of 
Binding Kinetics Using Molecular Dynamics, Brownian Dynamics, and Milestoning,” Albany, 
NY. (June 11, 2015) 
 
(Invited Speaker), Integrated Digital Infrastructure Showcase, “Enabling Chemical Discovery 
through the Lens of a Computational Microscope,” UC San Diego, La Jolla, CA. (May 6, 2015) 
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(Invited Speaker), “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” University of Utah, Department of Medicinal Chemistry, Salt Lake City, UT. 
(April 23, 2015) 
 
(Invited Speaker), SDCSB's Cytoscape and Network Analysis Workshop, “Allosteric Networks 
through the Lens of a Computational Microscope,” La Jolla, CA. (April 17, 2015) 
 
(Invited Speaker), National Institutes of Health, National Cancer Institute, “Taming of the 
Mutator: Breaking Resistance in Cancer through APOBEC,” Rockville, MD. (April 8, 2015) 
 
(Invited Speaker), NVIDIA GTC Annual Conference, “Accelerating the Cure: GPU-Driven Drug 
Discovery for Targets in Cancer,” San Jose, CA. (March 18, 2015) 
 
(Invited Speaker), “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” Mira Costa Community College, Oceanside, CA. (March 4, 2015) 
 

59th Annual International Biophysical Society Meeting, Burroughs Wellcome Future of 
Biophysics Symposium: “Enabling Biophysical Discovery through the Lens of a Computational 
Microscope,” Baltimore, MD. (February 2015) 
 
(Invited Speaker), UT Austin, “Enabling Chemical Discovery through the Lens of a 
Computational Microscope,” Indianapolis, IN. (January 19, 2015) 
 
(Invited Speaker), “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” Indiana University – Purdue University at Indianapolis, Indianapolis, IN. 
(December 10, 2014) 
 
(Invited Speaker), International Society for Quantum Biology and Pharmacology International 
Meeting, “Simulation-Based Discovery: Celebrations, Challenges, and Conversations About a 
New Way Forward,” La Jolla, CA. (June 2014) 
 
(Invited Speaker), NOBBChE Annual Meeting, “Enabling Biophysical Discovery through the 
Lens of a Computational Microscope,” La Jolla, CA. (March 2014) 
 
(Invited Speaker), American Association of Pharmaceutical Scientists (AAPS) Annual Meeting 
and Exposition, “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” San Antonio, TX. (November 11, 2013) 
 
(Invited Speaker), American Chemical Society National Meeting, 20 Years of PME: Symposium 
in Honor of Tom Darden, Lee G. Pedersen, and Darrin York, “Pocket full of promise: 
Simulation-based discovery against p53,” Indianapolis, IN. (September 2013) 
 
(Invited Speaker), American Chemical Society National Meeting, Emerging Science Frontiers: 
Young Investigators, “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” Indianapolis, IN. (September 2013) 
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(Invited Speaker), Snowmass Free Energy Conference, Free Energy Calculations: Three decades 
of adventure in chemistry and biophysics, “Towards exploiting the functional free energy 
landscapes of proteins,” (July 16, 2013) 
 
(Invited Speaker), Telluride Conference, Chemistry and Dynamics in Complex Environments, 
“Investigating Chemistry and Dynamics in Complex Environments…. Through the Lens of a 
Computational Microscope,” (June 27, 2013) 
 
(Invited Speaker), “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” University of Minnesota, Department of Biochemistry, Molecular Biology, and 
Biophysics, Minneapolis, MN. (May 1, 2013) 
 
(Invited Speaker), CHI Drug Discovery Conference, Fragment-based Drug Design Session, 
“Enabling Chemical Discovery through the Lens of a Computational Microscope,” San Diego, 
CA. (April 17, 2013) 
 
(Invited Speaker), “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” Johns Hopkins University, Department of Biophysics, Baltimore, MD. (April 1 
2013) 
 
(Invited Speaker), National Institutes of Health, Structural Biology Laboratory, “Enabling 
Chemical and Biophysical Discovery through the Lens of a Computational Microscope,” 
Bethesda, MD.  (March 19, 2013) 
 
(Invited Speaker), “Enabling Chemical Discovery through the Lens of a Computational 
Microscope,” University of Tennessee, Knoxville, Knoxville, TN. (February 13, 2013) 
 
(Invited Keynote Speaker), First Inaugural Chu Lectureship, “Enabling Chemical Discovery 
through the Lens of a Computational Microscope,” Idaho State University, Pocatello, ID. 
(January 29, 2013) 
 
(Invited Speaker), MBTG Symposium, “Enabling Chemical Discovery through the Lens of a 
Computational Microscope,” Scripps Institute of Oceanography, La Jolla, CA. (January 2013) 
 
(Invited Speaker), The 4th Seminar & Workshop on Computer-Aided Drug Design CADD2012 
– Malaysia, “Enabling Chemical Discovery through the Lens of a Computational Microscope,” 
University of UiTM Puncak Alam, Malaysia. (December 2012) 
 
(Invited Speaker), Center for Theoretical Biological Physics, “Computational Biophysics and 
Drug Discovery,” Pacific Hall, UC San Diego, La Jolla, CA. (October 5, 2012) 
 
(Invited Speaker), National Biomedical Computation Resource (NBCR) Summer Institute, 
“CADD Pipeline: Enabling routine ensemble- based drug discovery,” Fung Auditorium, UC San 
Diego, La Jolla, CA. (July 30, 2012) 
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(Invited Speaker), 15th UCSD MedChem Symposium, “Tackling receptor flexibility in 
computer-aided drug design,” Price Center, UC San Diego, La Jolla, CA. (July 13, 2012) 
 

(Invited Speaker), 6th Drug Design and Medicinal Chemistry Conference, “Tackling receptor 
flexibility in computer-aided drug design,” Hilton San Diego Resort and Spa, San Diego, CA. 
(June 8, 2012) 
 
(Invited Speaker), Department of Bioengineering Seminar Series, “Computational Biophysics 
and Drug Discovery: where the rubber meets the road,” UC San Diego, La Jolla, CA. (June 1, 
2012) 
 
(Invited Speaker), 2012 Workshop on Free Energy Methods in Drug Design, “Small Molecule 
Membrane Permeability,” Vertex Pharmaceuticals, Cambridge, MA. (May 22, 2012) 
 
(Invited Speaker), Schrodinger User Group Meeting, “Predicting Small Molecule Membrane 
Permeability,” Hyatt Regency, La Jolla at Aventine, La Jolla, CA. (April 16, 2012) 
 
