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1.1

1.2

General Information

Education

Ph.D., Chemistry, with Chemical Physics Certificate (1981) University of Florida, Dissertation title:
Propagator calculations on molecular ionization and excitation processes

B.S., High Honors, Chemistry (1976) University of Florida

Positions Held
Ruth W. Molette Professor Emeritus (2023) Auburn University
Ruth W. Molette Professor (2006-2023) Auburn University

Chairman of Chemistry and Biochemistry (2006-14) Auburn University (The maximum of two, four—
year terms was served.)

University Distinguished Professor (2004-6) Kansas State University
Professor (1996-2004) Kansas State University

Professor (1994-96) University of New Mexico

Visiting Associate Professor (1993) University of Utah

Visiting Associate Professor (1992) University of Florida

Associate Professor (1989-94) University of New Mexico

Assistant Professor (1983-89) University of New Mexico
Postdoctoral Fellow (1982-83) Cornell University

Research Fellow (1981-82) Harvard University

Honors and Awards

Percy Julian Award, National Organization for the Professional Advancement of Black Chemists and
Chemical Engineers (NOBCChE), 2026

NOBCChHE President’s Award, 2023 and 2012

Faculty Service/Outreach Award, College of Sciences and Mathematics, 2021
Fellow, American Chemical Society, 2019

Sigma Xi, 2018

Fellow, American Association for the Advancement of Science, 2017

Charles H. Stone Award for the most outstanding chemist in the Southeastern United States, Carolina—
Piedmont Section, American Chemical Society, 2014

Dean’s Faculty Research Award, College of Sciences and Mathematics, 2015

Stanley C. Israel Regional Award for Advancing Diversity in the Chemical Sciences, 2014, Southeast
Region, Committee on Minority Affairs, American Chemical Society

Visiting Professor, Indian Institute of Technology, Bombay, 2007—8



1.5

Phi Beta Kappa, Kansas State University, 2005
Visiting Investigator, University of Valladolid, Spain, 2003
Japan Society for the Promotion of Science Fellow, 2002
Commerce Bank Distinguished Graduate Faculty Award, 2002
Erwin W. Segebrecht Distinguished Faculty Achievement Award, 2001
Phi Lambda Upsilon, Kansas State University, 1997
Honoree, Honoring Excellence at UNM, 1995
American Men and Women of Science, 1994
Who’s Who:
— in America, 2006

— in American Education, 2005

— in Sciences Higher Education, 2004
— Among Hispanic Americans, 1994
— in the West, 1994

— in Science and Engineering, 1993
Associated Western Universities Fellowship, 1991
Research Associateship, Senior Level, Navy/American Society for Engineering Education, 1987
Research Associateship, Basic Level, Navy/American Society for Engineering Education, 1986
Phi Kappa Phi, University of Florida, 1974
New York State Regents Scholar, 1973

Personal Information

Citizenship: United States of America
Civil status: Married

Languages: English and Spanish

Interests

1.5.1 Research

Derivation and programming of ab initio propagator methods for calculating and interpreting molecular
properties, especially electron binding energies of molecules and molecular ions

Applications of propagator methods to molecules of importance in biochemistry and materials science
and to anions with unusual electronic structure.

Qualitative interpretation of electronic structure in terms of molecular orbital concepts
Over 270 refereed publications

Over 230 invited lectures



Over 80 contributed lectures and posters at scientific meetings and research institutions
$3,944,547 external funding

Coauthor of Gaussian, the most widely used and cited program of quantum chemistry: Gaussian94,
Gaussian98, Gaussian03, Gaussion09, Gaussianl6, Gaussian Development Version

Bibliographic indices for J. V. Ortiz from Google Scholar

— Total citations: 154921
— H-index: 92

1.5.2 Teaching

Chemistry in liberal education: courses on general chemistry, chemistry for non—technical majors
(including laboratory), introduction to the sciences

Undergraduate chemical education: courses on physical chemistry, computational chemistry

Graduate chemical education: courses on theoretical chemistry, computational chemistry, group theory,
molecular spectroscopy

Popular and pedagogical lectures and short courses in Ecuador (3), Mexico (4), Spain (2), Chile (2),
United Kingdom (1), India (1) and at Historically Black Colleges and Universities (HBCU, 1)

Coauthor of popularization of computational chemistry for secondary—schools: Flena y Geronimo
Faculty visitors: 5

Postdoctoral fellows: 12

Ph.D. dissertations: 6

M.S. theses: 1

Visiting graduate students: 8

Undergraduate students: 22

Secondary—school students: 2

1.5.3 Service

Equal opportunity in scientific research and education:

— Advisor to Auburn chapter of NOBCChE (2008 — 2023)
— NOBCCKE Executive Board member (2016 — 2019)

— Chairman of the External Research Advisory Board of Morgan State University (HBCU, 2014 —
2020)

— External program reviewer for Department of Chemistry at University of Texas, San Antonio
(Hispanic—Serving Institution, 2013)

— Member of External Advisory Committee on Support for Continuous Research Excellence at
Jackson State University (HBCU, 2001-6)

Scientific collaboration in the Americas:



Pan—American Workshops on Molecular and Materials Sciences: Theoretical and Computational
Aspects (2003 and 2007)

Short courses on theoretical chemistry in Spain, Chile, Mexico

e Editorial boards:

International Journal of Quantum Chemistry (1994-8, 2001-15)
Journal of Chemical Physics (2006-8)

e Reviewer:

37 scholarly journals

Top reviewers for Journal of Chemical Physics (2019)

Top 20 reviewers for Journal of Chemical Physics (2012)

Top 20% of reviewers for Journal of Physical Chemistry (2009)
National Science Foundation

American Chemical Society Petroleum Research Fund

Air Force Office of Scientific Research

Department of Energy

e Panelist:

National Science Foundation: 11

Department of Energy: 2

e Scientific and scholarly societies:

American Chemical Society (Member 1976—present; President ACS Kansas State University Local
Section, 2000; Regional Meeting Program Chairman, 2004; National Meeting Symposium Chair-
man, 2005; ACS Representative at Brazilian Theoretical Chemistry Symposium, 2005; Chairman—
Elect, Auburn University Local Section, 2016; Chairman, Auburn University Local Section, 2017;
Past—Chairman, Auburn University Local Section, 2018; elected Fellow, 2019)

American Physical Society (Member 1979-present)

American Association of University Professors (Member 1993-present)
International Society for Theoretical Chemical Physics (1995-present)
World Association of Theoretical Chemists (Member 1997-present)

American Association for the Advancement of Science (Member 1997-present; elected Fellow,
2017)

Alpha Chi Sigma (Member 2005—present)

National Organization for the Professional Advancement of Black Chemists and Chemical En-
gineers (Member 2008—present, Executive Board 2016-2019, Local organizer of joint Southeast—
Southwest Regional Meeting in Auburn AL, 2011)

Southeast Theoretical Chemistry Association (Symposium Chairman, 2013)
Sigma Xi (Member 2018 — present)



1.5.4 Administration: Department Chairmanship 200614

Management of a Department with 23 tenure—track faculty, 6 non—tenure—track faculty, 18 staff mem-
bers, and approximately 5 postdoctoral fellows, 60 graduate students, 230 undergraduate majors in five
degree programs and 5000 students per academic—year semester in freshman and sophomore courses

Recruitment and retention of outstanding faculty, staff and students, especially those from under—
represented groups

Career guidance and sponsorship for new faculty

Developing and sustaining close relationships with government, industry, alumni and emeritus faculty
Technology—Education Partnership with NOBCChE

Collaborative Agreement with Universidad Auténoma Metropolitana de México, Iztapalapa

Favorable reports from Academic Program Review (2009), Committee on Professional Training of
American Chemical Society (2010)

Encouraging faculty research

August 2014: 12 grants generating indirect cost returns: NSF (7), NIH (1), DoD (2), DoE (1),
Industry (1); 3 NSF Career Awards since 2006

August 2006: 7 grants generating indirect cost returns: NSF (3), NIH (1), DoD (2), DoE (1); 1
NSF Career Award in 2006