(Invited Speaker), American Chemical Society National Meeting, Symposium Honoring J. 
Andrew McCammon, “Tales from the Trenches: Explorations at the interface of computational 
biophysics and drug discovery,” San Diego Convention Center, San Diego, CA. (March 26, 
2012) 
 
(Invited Speaker), Allostery Workshop, “Computational Biophysics and Drug Discovery: where 
the rubber meets the road,” UC San Diego, La Jolla, CA. (March 10, 2012) 
 
(Invited Speaker), Department of Biological Chemistry Seminar Series, “Tackling receptor 
flexibility in computer-aided drug design,” UC Irvine, Irvine, CA. (October 19, 2011) 
 
(Invited Speaker), The 3rd International Young Researcher Seminar for Zoonosis Control, 2011, 
"Unlocking clues to influenza antiviral evasion through computational investigations of 
neuraminidase," Hokkaido University, Sapporo, Japan. (September 17, 2011) 
 
(Invited Speaker), Influenza 2011, “Mechanism of 150-cavity formation in influenza 
neuraminidase,” Oxford University, Oxford, England. (September 7, 2011) 
 
PSWRCE Annual Meeting, “Investigating proteins of the rip operon,” Honolulu, HI. (August 2, 
2011) 
 
TeraGrid 2011, “Mechanism of 150-cavity formation in influenza neuraminidase,” Salt Lake 
City, UT. (July 19, 2011) 
 
7th International Conference on Biological Physics, "Applications to Drug Discovery," Center 
for Theoretical Biological Physics & the UC San Diego, La Jolla, CA. (June 19, 2011) 
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Electrostatics in Molecular Biology, "Electrostatics of the Influenza Glycoproteins," Clemson 
University, Clemson, SC. (April 5, 2011) 
 
"Tackling receptor flexibility in computation-guided pharmaceutical discovery: where the rubber 
meets the road," UC San Diego, Department of Chemistry and Biochemistry, La Jolla, CA. 
(January 2011) 
 
(Plenary Lecturer), SACNAS National Conference 2010, "Pushing the Limits of Computer- 
Aided Drug Design to Sustain Discovery of Next-generation Pharmaceuticals," SACNAS, 
Anaheim, CA. (October 1, 2010) 
 
(Keynote Speaker), National Biomedical Computation Resource (NBCR) Summer Institute 
2010, "Tackling receptor flexibility in computer-aided drug design: where the rubber hits the 
road," National Biomedical Computation Resource, NIH, UC San Diego, La Jolla, CA. (August 
2010) 
 
(Plenary Lecturer), Biophysics Summer School, "Tackling receptor flexibility in computer- aided 
drug design," University of Tennessee / Oak Ridge National Laboratory, Knoxville, TN. (July 
2010) 
 
Theoretical and Computational Biophysics Group: Hands-On Computational Workshop, 
"National Biomedical Computation Resource CADD Pipeline," The Scripps Research Institute, 
La Jolla, CA. (July 2010) 
 
(Keynote Speaker), Point Loma Perspectives On Science Conference, "Towards Developing 
New Influenza Therapeutics Using Computer-aided Drug Design," Point Loma Nazarene 
University, San Diego, CA. (October 2009) 
 
MERCURY Conference, "Tackling Receptor Flexibility in Computer-Aided Drug Design: How 
to hit a moving target," Hamilton, NY. (August 2009) 
 
Kinetoplastid Molecular Cell Biology III, "Discovery of drug-like inhibitors of an essential RNA 
editing ligase in T. brucei," Woods Hole, MA. selected from abstracts. (April 2009) 
 
Sanibel Symposium, "Remarkable Loop Flexibility in Avian Influenza Neuraminidase and its 
Implications for Antiviral Drug Design," St. Simon’s Island, GA. (February 2009) 
 
Schrodinger User Meeting, "Tackling Receptor Flexibility in Computer-Aided Drug Design: 
Investigations of Avian Influenza Neuraminidase," San Diego, CA. (November 2008) 
 
EChemInfo Meeting, "Comparative Studies Using Explicit and Generalized Born Molecular 
Dynamics Simulations of Avian Influenza Neuraminidase," Bryn Mawr, PA. (October 2008) 
 
National Biomedical Computation Resource Mini-symposium, "Tackling Receptor Flexibility in 
Computer-Aided Drug Design," UC San Diego, La Jolla, CA. (August 2008) 
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"Tackling Receptor Flexibility in Computer-Aided Drug Design," UC Irvine; Department of 
Pharmaceutical Sciences, Invine, CA. (February 2008) 
 
International Conference on Avian Influenza, "Avian Flu Grid: International Collaborative 
Environment for Team Science on Avian Influenza," Bangkok, Thailand. selected from abstracts. 
(January 2008) 
 
American Chemical Society National Meeting, "Accommodating Receptor Flexibility in the 
Search for Inhibitors Against an Essential RNA Editing Ligase in Trypanosoma brucei," 
Chicago, IL. (March 2007) 
 
Inaugural Annual Chemical Biology Interface Symposium, "Investigating the Structure and 
Function of IGP Synthase," UIUC, Urbana, IL. (August 2005) 
 
Great Lakes Regional Meeting of the American Chemical Society, "Further Insights into the 
Reaction Mechanism of IGP Synthase," Peoria, IL. (October 2004) 
 
NIH/NSF Theoretical and Computational Biophysics Workshop, "Methods and Applications of 
Parameterization," Perth, Australia. (June 2004) 
 
NSF Theoretical and Computational Biophysics Summer School, "Methods of 
Parameterization," Urbana, IL. (June 2003) 
 
Cell & Molecular Biology & Molecular Biophysics Research Symposium, "Developing and 
Energy Landscape for the Novel Function of a (β/α)8 Barrel Ammonia Conduction Through 
HisF," Urbana, IL. (October 2002) 
 
Colgate-Palmolive Biotechnology Conference, "Structure Prediction of HisH in the Context of 
Structural Genomics," Urbana, IL. (April 2000) 
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June 2018 – June 2019 Gaurie Gunasekaran, Advisor. BioChemCoRe student 
June 2018 – November 2019 Mason Holst, Advisor. BioChemCoRe student 
June 2018 – November 2019 Dhruv Kumar, Advisor. BioChemCoRe student 
June 2018 – August 2018  Kien Malarney, Advisor. BioChemCoRe student 
June 2018 – August 2018 Michael Tu, Advisor. BioChemCoRe student 
June 2018 – August 2018 Vainvavi Viswanath, Advisor. BioChemCoRe student 
June 2018 – August 2018 Neel Mittal, Advisor. BioChemCoRe student 
June 2018 – August 2018 Emmanuel Ledesma, Advisor. BioChemCoRe student / 