Reduced teaching assignments for faculty active in research

— Reduced service assignments for untenured Assistant Professors
Cost centers for Nuclear Magnetic Resonance, Mass Spectrometry, Powder X-Ray Diffraction
Dual-career accommodations: 4
Supervision of cases for tenure and promotion to Associate Professor: 9
Supervision of cases for promotion to Professor: 2
Post-tenure review cases: 4
Hiring tenure—track faculty: 6
Appointments to endowed Chair positions: 3
Management of transition from Headship to Chairmanship system of departmental governance

— Establishment of faculty—approved policies on systematic peer review of teaching, promotion and
tenure, student evaluation of teaching, graduate faculty status, assignment of graduate students
to advisors, duties and stipends of graduate assistants

— Establishment of permanent faculty committees to advise and assist Chairman

Departmental annual banquet to recognize achievements by students, alumni and faculty, support from
donors

Majors and baccalaureate degrees increased from 107 and 27 (2006) to 224 and 60 (2014)

New positions created: Director of Instructional and Research Laboratories, General Chemistry Coordi-
nator, Director of Mass Spectrometry Laboratory, Director of Nuclear Magnetic Resonance Laboratory

Cold room and general infrastructure improvements for Biochemistry Division

New curricula: Tribology minor, Medicinal Chemistry Certificate



1.6 Summary Statement
1.6.1 Introduction to Quantum Chemistry

Chemistry is the field where physical law and mathematical necessity confront the complexities of humanity’s
biological nature and technological aspirations. This science seeks understanding and mastery of living
processes and the inanimate resources of the earth. It therefore exerts a pervasive influence on modern
civilization. Two centuries of persistent inquiry have delivered to chemists an incisive tool for recognizing
order in the seeming chaos of nature: the molecular theory of matter. The power and promise of chemistry
depend on humanity’s ability to manipulate matter on this minute scale.

The advent of quantum mechanics in the early twentieth century provided chemistry with a challenge
and an opportunity, for molecular properties may, in principle, be inferred from this physical theory. The
challenge lies in the mathematical difficulties that molecules impose on the few, elegant postulates of quantum
theory. Two contrasting strategies have appeared in response: rigorous applications of quantum mechanics
to small, simple systems and applications of simplified models to large, complex molecules. Computational
resources and mathematical insight determine the current scope of each strategy.

Today, in the third decade of the twenty-first century, the two camps are divided chiefly by the problem
of electron correlation. Developers of simplified models often create mean fields for electron dynamics that
may yield succinct insights or accurate data for a selected set of molecular properties. The other strategy
rejects this approach and demands explicit consideration of repulsions between electrons. While the former
faction generates accessible pictures of chemical bonding or relatively efficient computations, it suffers from
inaccurate predictions whose deficiencies are not easily amenable to systematic amelioration. In contrast,
the other faction, while enjoying rigor and predictive power, must contend with a relatively limited scope
of applications due to computational difficulties and with a lack of insight into the patterns of chemical
phenomena.

1.6.2 Scientific Contributions

In response to the apparent dilemma of accuracy versus conceptual transparency, a third approach, based
on electron propagator theory (EPT), preserves the rigor and predictive power of strategies that explicitly
treat electron correlation while retaining the interpretive facility of mean-field methods. Orbital theories of
electronic structure emerge from EPT calculations in a natural and rigorous manner. With EPT, accurate
calculations based on a systematic approach to electron correlation yield qualitative insights into structure,
bonding and spectra.

EPT is a versatile and accurate tool for predicting many molecular properties, especially electron binding
energies. The latter quantities may be measured experimentally and EPT has been extensively employed
in the interpretation of these observations. Computer programs in Gaussian for the application of this
methodology written by the Ortiz group are now in general use by researchers throughout Asia (e.g. China,
India, Japan), Europe (e.g. United Kingdom, Germany, Italy, Poland) and the Americas (e.g. Mexico, Chile,
Argentina, Brazil). Numerous citations that acknowledge the use of methods such as the Outer Valence
Green Function, the Partial Third Order quasiparticle approximation and the Nondiagonal Renormalized
Second—Order Self-Energy approximation continue to appear in the literature of physical chemistry and
chemical physics. Underlying this achievement are:

e derivation of mathematical approximations that enable efficient computation, but which are valid for
large classes of molecules and

e design of algorithms and their implementation in computer codes that are intended for nonspecialist
users.

These techniques have been applied to a variety of molecules with importance in neighboring fields of
science or that have unusual electronic structure. The following are some examples.



e The nature of ionized molecules in DNA and RNA has been successfully examined. Microsolvation
effects on the electronic structure of base—water complexes have been characterized. Localization pat-
terns pertaining to electrons detached from nucleotide anions and their dependence on conformations
have been elucidated. These results are needed by researchers who seek to understand charge transport
in genetic material and its implications for radiation damage, transmission of genetic information, drug
therapy and molecular computing.

e Structure and reactivity in cluster models of metal oxide surfaces with unusual oxidation states have
been systematized on the basis of quantitatively accurate calculations on their spectra. These systems
are relevant in aluminum corrosion, heterogeneous catalysis and nano—particulate reactivity.

e Accurate predictions on the electron binding energies of fullerenes, polycyclic aromatic hydrocarbons,
electron—accepting organic molecules and other species of interest in the optimization of organic pho-
tovoltaic devices have been enabled by EPT methods.

e Multiply charged negative ions that remain stable in the absence of solvents or counter—ions have been
identified. These findings pertain to the design and manipulation of new materials, especially those
that exhibit hitherto unknown stoichiometric relationships with other elements.

e The electronic structure of electro—active polymers based on silicon has been clarified. These materi-
als have a variety of technological applications that include ultraviolet lithography on semiconductor
surfaces and preparation of novel ceramics.

e Unusual anionic species that appear to defy the usual rules of chemical valence have been predicted
and their photoelectron spectra have been interpreted. Studies on double Rydberg anions have shown
the importance of extra—valence contributions to chemical bonding and have established the existence
of a novel kind of electron pair that is delocalized over the periphery of a stable, molecular cation.
Similar patterns of electronic structure appear in Solvated Electron Precursors, wherein a dicationic
metal complex stabilizes a highly diffuse electron pair.

e Electron delocalization patterns associated with photodetachment spectra of aqueous solutions of
halide salts differ markedly depending on the strength of hydrogen bonding between anions and water
molecules. In fluoride solutions, where hydrogen bonding between anions and water molecules is strong,
the lowest electron detachment energies are associated with orbitals distributed over water molecules,
not halide anions.

1.6.3 Educational Activities

To increase the accessibility of EPT concepts and techniques, especially for chemists who may be unfamiliar
with the language of many—body theory, short courses and advanced seminars have been offered in Spain,
Chile, Mexico and India. Special lectures have been given under the auspices of HBCUs and at research
institutes in the United Kingdom and Japan. Several review articles designed for newcomers to the field of
quantum chemistry on EPT have been published. The integration of EPT results with the basic concepts of
chemical bonding establishes connections between this research and university education, especially at the
advanced undergraduate and beginning graduate levels.

A natural extension of these activities is encouraging minority and female students and scientists to
continue their training and professional advancement in chemistry and related fields. Several careers in
quantum chemistry have developed as a result. By sustaining outreach activities that focus on African—
American and Hispanic institutions over a long period of time, prospects for additional educational successes
are enhanced.

Another initiative intended for students in secondary schools raises awareness of the profession of compu-
tational chemistry and aims to increase interest, especially among minority and female students, in scientific
careers. A popular work of fiction coauthored with Mexican collaborators, Elena y Gerdnimo, embeds pic-
torial, chemical concepts and a depiction of the lives of practicing scientists in a narrative of friendship and
international cooperation.
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2 Research

2.1

Refereed Articles

2.1.1 Published

1.

10.

11.

12.

13.

14.

15.

16.

17.