Pinhead Institute  
June 2018 – August 2018 Tyler Kraft, Advisor. BioChemCoRe student / Pinhead 

Institute  
June 2017 – August 2017 Vainavi Viswanath, Advisor. BioChemCoRe student 
June 2017 – August 2017  Roxana Sida, Advisor. BioChemCoRe student 
June 2017 – August 2017  Sankalp Nigam, Advisor. BioChemCoRe student 
June 2017 – August 2017  Yuhsuan Lee, Advisor. BioChemCoRe student  
June 2017 – August 2017  Ben Konecny, Advisor. BioChemCoRe student 
June 2017 – August 2017  Devashi Ghosal, Advisor. BioChemCoRe student 
June 2017 – August 2017  Enrique, Advisor. BioChemCoRe student 
June 2017 – August 2017  Mariana Cazares Morales, Advisor. BioChemCoRe student 
June 2016 – August 2016  Andrew Wilbur, Advisor. BioChemCoRe student 
June 2016 – August 2016  Sona Trika, Advisor. BioChemCoRe student 
June 2016 – August 2016  Shreya Shriram, Advisor. BioChemCoRe student 
June 2016 – August 2016  Olivia Shiah, Advisor. BioChemCoRe student 
June 2016 – August 2016  Hillary Pratt, Advisor. BioChemCoRe student 
June 2016 – August 2016  Thuy Tien Nguyen, Advisor. BioChemCoRe student 
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June 2016 – August 2016  Amy Liu, Advisor. BioChemCoRe student 
June 2016 – August 2016  Ethan Lan, Advisor. BioChemCoRe student 
June 2016 – August 2016  Michelle Hoy, Advisor. BioChemCoRe student / Pinhead 

Institute 
June 2016 – August 2016  Divya Ghoshal, Advisor. BioChemCoRe student 
June 2016 – August 2016  Roxana Sida Elguea, Advisor. BioChemCoRe student 
June 2016 – August 2016  Lynnlee Duck Reynolds, Advisor. BioChemCoRe student 
June 2015 – August 2015  Shelby Friends, Advisor. BioChemCoRe student, UC San 

Diego NSF REU Program 
June 2015 – August 2015  Nathalie Del Rosario, Advisor. BioChemCoRe student, UC 

San Diego STARS Program 
June 2015 – August 2015  Sona Trika, Advisor. BioChemCoRe student 
June 2015 – August 2015  Roxana Sida Elguea, Advisor. BioChemCoRe student, 

REACH Program 
June 2015 – August 2015  Aditya Ravipati, Advisor. BioChemCoRe student 
June 2015 – August 2015  Eric Li, Advisor. BioChemCoRe student 
June 2015 – August 2015  Elora Lawyer, Advisor. BioChemCoRe student, REACH 

Program 
June 2015 – August 2015  Arathi Kumar, Advisor. BioChemCoRe student 
June 2015 – August 2015  Rose Goueth, Advisor. BioChemCoRe student 
June 2015 – August 2015  Lynnlee Duck-Reynolds, Advisor. BioChemCoRe student 
June 2015 – August 2015  Herta Calvo-Faugier, Advisor. BioChemCoRe student, 

REACH Program 
June 2015 – August 2015  Lynn Bi, Advisor. BioChemCoRe student 
June 2015 – August 2015  Dariana Archiniega, Advisor. BioChemCoRe student, 

REACH Program 
June 2014 – August 2014  Maria Jose Seaman, Advisor. BioChemCoRe student, 

REACH Program 
June 2014 – August 2014  Lorenia Hurtado, Advisor. BioChemCoRe student, REACH 

Program 
June 2014 – August 2014  Clare Zhu, Advisor. BioChemCoRe student 
June 2014 – August 2014  Mikaela Sampayan, Advisor. BioChemCoRe student 
June 2014 – August 2014  Taylor Perison, Advisor. BioChemCoRe student 
June 2014 – August 2014  Michael Murphy, Advisor. BioChemCoRe student 
June 2014 – August 2014  Ezra Kosviner, Advisor. BioChemCoRe student 
June 2014 – August 2014  Divya Ghoshal, Advisor. BioChemCoRe student 
June 2014 – August 2014  Chris Condon, Advisor. BioChemCoRe student 
June 2014 – August 2014  Kevin Cheng, Advisor. BioChemCoRe student 
June 2014 – August 2014  Lynn Bi, Advisor. BioChemCoRe student 
June 2013 – August 2013 Anastassia Gomez, Advisor. BioChemCoRe student, UC 

San Diego Competitive Edge Program 
June 2013 – August 2013 Prasantha Vemu, Advisor. BioChemCoRe student 
June 2013 – August 2013 Nathan Mih, Advisor. BioChemCoRe student 
June 2013 – August 2013 Garrett Chan, Advisor. BioChemCoRe student 
June 2013 – August 2013 Celia Wong, Advisor. BioChemCoRe student 
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June 2013 – August 2013 Ashley Wu, Advisor. BioChemCoRe student 
June 2013 – August 2013 Lucy Ladefoged, Advisor. BioChemCoRe student 
June 2013 – August 2013  Leah Krause, Advisor. BioChemCoRe student 
June 2013 – August 2013 Brianna Fernandez, Advisor. BioChemCoRe student, 

ENLACE Program 
June 2013 – August 2013 Alexandra Heyneman, Advisor. BioChemCoRe student 
July 2012 – September 2013 Saira Ikram, Advisor. CompChemBioCamp student 
July 2012 – May 2013 Sophia Hirakis, Advisor. CompChemBioCamp student 
July 2012 – December 2012 Francesca Bardinelli, Advisor. CompChemBioCamp student 
June 2012 – August 2014 Rachel Li, Advisor. Rachel first started as a Torrey Pines 

High School High School student, then later as a summer 
intern from UC Berkeley 

June 2012 – August 2014 Eric Chen**, Advisor. Eric was a San Dieguito Academy 
High School student 
**Award-winner: 3rd Place, International BioGENEius 
Challenge, Summer 2013, Top Ten – National BioGENEius 
Challenge, Spring 2013; INTEL Science Finalist, Summer 
2013; Google Science Fair Global Finalist, Summer 2013. 
Subsequently he attended Harvard University 

June 2012 – August 2012 Emilia Pecora de Barros, Advisor. CompChemBioCamp 
student 

November 2010 – September 
2011 

Lane Votapka, Advisor 

August 2010 – August 2014 Jiho (Jason) Park*, Advisor. Jason was an intern from 
University High in Irvine, CA. Subsequently he attended 
Harvard University. 
*Award winner: 2nd Place, International BioGENEius 
Challenge, Summer 2013, Top Ten – National BioGENEius 
Challenge, Spring 2013 

June 2010 – August 2010 Meghan Cain, Advisor. Meghan was a summer intern 
visiting from Rensselaer Polytechnic Institute 

June 2010 – July 2010 Jessica Rutherford, Advisor. Pinhead Institute 

 
TEACHING 
 
UC San Diego 
 
CHEM 126A: Physical Biochemistry I (Winter 2022) 
CHEM 118: Pharmacology and Toxicology (Winter 2019) 
CHEM 167: Medicinal Chemistry (Winter 2019) 
CHEM 118: Pharmacology and Toxicology (Spring 2018) 
CHEM 167: Medicinal Chemistry (Spring 2018) 
CHEM 167: Medicinal Chemistry (Spring 2017) 
CHEM 118: Pharmacology and Toxicology (Winter 2017) 
CHEM 185/285:  Computational Chemistry (Spring 2016) 
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CHEM 118: Pharmacology and Toxicology (Winter 2016) 
CHEM 167:  Medicinal Chemistry (Spring 2014) 
CHEM 167: Medicinal Chemistry (Spring 2013) 
CHEM 185: Computational Chemistry (Fall 2013) 
CHEM 185/285: Computational Chemistry (Fall 2012) 
 
UC Irvine 
 
CHEM/ PHRMSCI 177:  Medicinal Chemistry (Winter 2011) 
PHRMSCI 170A: Molecular Pharmacology I (Winter 2010) 
CS 295: Computational Biophysics and Drug Discovery (Fall 2009) 
 
EXTERNAL REVIEWS OF PRIMARY CREATIVE WORK 
 
“The Coronavirus in a Tiny Drop”, Carl Zimmer, NY Times. Dec 2 2021 
https://www.nytimes.com/interactive/2021/12/01/science/coronavirus-aerosol-simulation.html  
 
“Exposing the secrets of a deadly virus with the power of HPC”, CIO, 25 June 2021 
https://www.cio.com/article/3622950/exposing-the-secrets-of-a-deadly-virus-with-the-power-of-
hpc.html 
 
“San Diego Supercomputer Center Teams Up with Habana to Power Voyager”, UC San Diego 
News, 9 April 2021 
https://ucsdnews.ucsd.edu/pressrelease/san-diego-supercomputer-center-teams-up-with-habana-
to-power-voyager 
 
“Hyperion Research Previews May HPC User Forum”, Inside HPC, 8 April 2021 
https://insidehpc.com/2021/04/hyperion-research-previews-may-hpc-user-forum/ 
 
“World-leading AI research and inclusion at the forefront of this year’s NVIDIA GTC”, Venture 
Beat, 31 March 2021 
https://venturebeat.com/2021/03/31/world-leading-ai-research-and-inclusion-at-the-forefront-of-
this-years-nvidia-gtc/ 
 
“Telluride Science Presents: Arvind Ramanathan”, Telluride News, 23 March 2021 
https://www.telluridenews.com/news/article_9654eb74-8c36-11eb-a63e-83a30aa95d98.html 
 
“Coronavirus Massive Simulations Completed on Supercomputer”, UC San Diego News, 26 
March 2021 
https://ucsdnews.ucsd.edu/feature/coronavirus-massive-simulations-completed-on-
supercomputer 
 
“Behind the Gordon Bell Prize-Winning Spike Protein Simulations”, HPC Wire, 11 March 2021 
https://www.hpcwire.com/2021/03/11/behind-the-gordon-bell-prize-winning-spike-protein-
simulations/ 
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“Innovators, Researchers, Industry Leaders: Meet the Women Headlining at GTC”, HPC Wire, 9 
March 2021 
https://www.hpcwire.com/off-the-wire/innovators-researchers-industry-leaders-meet-the-
women-headlining-at-gtc/ 
 
“SARS-CoV-2 model shows Spike protein co-operation”, Drug Target Review, 1 March 2021 
https://www.drugtargetreview.com/news/84524/sars-cov-2-model-shows-spike-protein-co-
operation/ 
 
“Panel Discusses Campus Initiatives and Research Labs Work during COVID-19”, The 
Guardian, 28 February 2021 
https://ucsdguardian.org/2021/02/28/panel-discusses-campus-initiatives-and-research-labs-work-
during-covid-19/ 
 
“Supercomputers Enable First Holistic Model of SARS-CoV-2, Showing Spike Proteins Move in 
Tandem”, HPC Wire, 27 February 2021 
https://www.hpcwire.com/2021/02/28/supercomputers-enable-first-holistic-model-of-sars-cov-2-
showing-spike-proteins-move-in-tandem/ 
 
“First complete coronavirus model shows cooperation”, Eureka Alert, 25 February 2021 
https://www.eurekalert.org/pub_releases/2021-02/uota-fcc022521.php 
 
“How SARS-CoV-2’s sugar-coated shield helps activate the virus”, Science Daily, 25 February 
2021 
https://www.sciencedaily.com/releases/2021/02/210225082435.htm 
 
“Researchers study how glycans activate SARS-CoV-2”, News Medical, 25 February 2021 
https://www.news-medical.net/news/20210225/Researchers-study-how-glycans-activate-SARS-
CoV-2.aspx 
 
“Prof. Christopher Whitty, UK Government’s Chief Medical Advisor Joins Dr. Dan Barouch, 
Co-Lead For Johnson & Johnson Vaccine Development, And Other Global Health & Science 
Leaders to Discuss How COVID-19 Is Shaping The Future Of Health & Medicine” PR 
Newswire, 24 February 2021 
https://www.prnewswire.com/news-releases/prof-christopher-whitty-uk-governments-chief-
medical-advisor-joins-dr-dan-barouch-co-lead-for-johnson--johnson-vaccine-development-and-
other-global-health--science-leaders-to-discuss-how-covid-19-is-shaping-the-future-of-h-
301234916.html 
 
“TACC, with NSF, Dell and Intel, Expands Frontera for Urgent Computing”, Inside HPC, 24 
February 2021 
https://insidehpc.com/2021/02/tacc-with-nsf-dell-and-intel-expands-frontera-for-urgent-
computing/ 
 