J. V. Ortiz and Y. Ohrn*, Electron Propagator Theory of Molecular Anions, J. Chem. Phys. 72, 5744-51
(1980).

J. V. Ortiz and Y. Ohrn*, Electron Propagator Calculations of Molecular Electron Affinities, Chem.
Phys. Lett. 77, 548-54 (1981).

J. V. Ortiz, B. Weiner and Y. Ohrn*, The Antisymmetrized Geminal Power Wavefunction and Its
Relations to Other Theories of Electronic Structure, Int. J. Quant. Chem., Quant. Chem. Symp. 15,
113-28 (1981).

. H. J. Aa. Jensen, B. Weiner, J. V. Ortiz and Y. Ohrn*, A Powerful Procedure for Optimizing AGP

States, Int. J. Quant. Chem., Quant. Chem. Symp. 16, 615-31 (1982).

J. V. Ortiz, R. Basu and Y. (.jhlrn*7 Electron Propagator Calculations with a Transition Operator
Reference State, Chem. Phys. Lett. 103, 29-34 (1983).

. J. V. Ortiz*, Molecular Orbital Theory of Alkylideneozirane—cyclopropanone Rearrangements, J. Org.

Chem. 48, 4744-9 (1983).

J. V. Ortiz and W. N. Lipscomb*, Correlation and Polarization Effects in the Thermochemical Prop-
erties of Small Boron Hydrides, Chem. Phys. Lett. 103, 59-62 (1983).

J. V. Ortiz, Z. Havlas and R. Hoffmann*, Alkyl Shifts Between Transition Metals and Coordinated
Main Group Atoms, Helv. Chim. Acta 67, 1-17 (1984).

J. V. Ortiz*, Qualitative Propagator Theory of AXy Auger Spectra, J. Chem. Phys. 81, 5873-88 (1984).

J. V. Ortiz* and R. Hoffmann, Hydride Bridges Between LnCpy Centers, Inorg. Chem. 24, 2095-2104
(1985).

J. V. Ortiz*, Qualitative Propagator Theory of CH3 CN, CH3NC and CH3 CCH Auger Spectra, J. Chem.
Phys. 83, 4604-17 (1985).

J. A. Shelnutt* and J. V. Ortiz, Substituent Effects on the Electronic Structure of Metalloporphyrins: A
Quantitative Analysis in Terms of Four—Orbital-Model Parameters, J. Phys. Chem. 89, 4733-9 (1985).

P. F. Fernandez, J. V. Ortiz* and E. A. Walters, Calculations on Species Relevant to the Photoionization
of the van der Waals Molecule (H3S)2, J. Chem. Phys. 84, 1653-8 (1986).

D. A. Wrobleski, D. T. Cromer, J. V. Ortiz, T. B. Rauchfuss, R. R. Ryan* and A. P. Sattelberger, Prepa-
ration and Characterization of the First Organoactinide Polysulfide (n°—CsMes)sThSs. A Unique
Ezample of the Twist—-Boat Conformation of the MSs Ring, J. Am. Chem. Soc. 108, 174-5 (1986).

W. F. McNamara, E. N. Duesler, R. T. Paine*, J. V. Ortiz, P. Kélle and H. N6th, Synthesis and Struc-
ture of a Metallophospheniumborane(3) Complex Containing a Bridging BHs Group, Organometallics
5, 3803 (1986).

J. V. Ortiz*, Molecular Orbital Calculations on the Th-Ni Interaction in Th(n®-CsHs)s(u—PHa)aNi-
(CO)s, J. Am. Chem. Soc. 108, 550-551 (1986).

J. V. Ortiz* and W. N. Lipscomb, Ab Initio Calculations on Small Boranes, in Boron Rich Solids,
A.LP. Conf. Proc. 140, pp 274-87, Edited by D. Emin, T. Aselage, C. L. Beckel, I. A. Howard and C.
Wood (1986).
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23.

24.

25.

26.

27.

28.

29.

30.

31.

32.

33.

34.

35.
36.

. J. V. Ortiz*, Electron Affinity Calculations on NH, , PH, , CN~—, SH~, OH~, CI” and F~: Basis Sets
and Direct Versus Indirect Methods, J. Chem. Phys. 86, 308-12 (1987).

J. V. Ortiz*, Calculations on the Vertical and Adiabatic Ionization Energies of (H3S)2, Chem. Phys.
Lett. 134, 366-70 (1987).

J. V. Ortiz*, Direct Versus Indirect Many—Body Methods for Calculating Vertical Electron Affinities:
Applications to F~, OH~, NH, , CN—, Cl~, SH™ and PH, , Chem. Phys. Lett. 136, 387-91 (1987).

J. V. Ortiz*, Applications of Electron Propagator Theory to the Electron Affinities of AsHs, SeH, Br,
SbHs, TeH and I, J. Chem. Phys. 87, 1701-4 (1987).

J. V. Ortiz*, Many—Body Theory of the Ionization Energies of CH; , SiH; and GeHy, J. Am. Chem.
Soc. 109, 50726 (1987).

J. V. Ortiz*, Vertical and Adiabatic lonization Energies of NH, Isomers Via Electron Propagator
Theory and Many—Body Perturbation Theory Calculations With Large Basis Sets, J. Chem. Phys. 87,
3557-62 (1987).

J. V. Ortiz*, Applying Electron Propagator Theory to Electron Affinities, Int. J. Quant. Chem., Quant.
Chem. Symp. 21, 469-73 (1987).

J. W. Mintmire* and J. V. Ortiz, Ab Initio Conformation and Ionization Potentials of Polysilane
Oligomers, Macromolecules 21, 1189-91 (1988).

J.S. Lin and J. V. Ortiz*, Ta-Ligand Bond Lengths in d® and d* Piano Stool Complezes, Organometal-
lics 7, 1229-31 (1988).

J. V. Ortiz* and J. W. Mintmire, Ground States and Ionization Energies of Sis Hg, SizHg, SisHig, and
Sis Hy2, J. Am. Chem. Soc. 110, 4522-7 (1988).

J. V. Ortiz*, Electron Binding Energies of Anionic Alkali Metal Atoms from Partial Fourth Order
Electron Propagator Theory Calculations, J. Chem. Phys. 89, 6348-52 (1988).

J. V. Ortiz*, Electron Binding Energies of Anionic Alkali Metal Triatomics from Partial Fourth Order
Electron Propagator Theory Calculations, J. Chem. Phys. 89, 6353—6 (1988).

J. V. Ortiz*, Partial Fourth Order Electron Propagator Theory, Int. J. Quant. Chem., Quant. Chem.
Symp. 22, 431-6 (1988).

S. Utamapanya, J. V. Ortiz* and K. J. Klabunde, Theoretical Calculations On the Interaction of CO
with MgO and CaO, J. Am. Chem. Soc. 111, 799-802 (1989).

J. V. Ortiz*, An Electron Propagator Study of Bonding in Aminoborane, Chem. Phys. Lett. 156, 489-93
(1989).

J. V. Ortiz*, FElectron Propagator Calculations with Nondiagonal Partial Fourth Order Self-Energies
and Unrestricted Hartree—Fock Reference States, Int. J. Quant. Chem., Quant. Chem. Symp. 23, 321-32
(1989).

E. P. Parker and J. V. Ortiz*, Electron Propagator Calculations on the Discrete Spectra of ArH and
NeH, Chem. Phys. Lett. 163, 366-70 (1989).

J. V. Ortiz*, Ionization Energies of OHy Isomers, J. Chem. Phys. 91, 7024-9 (1989).

J. W. Mintmire* and J. V. Ortiz, Band Structure and Optical Absorption Properties of Polysilane
Chains, Advances in Chemistry Series, Vol. 224, 543-50, Advances in Silicon-Based Polymer Science,
J. Zeigler and F. W. Gordon Fearon, eds., American Chemical Society Books, Washington, D.C., 1990.
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49.
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54.

95.

96.

. J. V. Ortiz* and J. W. Mintmire, Ground States and Ionization Energies of Polysilane Oligomers,
Advances in Chemistry Series, Vol. 224, 551-61, Advances in Silicon-Based Polymer Science, J. Zeigler
and F. W. Gordon Fearon, eds., American Chemical Society Books, Washington, D.C., 1990.

J. V. Ortiz*, Ground and FEzcited States of CaCHs, CaNHs, CaOH and CaF through Electron Propa-
gator Calculations, J. Chem. Phys. 92, 6728-31 (1990).

J. V. Ortiz*, Ground and Excited States of CaSH through Electron Propagator Calculations, Chem.
Phys. Lett. 169, 11620 (1990).

J. V. Ortiz*, Structures and Properties of Double-Rydberg Anions, J. Phys. Chem. 94, 4762-3 (1990).

J. S. Lin and J. V. Ortiz*, Electron Propagator Calculations on the Ionization Energies of CrH—,
MnH- and FeH, Chem. Phys. Lett. 171, 197-200 (1990).

J. S. Lin and J. V. Ortiz*, Electron Propagator Test of Atomic Natural Orbital Basis Sets, Int. J.
Quant. Chem., Quant. Chem. Symp. 24, 585-91 (1990).

J. V. Ortiz*, Electron Propagator Theory of the Ground and Excited States of CaBHy, J. Am. Chem.
Soc. 113, 1102-08 (1991).

J. V. Ortiz*, A Simplified Model of Oligosilane Ionization Energies, J. Chem. Phys. 94, 6064—72 (1991).

J. V. Ortiz*, Electron Propagator Theory of the Ground and Fxcited States of CaCsHy, J. Am. Chem.
Soc. 113, 3593-5 (1991).

J. V. Ortiz*, Electron Propagator Theory of Bonding in Saturated Silicon Chains, Polyhedron 10,
1285-97 (1991).

J. V. Ortiz* and J. W. Mintmire, Ground State and Vertical Ionization Energies Versus Si—Si-Si and
C-C-C Bond Angles in SizHg and C3Hg, J. Phys. Chem. 95, 8609-13 (1991).

J. V. Ortiz* and J. Cioslowski*, Molecular Similarity Indices in Electron Propagator Theory, Chem.
Phys. Lett. 185, 270-5 (1991).

J. V. Ortiz*, Renormalized Ground States in Electron Propagator Theory, Int. J. Quant. Chem., Quant.
Chem. Symp. 25, 35-43 (1991).

J. V. Ortiz*, P. J. Hay* and R. L. Martin, The Role of d and f Orbitals in the Geometries of Low—Valent
Actinide Compounds. Ab Initio Studies of U(CHs)s, Np(CHs)s, and Pu(CHsz)s, J. Am. Chem. Soc.
114, 2736-7 (1992).

J. Cioslowski* and J. V. Ortiz*, One—Electron Density Matrices and Energy Gradients in Second—Order
FElectron Propagator Theory, J. Chem. Phys. 96, 8379-89 (1992).

J. V. Ortiz*, Coupled Cluster Reference Electron Propagator Calculations on the Ionization Energies
of Oz, Chem. Phys. Lett. 199, 530—4 (1992).

J. V. Ortiz*, Total Energies and Energy Gradients in Electron Propagator Theory, Int. J. Quant. Chem.,
Quant. Chem. Symp. 26, 1-11 (1992).

J. V. Ortiz*, Electron Propagator Calculations on the Adiabatic Electron Binding Energies of Cs, J.
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Gaussian 94, M. J. Frisch, G. W. Trucks, H. B. Schlegel, P. M. W. Gill, B. G. Johnson, M. A. Robb,
J. R. Cheeseman, T. Keith, G. A. Petersson, J. A. Montgomery, K. Raghavachari, M. A. Al-Laham,
V. G. Zakrzewski, J. V. Ortiz, J. B. Foresman, C. Y. Peng, P. Y. Ayala, W. Chen, M. W. Wong, J. L.
Andres, E. S. Replogle, R. Gomperts, R. L. Martin, D. J. Fox, J. S. Binkley, D. J. Defrees, J. Baker,
J. P. Stewart, M. Head-Gordon, C. Gonzalez, and J. A. Pople, Gaussian, Inc., Pittsburgh, PA, 1995.

26



3. Gaussian 98, M. J. Frisch, G. W. Trucks, H. B. Schlegel, G. E. Scuseria, M. A. Robb, J. R. Cheeseman,
V. G. Zakrzewski, J. A. Montgomery, Jr. , R. E. Stratmann, J. C. Burant, S. Dapprich, J. M. Millam,
A. D. Daniels, K. N. Kudin, M. C. Strain, O. Farkas, J. Tomasi, V. Barone, M. Cossi, R. Cammi, B.
Mennucci, C. Pomelli, C. Adamo, S. Clifford, J. Ochterski, G. A. Peterson, P. Y. Ayala, Q. Cui, K.
Morokuma, D. K. Malick, A. D. Rabuck, K.Raghavachari, J. B. Foresman, J. Cioslowski, J. V. Ortiz,
B. B. Stefanov, G. Liu, A. Liashenko, P. Piskorz, I. Komaromi, R. Gomperts, R. L. Martin, D. J. Fox,
T. Keith, M. A. Al-Laham, C. Y. Peng, A. Nanayakkara, C. Gonzalez, M. Challacombe, P. M. W.
Gill, B. Johnson, W. Chen, M. W. Wong, J. L. Andres, M. Head-Gordon, E. S. Replogle, and J. A.
Pople, Gaussian, Inc., Pittsburgh, PA, 1998.

4. Gaussian 2003, M. J. Frisch, G. W. Trucks, H. B. Schlegel, G. E. Scuseria, M. A. Robb, J. R. Cheese-
man, J. A. Montgomery, Jr., T. Vreven, K. N. Kudin, J. C. Burant, J. M. Millam, S. S. Iyengar, J.
Tomasi, V. Barone, B. Mennucci, M. Cossi, G. Scalmani, N. Rega, G. A. Petersson, H. Nakatsuji, M.
Hada, M. Ehara, K. Toyota, R. Fukuda, J. Hasegawa, M. Ishida, T. Nakajima, Y. Honda, O. Kitao,
H. Nakai, M. Klene, X. Li, J. E. Knox, H. P. Hratchian, J. B. Cross, C. Adamo, J. Jaramillo, R.
Gomperts, R. E. Stratmann, O. Yazyev, A. J. Austin, R. Cammi, C. Pomelli, J. W. Ochterski, P. Y.
Ayala, K. Morokuma, G. A. Voth, P. Salvador, J. J. Dannenberg, V. G. Zakrzewski, S. Dapprich, A.
D. Daniels, M. C. Strain, O. Farkas, D. K. Malick, A. D. Rabuck, K. Raghavachari, J. B. Foresman,
J. V. Ortiz, Q. Cui, A. G. Baboul, S. Clifford, J. Cioslowski, B. B. Stefanov, G. Liu, A. Liashenko, P.
Piskorz, I. Komaromi, R. L. Martin, D. J. Fox, T. Keith, M. A. Al-Laham, C. Y. Peng, A. Nanayakkara,
M. Challacombe, P. M. W. Gill, B. Johnson, W. Chen, M. W. Wong, C. Gonzalez, and J. A. Pople,
Gaussian, Inc., Pittsburgh PA, 2003.

5. Gaussian 09, M. J. Frisch, G. W. Trucks, H. B. Schlegel, G. E. Scuseria, M. A. Robb, J. R. Cheeseman,
G. Scalmani, V. Barone, B. Mennucci, G. A. Petersson, H. Nakatsuji, M. Caricato, X. Li, H. P.
Hratchian, A. F. Izmaylov, J. Bloino, G. Zheng, J. L. Sonnenberg, M. Hada, M. Ehara, K. Toyota,
R. Fukuda, J. Hasegawa, M. Ishida, T. Nakajima, Y. Honda, O. Kitao, H. Nakai, T. Vreven, J. A.
Montgomery, Jr., J. E. Peralta, F. Ogliaro, M. Bearpark, J. J. Heyd, E. Brothers, K. N. Kudin, V. N.
Staroverov, R. Kobayashi, J. Normand, K. Raghavachari, A. Rendell, J. C. Burant, S. S. Iyengar, J.
Tomasi, M. Cossi, N. Rega, J. M. Millam, M. Klene, J. E. Knox, J. B. Cross, V. Bakken, C. Adamo,
J. Jaramillo, R. Gomperts, R. E. Stratmann, O. Yazyev, A. J. Austin, R. Cammi, C. Pomelli, J. W.
Ochterski, R. L. Martin, K. Morokuma, V. G. Zakrzewski, G. A. Voth, P. Salvador, J. J. Dannenberg,
S. Dapprich, A. D. Daniels, O. Farkas, J. B. Foresman, J. V. Ortiz, J. Cioslowski, and D. J. Fox,
Gaussian, Inc., Wallingford CT, 2009.