“UC San Diego: A Deep Look into the New World of COVID-19 Innovation”, India Education 
Diary, 19 February 2021 
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https://indiaeducationdiary.in/uc-san-diego-a-deep-look-into-the-new-world-of-covid-19-
innovation/ 
 
“PRACE Looks Back on a Year of COVID-19 Supercomputing”, HPC Wire, 4 February 2021 
https://www.hpcwire.com/2021/02/04/prace-looks-back-on-a-year-of-covid-19-supercomputing/ 
 
“Gordon Bell Prize Winners Embrace Summit to Advance COVID-19 Research”, HPC Wire, 4 
February 2021 
https://www.hpcwire.com/off-the-wire/gordon-bell-prize-winners-embrace-summit-to-advance-
covid-19-research/ 
 
“Research Teams Describe Results of Frontera Supercomputer Access at TACC Texascale 
Days”, HPC Wire, 1 February 2021 
https://www.hpcwire.com/off-the-wire/research-teams-describe-results-of-frontera-
supercomputer-access-at-tacc-texascale-days/ 
 
“COVID-19 : The glaze that camouflages the coronavirus” Explica, 19 January 2021 
https://www.explica.co/covid-19-the-glaze-that-camouflages-the-coronavirus/ 
 
“NVIDIA Corporation (NVDA) Management Presents at J.P. Morgan Healthcare Conference”, 
Seeking Alpha, 11 January 2021 
https://seekingalpha.com/article/4398418-nvidia-corporation-nvda-management-presents-j-p-
morgan-healthcare-conference-transcript 
 
“Pioneering Computational Model of Entire SARS-CoV-2 Virus Responsible for COVID-19”, 
SciTechDaily, 9 January 2021 
https://scitechdaily.com/pioneering-computational-model-of-entire-sars-cov-2-virus-responsible-
for-covid-19/ 
 
“UChicago scientists create first computational model of entire virus responsible for COVID-
19”, UChicago News, 6 January 2021 
https://news.uchicago.edu/story/uchicago-scientists-create-first-computational-model-entire-
virus-responsible-covid-19 
 
“Top Stories of 2020”, UC San Diego News, 17 December 2020 
https://ucsdnews.ucsd.edu/feature/top-stories-of-2020 
 
“What’s New in Computing vs. COVID-19: SC20 Edition”, HPCWire, 30 November 2020 
https://www.hpcwire.com/2020/11/30/whats-new-in-computing-vs-covid-19-sc20-edition/ 
 
“AI-Driven Multiscale Simulations Illuminate Mechanisms of SARS-CoV-2 Spike Dynamics”, 
DocWireNews, 25 November 2020 
https://www.docwirenews.com/abstracts/ai-driven-multiscale-simulations-illuminate-
mechanisms-of-sars-cov-2-spike-dynamics/ 
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“UC San Diego Leads Research that Earns Gordon Bell Special Prize” UC San Diego News, 19 
November 2020 
https://ucsdnews.ucsd.edu/pressrelease/uc-san-diego-leads-research-that-earns-gordon-bell-
special-prize 
 
“Winners of Student Cluster Competition, Gordon Bell Prize(s) Named at SC20”, Inside HPC, 
19 November 2020 
https://insidehpc.com/2020/11/winners-of-student-cluster-competition-gordon-bell-prize-named-
at-sc20/ 
 
“Clearing the Course for Glycans in Development of Flu Drugs”, UC San Diego News, 19 
November 2020 
https://ucsdnews.ucsd.edu/feature/clearing-the-course-for-glycans-in-development-of-flu-drugs 
 
“On the ‘Frontera’ Lines of COVID-19 Research”, HPCWire, 18 November 2020 
https://www.hpcwire.com/2020/11/18/on-the-frontera-lines-of-covid-19-research/ 
 
“At SC20, an Expert Panel Braces for the Next Pandemic” HPCWire, 17 November 2020 
https://www.hpcwire.com/2020/11/17/at-sc20-an-expert-panel-braces-for-the-next-pandemic/ 
 
“Argonne Researchers to Share Scientific Computing Advances at SC20”, HPCWire, 9 
November 2020 
https://www.hpcwire.com/off-the-wire/argonne-researchers-to-share-scientific-computing-
advances-at-sc20/ 
 
“First Detailed Images of Coronavirus to Help Scientists Find Vaccine”, Tasnim News Agency, 
11 October 2020 
https://www.tasnimnews.com/en/news/2020/10/11/2367270/first-detailed-images-of-
coronavirus-to-help-scientists-find-vaccine 
 
“The Coronavirus Unveiled”, New York Times, 9 October 2020 
https://www.nytimes.com/interactive/2020/health/coronavirus-unveiled.html 
 
“Glycans on SARS-CoV-2 may help the virus infect cells” Chemical & Engineering News, 23 
September 2020 
https://cen.acs.org/biological-chemistry/infectious-disease/Glycans-SARS-CoV-2-help/98/i37 
 
“Glycans in the SARS-CoV-2 spike protein play active role in infection”, Science Daily, 23 
September 2020 
https://www.sciencedaily.com/releases/2020/09/200923090426.htm 
 
“Flexibility of glycosylated membrane-bound ACE2 suggests mechanical energy source in 
opening of SARS-CoV-2 spike”, News Medical, 17 September 2020 
https://www.news-medical.net/news/20200917/Flexibility-of-glycosylated-membrane-bound-
ACE2-suggests-mechanical-energy-source-in-opening-of-SARS-CoV-2-spike.aspx 
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“Intel Speeds NAMD by 1.8x: Saves Xeon Processor Users Millions of Compute Hours” HPC 
Wire, 12 August 2020 
https://www.hpcwire.com/2020/08/12/intel-speeds-namd-by-1-8x-saves-xeon-processor-users-
millions-of-compute-hours/ 
 
“Carmel Valley researcher helps provide insight into coronavirus cells” Del Mar Times, 21 July 
2020 
https://www.delmartimes.net/news/story/2020-07-21/carmel-valley-researcher-helps-provide-
insight-into-coronavirus-cells 
 
“What Stories Do the Symbols of the New Coronavirus Tell Us?” Science The Wire, 12 July 
2020 
https://science.thewire.in/the-sciences/novel-coronavirus-scientific-illustration-goodsell-
falconieri-communication/ 
 
“UC San Diego Study Highlights Importance of Face Masks in Defense of COVID-19” NBC 
San Diego News 7 July 2020 
https://www.nbcsandiego.com/news/local/uc-san-diego-study-highlights-importance-of-face-
masks-in-defense-of-covid-19/2360957/ 
 