6. Gaussian 16, M. J. Frisch, G. W. Trucks, H. B. Schlegel, G. E. Scuseria, M. A. Robb, J. R. Cheeseman,
G. Scalmani, V. Barone, G. A. Petersson, H. Nakatsuji, X. Li, M. Caricato, A. V. Marenich, J.
Bloino, B. G. Janesko, R. Gomperts, B. Mennucci, H. P. Hratchian, J. V. Ortiz, A. F. Izmaylov, J.
L. Sonnenberg, D. Williams-Young, F. Ding, F. Lipparini, F. Egidi, J. Goings, B. Peng, A. Petrone,
T. Henderson, D. Ranasinghe, V. G. Zakrzewski, J. Gao, N. Rega, G. Zheng, W. Liang, M. Hada, M.
Ehara, K. Toyota, R. Fukuda, J. Hasegawa, M. Ishida, T. Nakajima, Y. Honda, O. Kitao, H. Nakai, T.
Vreven, K. Throssell, J. A. Montgomery, Jr., J. E. Peralta, F. Ogliaro, M. J. Bearpark, J. J. Heyd, E.
N. Brothers, K. N. Kudin, V. N. Staroverov, T. A. Keith, R. Kobayashi, J. Normand, K. Raghavachari,
A. P. Rendell, J. C. Burant, S. S. Iyengar, J. Tomasi, M. Cossi, J. M. Millam, M. Klene, C. Adamo,
R. Cammi, J. W. Ochterski, R. L. Martin, K. Morokuma, O. Farkas, J. B. Foresman, and D. J. Fox,
Gaussian, Inc., Wallingford CT, 2016.

27



2.4

10.

11.

12.

13.

14.

15.

16.

17.

18.

Contributed Conference Presentations

. J. V. Ortiz* and Y. Ohrn, Electron Affinity Calculations, Sanibel Symposia, Palm Coast, Florida,
March 13, 1979.

. J. V. Ortiz* and Y. Ohrn, The Electron Propagator and Electron Binding Energies, 1979 Southeast
Theoretical Chemists Association Meeting, Tallahassee, Florida.

J. V. Ortiz* and Y. Ohrn, On the Photoelectron Spectrum of Neon, Sanibel Symposia, Palm Coast,
Florida, March 10, 1980.

J. V. Ortiz*, B. Weiner and Y. Ohrn, Antisymmetrized Geminal Power Wavefunctions for LiH, Sanibel
Symposia, Palm Coast, Florida, March 12, 1981.

J. V. Ortiz*, Recent Advances in Electron and Polarization Propagator Theory, Southwest Theoretical
Chemistry Conference, College Station, Texas, February 18, 1984.

J. V. Ortiz*, Z. Havlas and R. Hoffmann, Alkyl Shifts Between Transition Metals and Coordinated
Main Group Atoms, American Chemical Society Rocky Mountain Regional Meeting, Albuquerque,
New Mexico, June 7, 1984.

J. V. Ortiz*, Theory of CXy and SiXy Auger Spectra, American Chemical Society National Meeting,
Philadelphia, Pennsylvania, August 28, 1984.

J. V. Ortiz*, Theory of CX4 and SiXy Auger Spectra, American Vacuum Society New Mexico Chapter
Meeting, Albuquerque, New Mexico, April 19, 1984.

J. V. Ortiz*, Molecular Orbital Calculations on Interactions of HoO with CpsZr and Cps ZrHy, Amer-
ican Chemical Society National Meeting, Chicago, Illinois, September 12, 1985.

J. V. Ortiz*, Calculations on Adiabatic Electron Binding Energies of Molecular Dimers, American
Chemical Society National Meeting, Anaheim, California, September 7, 1986.

J. V. Ortiz*, Anions, Compleres and Electron Propagator Theory, Sanibel Symposia, Marineland,
Florida, March 16, 1987.

J. V. Ortiz*, Calculating Electron Affinities With Electron Propagator Theory, American Chemical
Society National Meeting, New Orleans, Louisiana, September 1, 1987.

J. V. Ortiz*, Propagator Calculations on Cluster Electron Binding Energies, Sanibel Symposia, Marine-
land, Florida, March 14, 1988.

J. V. Ortiz*, Electron Propagator Calculations with UHF Spin—orbitals, Sanibel Symposia, Saint Au-
gustine, Florida, April 7, 1989.

J. V. Ortiz*, Electron Propagator Theory and Some Chemical Applications, Southwest Theoretical
Chemistry Conference, Austin, Texas, November 10, 1989.

J. V. Ortiz*, Pictures of Molecular Electronic Structure through the Electron Propagator, Structure
and Function in Chemistry and Biology, A Symposium to Honor William N. Lipscomb, Cambridge,
Massuchusetts, June 18, 1990.

J. V. Ortiz* and J. W. Mintmire, Ground State and Vertical Ionization Energies Versus Si—-Si-Si and
C-C-C Bond Angles in SizHs and C3Hg, American Chemical Society National Meeting, Washington,
D.C., August 27, 1990.

J. V. Ortiz*, Electron Propagator Calculations with Coupled Cluster Reference States, Sanibel Sym-
posia, Saint Augustine, Florida, March 14, 1991.
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20.

21.

22.

23.

24.

25.

26.

27.

28.

29.

30.

31.

32.

33.

34.

35.

36.

J. V. Ortiz*, FElectron Propagator Calculations with Coupled Cluster Reference States, West Coast
Theoretical Chemistry Conference, Moffett Field, California, March 27, 1991.

J. V. Ortiz*, One—Electron Pictures of Molecular FElectronic Structure through Electron Propagator
Theory, Seventh International Congress on Quantum Chemistry, Menton, France, July 3, 1991.

J. V. Ortiz*, One—Electron Pictures of Molecular Electronic Structure through FElectron Propagator
Theory, Southwest Theoretical Chemistry Conference, Richardson, Texas, November 8, 1991.

J. V. Ortiz*, Final State Properties and Energy Gradients in FElectron Propagator Theory, Sanibel
Symposia, Saint Augustine, Florida, March 19, 1992.

J. V. Ortiz*, Constant Self-Energy Terms and Ground State Properties in Electron Propagator Theory,
Sanibel Symposia, Saint Augustine, Florida, March 18, 1993.

J. V. Ortiz* and V. G. Zakrzewski, Total Energies and Gradients from Electron Propagator Theory:
Applications to Carbon Clusters, West Coast Theoretical Chemistry/ Statistical Mechanics Conference,
Los Angeles, California, June 18, 1993.

J. V. Ortiz* and V. G. Zakrzewski, Total Energies and Gradients from FElectron Propagator Theory:
Applications to Carbon Clusters, American Conference on Theoretical Chemistry, Rochester, New York,
June 29, 1993.

J. V. Ortiz*, Insights into Polysilane Electronic Structure through Electron Propagator Theory, Con-
ference on Current Trends in Computational Chemistry, Vicksburg, Mississippi, November 5, 1993.

J. V. Ortiz*, Effective Densities and Total Energy Gradients in Electron Propagator Theory, Southwest
Theoretical Chemistry Conference, Austin, Texas, November 12, 1993.

J. V. Ortiz*, Effective Density Matrices and Energy Gradients in Propagator Theory, West Coast
Theoretical Chemistry Conference, Livermore, California, April 28, 1994.

J. V. Ortiz*, Electron Propagator Calculations on Linear and Branched Carbon Cluster Dianions,
Conference on Current Trends in Computational Chemistry, Vicksburg, Mississippi, November 12,
1994.

J. V. Ortiz*, Contour Integrals in FElectron Propagator Theory, Sanibel Symposia, Saint Augustine,
Florida, February 28, 1995.

J. V. Ortiz*, Contour Integrals in FElectron Propagator Theory, West Coast Theoretical Chemistry
Conference, La Jolla, California, March 30, 1995.

J. V. Ortiz*, Simplified Self-Energies for Propagator Calculations on Large Molecules, Sanibel Sym-
posia, Saint Augustine, Florida, February 26, 1996.

J. V. Ortiz*, Simplified Electron Propagator Self-Energies: Application to the Photoelectron Spectra of
Azabenzenes, West Coast Theoretical Chemistry Conference, Las Vegas, Nevada, April 4, 1996.

J. V. Ortiz*, Photoelectron Spectra of Polycyclic Aromatic Molecules From Partial Third Order Electron
Propagator Theory, American Conference on Theoretical Chemistry, Park City, Utah, July 21, 1996.

J. V. Ortiz*, One—FElectron Pictures of Chemical Bonding from Highly Correlated Reference States,
Sanibel Symposia, Saint Augustine, Florida, February 23, 1998.

J. V. Ortiz*, Electron Propagators With Highly Correlated Reference States, Thirty—first Midwest
Theoretical Chemistry Conference, West Lafayette, Indiana, May 21, 1998.

29



37

38.

39.

40.

41.

42.

43.

44.

45.

46.

47.

48.

49.

50.

ol.

52.

53.

o4.

. J. V. Ortiz*, FElectron Propagators for Large Molecules and for Highly Correlated Reference States,
Thirteenth Canadian Symposium on Theoretical Chemistry, Vancouver, British Columbia, August 4,
1998.

J. V. Ortiz*, Orbital Renormalizations in Electron Propagator Calculations, Sanibel Symposia, Saint
Augustine, Florida, March 4, 1999.

J. V. Ortiz*, Electron Propagators With Highly Correlated Reference States, American Conference on
Theoretical Chemistry, Boulder, Colorado, June 28, 1999.

J. V. Ortiz*, FElectron Propagators With Highly Correlated Reference States, Fifth World Congress of
Theoretically Oriented Chemists, London, United Kingdom, August 3, 1999.

J. V. Ortiz*, Effective Density Differences and Energy Gradients in Electron Propagator Theory Con-
ference on Current Trends in Computational Chemistry, Vicksburg, Mississippi, November 6, 1999.

J. V. Ortiz*, Density Differences, Dyson Orbitals and Adiabatic Electron Binding Energies, Sanibel
Symposia, Saint Augustine, Florida, February 26, 2000.

J. V. Ortiz*, Adiabatic Electron Binding Energies from Electron Propagator Calculations, Fifth Euro-
pean Workshop on Quantum Systems in Chemistry and Physics, Uppsala, Sweden, April 14, 2000.

J. V. Ortiz*, Electron Propagator Theory of Aluminum—Oxygen Clusters and Surfaces, Molecular Dy-
namics Contractors’ Review, Air Force Office of Scientific Research, Waltham, Massachusetts, May 22,
2000.

J. V. Ortiz*, Electron Propagator Theory of Purine and Pyrimidine Ions and Their Water Complezes,
American Chemical Society National Meeting, Washington, D.C., August 23, 2000.

J. V. Ortiz*, Dyson Orbitals and Electron Binding Energies of Biradicals, Minisymposium on Physical
and Biophysical Chemistry, University of Kansas, Lawrence, Kansas, October 14, 2000.

J. V. Ortiz*, Double-Rydberg Anions: Predictions on NH3AH, and OHyAH,, Structures, High Energy
Density Matter Contractors’ Meeting, Air Force Office of Scientific Research, Park City, Utah, October,
25, 2000.

J. V. Ortiz*, Electron Binding Energies and Dyson Orbitals of Purines and Pyrimidines, ”We Can Do
That!” Symposium in Honor of Michael C. Zerner, Gainesville, Florida, November 17, 2000.

J. V. Ortiz*, Electron Propagator Interpretations of Biradical Electronic Structure, Sanibel Symposia,
Saint Augustine, Florida, March 1, 2001.

J. V. Ortiz*, Two Quasiparticle Pictures of Chemical Bonding from FElectron Propagator Theory, Sani-
bel Symposia, Saint Augustine, Florida, February 25, 2003.

J. V. Ortiz*, Two Quasiparticle Pictures of Chemical Bonding from Electron Propagator Theory, Air
Force Office of Scientific Research Molecular Dynamics and Theoretical Chemistry Contractors’s Meet-
ing, San Diego, California, May 19, 2003.

G. Seabra*, J. V. Ortiz, I. G. Kaplan and V. G. Zakrzewski, Electron Propagator Theory Calculations
of Photoionization Intensities, American Chemical Society National Meeting, New York, New York,
September 10, 2003.

J. V. Ortiz*, Brueckner Orbitals, Dyson Orbitals and Correlation Potentials, Sanibel Symposia, Saint
Augustine, Florida, March 4, 2004.

J. V. Ortiz*, Quasiparticle Expressions for Total Energies and Aufbau Principles in Wavefunction and
Propagator Theories, Sanibel Symposia, Saint Simons Island, Georgia, March 10, 2005.
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96.

o7.

58.

99.

60.

61.

62.

63.

64.

65.

66.

67.

68.

69.

70.

71.

J. V. Ortiz*, Electron Propagator Theory of Cluster Anion Photoelectron Spectra and Reactivity, Air
Force Office of Scientific Research Molecular Dynamics and Theoretical Chemistry Contractor’s Meet-
ing, Monterey, California, May 24, 2005.

J. V. Ortiz*, Correlated, Ab Initio Electron Propagators in the Study of Molecular Wires, Sanibel
Symposia, Saint Simons Island, Georgia, February 27, 2006.

J. V. Ortiz*, Electron Propagator Calculations on Molecular Wires, American Physical Society Meeting,
Baltimore, Maryland, March 14, 2006.

J. V. Ortiz*, Correlated, Ab Initio Electron Propagators in the Study of Molecular Wires, Twelfth
International Congress of Quantum Chemistry, Kyoto, Japan, May 22, 2006.

J. V. Ortiz*, Quasi—particle Virtual Orbitals in Electron Propagator Calculations, Sanibel Symposia,
Saint Simons Island, Georgia, February 25, 2008.

J. V. Ortiz*, Efficient Propagator Methods for Calculations on Large Molecules, American Chemical
Society National Meeting, Philadelphia, Pennsylvania, August 21, 2008.

J. V. Ortiz*, Electron Propagator Theory: From Double Rydberg Anions to Large Molecules, Gordon
Research Conference on Molecular Energy Transfer, Ventura, California, January 21, 2009.

J. V. Ortiz*, Strong Correlation Effects in Electron Propagator Calculations on Large Molecules, Sanibel
Symposia, Saint Simons Island, Georgia, March 2, 2009.

J. V. Ortiz*, Correlation Effects in Electron Propagator Calculations on a Molecular Capacitor, Sanibel
Symposia, Saint Simons Island, Georgia, February 26, 2011.

J. V. Ortiz*, Ab Initio Calculation of Chemical Warfare Agent Molecular Properties: Structure, En-
ergetics, Kinetics and Spectra, TechWatch Seminar, Defense Threat Reduction Agency, Fort Belvoir,
Virginia, September 6, 2011.

J. V. Ortiz*, Electron Propagator Calculations on the Photoelectron Spectra of Aqueous Halides, Sanibel
Symposia, Saint Simons Island, Georgia, February 22, 2012.

J. V. Ortiz*, Contrasting Patterns of Delocalization in the Dyson Orbitals of Aqueous Halides, Sanibel
Symposia, Saint Simons Island, Georgia, February 20, 2013.