“Stuck at home, physicists pivot to combat COVID-19” Physics Today, 1 July 2020 
https://physicstoday.scitation.org/doi/10.1063/PT.3.4519 
 
“National Science Foundtion Awards SDSC $5 Million to Develop Innovative AI Resource”, 
UC San Diego News, 1 July 2020 
https://ucsdnews.ucsd.edu/pressrelease/national-science-foundation-awards-sdsc-5-million-to-
develop-innovative-ai-resource 
 
“In the Fight: How UT Researchers Have Been Working Tirelessly to Defeat COVID-19”, 
Alcalde, 1 July 2020 
http://alcalde.texasexes.org/2020/07/in-the-fight-how-ut-researchers-have-been-working-
tirelessly-to-defeat-covid-19/ 
 
“Coronavirus Is Covered In Sugar Shield, UCSD Scientists Figured Out What It Looks Like”, 
KPBS, 25 June 2020 
https://www.kpbs.org/news/2020/jun/25/coronavirus-covered-sugar-shield-uc-san-diego-scie/ 
 
“How I Built a 3-D Model of the Coronavirus for Scientific American”, Scientific American, 25 
June 2020 
https://www.scientificamerican.com/article/how-i-built-a-3-d-model-of-the-coronavirus-for-
scientific-american/ 
 
“UC San Diego Once Again Rated World’s No. 1 “Golden Age” University”, UC San Diego 
News, 24 June 2020 
https://ucsdnews.ucsd.edu/pressrelease/uc-san-diego-once-again-rated-worlds-no-1-golden-age-
university 



55 
  

 
“Maynooth University Research Reveals Key Vulnerabilities in Viral Trigger for COVID-19” 
Kildare Nationalist, 23 June 2020 
https://kildare-nationalist.ie/2020/06/23/maynooth-university-research-reveals-key-
vulnerabilities-in-viral-trigger-for-covid-19/#.XvI62JNKiMI 
 
“Building high-resolution protein models to fight COVID-19”, MedicalXpress, 22 June 2020 
https://medicalxpress.com/news/2020-06-high-resolution-protein-covid-.html 
 
“Sugar-Coating Disguise Allows for Coronavirus Infection”, UC San Diego News, 18 June 2020 
https://ucsdnews.ucsd.edu/feature/sugar-coating-disguise-allows-for-coronavirus-infection 
  
“Researchers Use Frontera to Investigate COVID-19’s Insidious Sugar Coating”, HPCWire, 16 
June 2020 
https://www.hpcwire.com/2020/06/16/researchers-use-frontera-to-investigate-covid-19s-
insidious-sugar-coating/ 
 
“A Visual Guide to the SARS-CoV-2 Coronavirus”, Scientific American, 16 June 2020 
https://www.scientificamerican.com/article/a-visual-guide-to-the-sars-cov-2-coronavirus/ 
 
“COVID Camouflage: TACC’s Frontera Reveals Virus’s ‘Sugar Coating’”, Inside HPC, 12 June 
2020 
https://insidehpc.com/2020/06/frontera-at-tacc-reveals-covid-19-molecular-sugar-coating-for-
spreading-infection/ 
 
“Can supercomputers play a role in the fight against COVID-19?”, Diginomica, 28 May 2020 
https://diginomica.com/can-supercomputers-play-role-fight-against-covid-19 
 
“Computational researchers pledge openness in COVID-19 studies” Chemical & Engineering 
News, 7 May 2020 
https://cen.acs.org/physical-chemistry/modeling/Computational-researchers-pledge-openness-
COVID/98/i18 
 
“AI fast-tracks drug discovery to fight COVID-19”, EurekaAlert, 22 April 2020 
https://www.eurekalert.org/pub_releases/2020-04/uota-afd042220.php 
 
“How Supercomputers Help Us Understand Coronavirus”, Built-In, 15 April 2020 
https://builtin.com/hardware/supercomputing-coronavirus 
 
“Scientists Scan for Weaknesses in the SARS -CoV-2 Spike Protein”, The Scientist, 9 April 
2020 
https://www.the-scientist.com/news-opinion/scientists-scan-for-weaknesses-in-the-sars-cov-2-
spike-protein-67404 
 
“To Beat Covid-19, Scientists Try to ‘See’ the Invisible Enemy”, Wired, 8 April 2020 
https://www.wired.com/story/to-beat-covid-19-scientists-try-to-see-the-invisible-enemy/ 
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“Supercomputing speed proves crucial in the race against COVID-19”, MedicalXpress, 3 April 
2020 
https://medicalxpress.com/news/2020-04-supercomputing-crucial-covid-.html 
 
“Coronavirus simulations completed on supercomputer”, National Science Foundation News, 2 
April 2020 
https://www.nsf.gov/discoveries/disc_summ.jsp?cntn_id=300313&amp;WT.mc_id=USNSF_1&
amp;fbclid=IwAR2LQntYuCgrA3cdVhmP8zL4uzR1iiWUSoDIzvXzaQjNg6w0opNrqpo67-
Q#.XodNLwk9AHY.facebook 
 
“Could artificial intelligence be the key to fighting coronavirus?”, BioTechniques, 31 March 
2020 
https://www.biotechniques.com/coronavirus-news/could-artificial-intelligence-be-the-key-to-
fighting-coronavirus/ 
 
“Technology Could Be Key in Tracking COVID-19 Spread”, LM Big Picture, 27 March 2020 
https://www.labmanager.com/news/technology-could-be-key-in-tracking-covid-19-spread-22138 
 
“Coronavirus Massive Simulations Completed on Supercomputer”, UC San Diego News Center, 
26 March 2020 
https://ucsdnews.ucsd.edu/feature/coronavirus-massive-simulations-completed-on-
supercomputer?utm_source=This+Week+Subscriber+List&amp;utm_campaign=c2382a82da-
THIS_WEEK_2020_03_26&amp;utm_medium=email&amp;utm_term=0_db568fca07-
c2382a82da-92150133 
 
“COVID-19 viral envelope simulations under development”, Drug Target Review, 25 March 
2020 
https://www.drugtargetreview.com/news/58226/covid-19-viral-envelope-simulation-under-
development/ 
 
“Supercomputers Are Preparing a Massive Model of the Coronavirus”, Technology Networks, 
25 March 2020 
https://www.technologynetworks.com/informatics/news/supercomputers-are-preparing-a-
massive-model-of-the-coronavirus-332544 
 
“Supercomputer simulates molecular model of SARS-CoV-2”, Advanced Science News, 25 
March 2020 
https://www.advancedsciencenews.com/supercomputer-simulates-molecular-model-of-sars-cov-
2/ 
 
“Coronavirus Massive Simulations Completed on Frontera Supercomputer”, TACC News, 24 
March 2020 
https://www.tacc.utexas.edu/-/coronavirus-massive-simulations-completed-on-frontera-
supercomputer 
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“Scientists Using Supercomputer to Build All-Atom Model of SARS-CoV-2 Coronavirus 
Envelope”, Sci News, 24 March 2020 
http://www.sci-news.com/medicine/supercomputer-all-atom-model-sars-cov-2-coronavirus-
envelope-08256.html 
 
“Making Cell Modeling More Realistic”, UC San Diego News Center, 17 March 2020 
https://ucsdnews.ucsd.edu/pressrelease/making-cell-modeling-more-realistic 
 
“A full simulation of H1N1 flu virus”, Chemical and Engineering News, 7 March 2020 
https://cen.acs.org/physical-chemistry/modeling/full-simulation-H1N1-flu-virus/98/i9 
 
“Researchers Tackle the Flu with Breakthrough Virus Simulations”, UC San Diego News 
Center, 25 February 2020 
https://ucsdnews.ucsd.edu/pressrelease/researchers-tackle-the-flu-with-breakthrough-virus-
simulations 
 
“Breakthrough virus simulations tackle the flu”, University of California News, 25 February 
2020 
https://www.universityofcalifornia.edu/news/breakthrough-virus-simulations-tackle-flu 
 
“Interview With a Scientist - Rommie Amaro: Computational and Theoretical Model Builder”, 
National Institute of General Medical Sciences Biomedical Beat Blog, 15 August 2018 
https://biobeat.nigms.nih.gov/2018/08/interview-with-a-scientist-rommie-amaro-computational-
and-theoretical-model-builder/ 
 
“UCSD’s Christian Seitz, along with two others, was awarded National Science Foundation 
Fellowships”, Today at Elon, 20 April 2018 
https://www.elon.edu/E-Net/Article/161284 
 
“Rommie Amaro on Curing Cancer at Exascale “, BioIT World, 1 June 2017  
http://www.bio-itworld.com/2017/06/01/rommie-amaro-curing-cancer-exascale.aspx 
 
“Rescuing the Guardian of the Genome”, Robert Service, Science, Vol. 354, Issue 6308, pp. 26-
28, 07 Oct 2016; doi: 10.1126/science.354.6308.26 
 
“Computing Transforms Chemistry, Biotech”, San Diego Union Tribune, 19 March 2016 
http://www.sandiegouniontribune.com/business/biotech/sdut-computers-chemistry-amaro-chen-
2016mar19-htmlstory.html 
 
“C&EN Talks with Rommie Amaro, Computational Chemist”, Vol. 95, Issue 2, pp. 20-21; 09 
January 2017 
https://cen.acs.org/articles/95/i2/CEN-talks-Rommie-Amaro-computational.html  

 
“Supercomputer Models Critical Protein that Suppresses Cancer”, Top 500, 29 October 2016 
https://www.top500.org/news/supercomputer-models-critical-protein-that-suppresses-cancer/  
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“Supercomputing the p53 protein as a promising anticancer therapy”, Texas Advanced 
Computing Center, 27 October 2016 
https://www.tacc.utexas.edu/-/supercomputing-the-p53-protein-as-a-promising-anticancer-
therapy 
 
 
“Stampede Unravels the p53 Protein”, ScienceNode, 02 Nov 2016 
https://sciencenode.org/feature/stampede-is-down-with-p53-.php  

 
 
“Blue Waters Enables Massive Flu Simulations”, National Center for Supercomputing 
Applications, University of Illinois at Urbana-Champaign, 23 March 2016 
http://www.ncsa.illinois.edu/news/story/blue_waters_enables_massive_flu_simulations
 
 
 
GRANTS 
 
 
Amaro, Rommie E. (Co-Investigator, Computational and Structural Biology Core PI), National 

Institute of Allergy and Infectious Diseases (NIAID), Midwest AViDD, U19 AI171954, May 
2022 – April 2025, $66M direct costs. 

 
Amaro, Rommie E. (Co-Principal Investigator), Bill & Melinda Gates Foundation, 

“Development of an S2-directed Pancoronavirus Vaccine,” $434,534 (May 2021 – April 
2023) 

 
Amaro, Rommie E. (Principal Investigator), UC Berkeley/C3.ai, “COVID-19: Mitigation of 

COVID-19 and Future Pandemics”, $66,575 (July 2020 – June 2022) 
 
Amaro, Rommie E. (Principal Investigator), Moore’s Cancer Center, “Understanding the Effects 

of Glycosylation on Spike Vulnerabilities and Cryptic Epitopes for Vaccine Design,” 
$50,000 (June 2020 – May 2021) 

 
Amaro, Rommie E. (Principal Investigator), RCSA (Research Corp.), “Development of glycan-

based molecules that will bind to the SARS-CoV-2 spike protein,” $50,000 (June 2020 – July 
2021) 
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Amaro, Rommie E. (Co-Principal Investigator), National Science Foundation, “Exploring Neural 
Network Processors for AI in Science and Engineering,” $5,250,001 (June 2020 – December 
2026) 

 
Amaro, Rommie E. (Principal Investigator), NSF – RAPID “Understanding the Effects of 

Glycosylation on the Spike Vulnerabilities and the Host of SARS-CoV-2”, $199,910 (May 
2020 – April 2022) 

 
Amaro, Rommie E. (Principal Investigator), NIH – “Equipment Supplement: Targeting the 

Achilles Heel of P53”, $84,000 (April 2020 – March 2023). 
 
Amaro, Rommie E. (Principal Investigator), NIH – “APOBEC Mutagenesis in Breast Cancer”, 

$275,511 (May 2019 – July 2024). 
 
Amaro, Rommie E. (Principal Investigator), NIH – “Targeting the Achilles Heel of P53”, 

$312,186 (April 2019 – March 2023). 
 
Amaro, Rommie E. (Co-Investigator), Prather, Kimberly (Principal Investigator), NSF – “CCI 

Center for Aerosol Impacts on Climate and the Environment”, $20,000,000 ($86,000+ annual 
direct costs) (October 2018 –September 2023). 

 
Amaro, Rommie E. (Co-Investigator), Yang, G. (Principal Investigator), NIH – “Development of 

Promoters of Dendritic Spine Formation”, $1,797,652 ($250,000 annual direct costs) (August 
2016 – May 2021). 