J. V. Ortiz*, Accurate and Efficient Propagator Methods for Calculating Electron Binding Energies of
Large Molecules: Applications to Fullerenes and Other Large Acceptors, American Chemical Society
National Meeting, Denver, Colorado, March 22, 2015.

J. V. Ortiz*, Ground and Excited States of Three—Dimensional Carbon and Boron Clusters from P3+
and NR2 Electron Propagator Calculations, Annual Meeting, National Organization for the Professional
Advancement of Black Chemists and Chemical Engineers, Orlando, Florida, September 24, 2015.

J. V. Ortiz*, Assignments of Ground and Ezcited states of Three—Dimensional Carbon and Boron Clus-
ters from P3+ and NR2 FElectron—Propagator Theory, Pacifichem 2015, Recent Progress in molecular
theory for excited-state electronic structure and dynamics, International Chemical Congress of Pacific
Basin Chemical Societies, Honolulu, Hawaii, December 15, 2015.

J. V. Ortiz*, Ab Initio Propagator Studies of the Electronic Structure of Diffuse and Valence An-
ions: From Fullerenes to Double Rydbergs, American Chemical Society National Meeting, Philadelphia,
Pennsylvania, August 22, 2016.

J. V. Ortiz*, Designing Superhalogens: Insights and Predictions from FElectron Propagator Theory,
Annual Meeting, National Organization for the Professional Advancement of Black Chemists and
Chemical Engineers, Raleigh, North Carolina, November 11, 2016.
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73.

74.

75.

76.

e

78.

79.

80.

81.

82.

83.

84.

J. V. Ortiz*, Electron Propagator Theory and Correlation—Bound Anions, Sanibel Symposia, Saint
Simons Island, Georgia, February 21, 2017.

J. V. Ortiz*, Electron Propagator Theory and Correlation—Bound Anions, American Chemical Society
National Meeting, San Francisco, California, April 5, 2017.

J. V. Ortiz*, Double Rydberg Anions and Their Dyson Orbitals, Annual Meeting, National Organization
for the Professional Advancement of Black Chemists and Chemical Engineers, Minneapolis, Minnesota,
November 1, 2017.

J. V. Ortiz*, FElectron Propagator Theory, Dyson Orbitals and Correlation-Bound Anions, Southeast
Regional Meeting of the American Chemical Society, Charlotte, North Carolina, November 8, 2017.

J. V. Ortiz*, Solvated—Electron Precursors and Their Dyson Orbitals, Annual Meeting, National Or-
ganization for the Professional Advancement of Black Chemists and Chemical Engineers, Orlando,
Florida, September 18, 2018.

J. V. Ortiz*, Rydberg Anions, Solvated—FElectron Precursors and Their Dyson Orbitals, Annual Meeting,
National Organization for the Professional Advancement of Black Chemists and Chemical Engineers,
Saint Louis, Missouri, November 21, 2019.

J. V. Ortiz*, Dyson Orbitals: Fundamental Units of Electronic Structure and Chemical Interpretation,
Sanibel Symposia, Saint Simons Island, Georgia, February 19, 2020.

J. V. Ortiz*, Efficient prediction of electron binding energies with quasiparticle self-energies: From
finite-order to GW to renormalized electron-propagator methods, American Chemical Society National
Meeting, Atlanta, Georgia, August 25, 2021.

J. V. Ortiz*, A New Generation of Diagonal and Non—diagonal Self-Energies for the Calculation of
Electron Removal Energies, Sanibel Symposia, Saint Simons Island, Georgia, February 17, 2022.

J. V. Ortiz*, Electron—propagator, extended—Koopmans—theorem and self-consistent—field approaches
to the interpretation and prediction of electron binding energies, American Chemical Society National
Meeting, Chicago, Illinois, August 23, 2022.

J. V. Ortiz*, A New Generation of Electron—Propagator Self-Energies for Calculations on Anions:
Benchmarks and Applications to Nucleotides, Sanibel Symposia, Saint Augustine Beach, Florida,
February 13, 2023.

J. V. Ortiz*, New-Generation Electron—Propagator Methods for Calculations of Molecular Electron—
Binding Energies and Dyson Orbitals , Southeast Theoretical Chemistry Association Meeting, Blacks-
burg, Virginia, May 17, 2024.

J. V. Ortiz*, Numerical Tests of Ab initio Dyson Self-Energies, Sanibel Symposia, Saint Augustine
Beach, Florida, February 27, 2025.
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2.5

1.

10.

11.

12.

13.

14.

15.

16.

17.

18.

Invited Lectures

Theoretical F—element Organometallic Chemistry, Chemistry Department Colloquium, Georgetown
University, Washington, D.C., August 23, 1984.

. Recent Ab Initio Calculations on Small Boranes, International Conference on the Physics and Chem-

istry of Boron and Boron—Rich Borides, Albuquerque, New Mexico, July 30, 1985.

Many—-Body Methods in Ab Initio Quantum Chemistry, Rocky Mountain—Southwest Theoretical Phy-
sics Conference, Laramie, Wyoming, October 13, 1986.

Applications and Extensions of Molecular Orbital Theory, Chemistry Department Seminar, Kansas
State University, Manhattan, Kansas, November 18, 1986.

Electronic Structure and Conformational Studies of Polysilane Model Systems, American Chemical So-
ciety Polymer Division International Topical Workshop on Advances in Silicon—Based Polymer Science,
Makaha, Oahu, Hawaii, November 22, 1987.

Panelist for Program on Minority Opportunities in the Professions, University of Utah, Salt Lake City,
Utah, April 12-13, 1988.

Electron Binding Energies of Neutral and Anionic Clusters From Ab Initio Propagator Calculations,
Chemistry Division Seminar, Naval Research Laboratory, Washington, D.C.; July 7, 1988.

Insights into Chemical Bonding through Electron Propagator Theory, Chemistry Department Collo-
quium, Arizona State University, Tempe, Arizona, September 14, 1988.

Insights into Chemical Bonding through Electron Propagator Theory, Physics Department Colloquium,
University of Nevada, Las Vegas, Nevada, November 4, 1988.

Insights into Chemical Bonding through Electron Propagator Theory, Chemistry Department Collo-
quium, New Mexico State University, Las Cruces, New Mexico, February 2, 1989.

Insights into Chemical Bonding through Electron Propagator Theory, Chemistry Department Collo-
quium, Baylor University, Waco, Texas, February 2, 1990.

Pictures of Molecular Electronic Structure through the Electron Propagator, Sanibel Symposia, Saint
Augustine, Florida, March 22, 1990.

Insights into Chemical Bonding through Electron Propagator Theory, Chemistry Department Collo-
quium, University of Alabama, Birmingham, Alabama, May 25, 1990.

Applications of Electron Propagator Methods, Supercomputer Computations Research Institute Collo-
quium, Florida State University, Tallahassee, Florida, July 6, 1990.

One—Electron Pictures of Molecular Electronic Structure through FElectron Propagator Theory, Labo-
ratoire de Chimie Théorique Appliquée Colloquium, Facultés Universitaires Notre Dame de la Paix,
Namur, Belgium, June 14, 1991.

All You Ever Wanted to Know About Propagators, Physics Department Colloquium, University of
Antwerp, Belgium, June 17, 1991.

One—Electron Pictures of Molecular Electronic Structure through Electron Propagator Theory, T—12
Group Seminar, Los Alamos National Laboratory, July 31, 1991.

One—-Electron Pictures of Molecular Electronic Structure through Electron Propagator Theory, Sympo-
sium on Comparison of Ab Initio Quantum Chemistry with Experiment, Division of Physical Chemistry
and Subdivision of Theoretical Chemistry, American Chemical Society National Meeting and Fourth
Chemical Congress of North America, New York, New York, August 27, 1991.
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19.

20.

21.

22.

23.

24.

25.

26.

27.

28.

29.

30.

31.

32.

33.

34.

35.

36.

37.