 
Amaro, Rommie E. (Co-Investigator), Fraser, James (Principal Investigator), UC Lab Fees 

Research Program, “Macromolecular movements by simulation and diffuse scatter”, $55,000 
(annual direct costs) (March 2017 – February 2020). 

 
Amaro, Rommie E. (Principal Investigator), NSF – “Structural and Dynamical Determinants of 

Influenza Transmissibility”, $10,500 (May 2018 – December 2019). 
 

Amaro, Rommie E. (Co-Investigator), Prather, Kimberly (Principal Investigator), NSF – “CCI 
Center for Aerosol Impacts on Climate and the Environment”, $20,000,000 ($51,207 annual 
direct costs) (October 2013-September 2018, sub-award initiated November 2016). 

 
Amaro, Rommie E. (Principal Investigator), “UC San Diego EDI Innovation Award: 

BioChemCoRe”, $5,000 (May 2015 – April 2016). 
 
Amaro, Rommie E. (Co-Investigator), Harki, Daniel (Principal Investigator), NIH R01 – 

“Chemical Interrogation of Human DNA Cytosine Deaminases”, $242,597 ($31,2018 annual 
direct costs) (July 1 2015 – April 30, 2020). 
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Amaro, Rommie E. and Handel, Tracy (Multi-Principal Investigators), “UC San Diego Frontiers 
of Innovation Graduate Student Award: Chemokine Receptor Dynamics and Druggability”, 
$25,000 (January 2015 – December 2015). 

 
Amaro, Rommie E. and McKerrow, James (Multi-Principal Investigators), “UC San Diego 

Frontiers of Innovation Center Award: UCSD Center for Translational Computer-Aided Drug 
Discovery and Project Management”, $75,000 (January 2015 – July 2016).  

 
Altintas-Callefon, I. and Amaro, Rommie E. (Multi-Principal Investigators), NIH R25 – “An 

Open Resource for Collaborative Biomedical Big Data Training”, $199,848 (annual direct 
costs) (September 29, 2014 – August 31, 2017). 

 
Amaro, Rommie E., Feher, Victoria A., Gilson, Michael (Multi-Principal Investigators), NIH U01 

– “An Open Resource to Advance Computer-Aided Drug Design”, $3,639,450, (September 
15, 2014 – August 31, 2020). 

 
Amaro, Rommie E. (Principal Investigator), NIH P41 – “National Biomedical Computation 

Resource”, ~ $9,500,000, (August 2014 – April 2020). 
 
Amaro, Rommie E. (Principle Investigator), NSF –  “Extreme Science and Engineering 

Discovery Environment (XSEDE) Research Allocation”, 12,000,000 SUs (January 2015 – 
December 2015). 

 
Amaro, Rommie E., Figueroa, Joshua, and Lennard, Erica (Multi-Principal Investigators), “UC 

San Diego PRIME Award: A Community- and Mentoring-Based Approach to Increase 
Retention of URM and Female Chemistry MS and PhD Students in the Department of 
Chemistry and Biochemistry”, $5,000 (July 2014 – December 2015). 

 
Amaro, Rommie E. (Principal Investigator), NSF Petascale Resource Allocation Committee 

(PRAC) Award for “Blue Waters Computing: Structural and Dynamical Determinants of 
Influenza Transmissibility and Virulence”, 6 Million Node Hours on Blue Waters Petascale 
Machine, $10,500 plus 6 million node hours on Blue Waters (estimated monetary value 
$2,500,000, August 2014 – July 2015). 

 
Amaro, Rommie E. (Principle Investigator), NSF – “Extreme Science and Engineering Discovery 

Environment (XSEDE) Research Allocation”, SUs (January 2014 – December 2014). 
 
Amaro, Rommie E. (Principal Investigator), NVIDIA Foundation – “Accelerating the Cure: 

GPU-driven drug discovery for Anti-cancer targets”, $200,000 (awarded December 2013). 
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Amaro, Rommie E. (Principal Investigator), California Cancer Research Coordinating Committee 

– “Computation Guided Discovery of p53 Reactivation Compounds”, $47,500 (July 1, 2013 – 
June 30, 2014). 

 
Amaro, Rommie E. (Principal Investigator), NIH P41 – “National Biomedical Computation 

Resource”, $10,470,367 (August 1, 2014 – March 31, 2020). 
 
Amaro, Rommie E. (Co-Principal Investigator), Arzberger, Peter (Principal Investigator), NIH 

P41 Competitive Revision Supplement, $814,349 (July 2012 – July 2014). 
 

Amaro, Rommie E. (Principle Investigator), NSF – “Extreme Science and Engineering Discovery 
Environment (XSEDE) Research Allocation”, 15,562,053 SUs (January 2013 – December 
2013). 

 
Amaro, Rommie E. (Principal Investigator), Hellman Foundation Award – 

“CompChemBioCAMP: Explore – Discover – Excel”, $30,000. (July 1, 2012 – June 30, 
2013). 

 
Amaro, Rommie E. (Principal Investigator), NIH – “A Structural Systems Biology Approach to 

Drug Discovery”, $2,295,000.00. (September 30, 2010 – October 2016). 
 
Amaro, Rommie E. (Co-Principal Investigator), Schnaufer, Achim (Principal Investigator), 

Greaney, Michael (Co-Principal Investigator), Wellcome-Trust – “An integrated screening 
strategy to develop inhibitors of Trypanosoma brucei 

 RNA editing ligase 1”, $569,275.00. (June 1, 2011 – May 31, 2016). 
 

Amaro, Rommie E. (Co-Principal Investigator), Goulding, Celia (Principal Investigator), 
PSWRCE (Pacific Southwest Regional Center of Excellence) – “Probing a novel pathway 
found in distally related pathogens required for survival in macrophages”, $301,748.00. (July 
2010 – June 2012). 

 
Amaro, Rommie E. (Principal Investigator), NIH – “Towards a Structural Systems Biology 

Approach for Anti-Trypanosomal Therapeutics”, $270,000.00. (July 2010 – June 2012). 
 
Amaro, Rommie E. (Principal Investigator), NSF – 5,000,000 SUs. (January 1, 2011 – December 

31, 2011). 
 
Amaro, Rommie E. (Principal Investigator), NSF – “NPACI Medium Resource Allocation 

Award”, 482,000 SUs. (January 1, 2008 – June 30, 2009). 
 
Amaro, Rommie E. (Principal Investigator), NIH – “The SMD-Relaxed Complex Method for 

Drug Design”, $180,000.00 (September 1, 2006 – June 30, 2009). 
 
 
 



62 
  

 