One—Electron Pictures of Molecular Electronic Structure through FElectron Propagator Theory, Sandia
National Laboratory, Livermore, California, November 21, 1991.

One—Electron Pictures of Molecular Electronic Structure through Electron Propagator Theory, Quantum
Theory Project Seminar, University of Florida, Gainesville, Florida, January 22, 1992.

Chemical Applications of Electron Propagator Theory, Physical Chemistry Division Seminar, University
of Florida, Gainesville, Florida, February 4, 1992.

The Electron Propagator Picture of Bonding and Spectra, Physical and Nuclear Chemistry Seminar,
Texas Agricultural and Mechanical University, College Station, Texas, April 14, 1992.

Pictures of Chemical Bonding from Electron Propagator Theory, Chemical Dynamics After Dark Sem-
inar, University of Utah, Salt Lake City, Utah, February 3, 1993.

Electron Propagator Theory of Molecular Electronic Structure, Physics Department Colloquium, Uni-
versity of Nevada, Reno, Nevada, March 5, 1993.

Electron Propagator Theory of Molecular Electronic Structure, Physics Department Colloquium, Brig-
ham Young University, Provo, Utah, April 13, 1993.

The Electron Propagator Picture of Chemical Bonding, Analytical-Physical Seminar, University of
Texas, Austin, Texas, October 21, 1993.

The FElectron Propagator Picture of Chemical Bonding in Organometallics, Clusters and Polymers,
Chemistry Department Colloquium, University of Arizona, Tucson, Arizona, October 25, 1993.

Electron Propagator Theory: Development, Application and Interpretation, Sanibel Symposia, Ponte
Vedra Beach, Florida, February 14, 1994.

Final State Properties from Propagator Theory, Institute for Theoretical Chemistry Seminar, University
of Texas, Austin, Texas, April 8, 1994.

Quantum Field Theory and Chemical Bonding, Physics Department Colloquium, University of New
Mexico, Albuquerque, New Mexico, October 7, 1994.

The Electron Propagator Picture of Chemical Bonding, Chemistry Division Seminar, National Science
Foundation, Arlington, Virginia, February 8, 1995.

The Electron Propagator Picture of Chemical Bonding, Chemistry Department Seminar, Univerity of
Central Florida, Orlando, Florida, February 23, 1995.

A Guide to Practical Propagator Calculations, Conference on Current Trends in Computational Chem-
istry, Vicksburg, Mississippi, November 4, 1995.

Computational Chemistry at the Maui High Performance Computing Center, Pacifichem 1995, Compu-
tational Chemistry: A Viable Partner to Experiment in Chemical Research, A Tribute to John A. Pople,
International Chemical Congress of Pacific Basin Chemical Societies, Honolulu, Hawaii, December 20,
1995.

P38 Electron Propagator Calculations on Photoelectron Spectra of Anthracene and Tetracene, Congress
of the International Society for Theoretical Chemical Physics, New Orleans, Louisiana, April 12, 1996.

The FElectron Propagator Picture of Chemical Bonding, Chemistry Department Seminar, Univerity of
Virginia, Charlottesville, Virginia, April 17, 1996.

Electron Propagator Theory of Photoionization, Colloquium, Phillips Laboratory, Kirtland Air Force
Base, New Mexico, May 8, 1996.

34



38.

39.

40.

41.

42.

43.

44.

45.

46.

47.

48.

49.

50.

ol.

92.

53.

54.

55.

Diagonalization Techniques in Electron Propagator Theory, Large—Scale Matrix Diagonalization Meth-
ods in Chemistry, Argonne National Laboratory, Argonne, Illinois, May 21, 1996.

Propagator Methods in Quantum Chemistry, Division of Computers in Chemistry, American Chemical
Society Rocky Mountain Regional Meeting, Lakewood, Colorado, June 10, 1996.

Electron Propagator Theory of Carbon Clusters, Polysilanes and Heterocyclic Organic Molecules, Com-
petence Center for Computational Chemistry Seminar, Eidgenossische Technische Hochschule, Zurich,
Switzerland, June 20, 1996.

The Electron Propagator Picture of Chemical Bonding, Chemistry Department Seminar, Kansas State
Univerity, Manhattan, Kansas, June 27, 1996.

Electron Propagator Theory of Chemical Bonding, Physical Chemistry Seminar, Univerity of Kansas,
Lawrence, Kansas, February 12, 1997.

Electron Propagator Theory of m and o Conjugated Molecules, US—Latin American Workshop on Molec-
ular and Materials Sciences: Theoretical and Computational Aspects, Gainesville, Florida, February
28, 1997.

Propagator Theory of Molecular Anions, Sanibel Symposia, Saint Augustine, Florida, March 3, 1997.

Electron Propagator Theory of Bonding in Carbon Polyanions and Silicon Backbones, Physical Chem-
istry Seminar, Purdue University, West Lafayette, Indiana, April 23, 1997.

Toward An Ezact One—Electron Picture of Chemical Bonding, Florida Award Symposium, American
Chemical Society Florida Section Meeting, Orlando, Florida, May 2, 1997.

Correlated One—FElectron Pictures of Chemical Bonding from FElectron Propagator Theory, Ninth Inter-
national Congress of Quantum Chemistry, Atlanta, Georgia, June 10, 1997.

The Electron Propagator Approach to Quantum Chemistry and the Theory of Chemical Bonding, Work-
shop on Excited Electrons in Molecules, Solids and Atoms, Centre Européen de Calcul Atomique et
Moléculaire, Ecole Normale Supérieure de Lyon, France, September 8, 1997.

The Propagator Approach to Quantum Chemistry, Physical Chemistry Seminar, Iowa State University,
Ames, Towa, November 7, 1997.

Polycyclic Aromatic Hydrocarbons, Chemistry Department Seminar, Benedictine College, Atchison,
Kansas, March 6, 1998.

Molecular Orbitals, FElectron Propagators and Chemical Bonding, Chemistry Department Seminar,
Clemson University, Clemson, South Carolina, October 1, 1998.

Qualitative Lessons from Quantitative Ab Initio Calculations: Electron Propagator Theory of Molecular
Anions, Chemistry Department Seminar, University of South Carolina, Columbia, South Carolina,
October 2, 1998.

Feynman—Dyson Amplitudes and the Electronic Structure of Unusual Ions, Georgia Tech — Emory
Physical Chemistry Seminar, Georgia Institute of Technology, Atlanta, Georgia, October 5, 1998.

Molecular Orbitals, Electron Propagators and Chemical Bonding, Center for Computational Quantum
Chemistry Seminar, University of Georgia, Athens, Georgia, October 6, 1998.

Qualitative Lessons from Quantitative Ab Initio Calculations: Electron Propagator Theory of Molecu-
lar Anions, Physical and Nuclear Chemistry Seminar, Texas Agricultural and Mechanical University,
College Station, Texas, December 11, 1998.
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99.

60.

61.

62.

63.

64.

65.

66.

67.

68.

69.

70.

71.

72.

73.

Applications of Electron Propagator Theory to Exotic Molecular Anions, Workshop on Molecular and
Material Sciences, Cuernavaca, Morelos, México, February 25, 1999.

Electron Propagator Theory of Chemical Bonding, Chemistry Department Seminar, University of Mis-
souri, Kansas City, Missouri, April 1, 1999.

Quantum Chemistry: The State of the Art, Minisymposium on Physical and Biophysical Chemistry,
Kansas State University, Manhattan, Kansas, October 30, 1999.

Effective Density Differences and Energy Gradients in FElectron Propagator Theory, Congress of the
International Society for Theoretical Chemical Physics, Mexico City, Mexico, November 11, 1999.

The Electron Propagator Picture of Chemical Bonding, Chemistry Department Seminar, University of
Puerto Rico, Rio Piedras, Puerto Rico, November 29, 1999.

Conceptual and Computational Capabilities of Electron Propagator Theory, Quantum Theory Project
Seminar, University of Florida, Gainesville, Florida, April 20, 2000.

Interpreting Electronic Structure with Dyson Orbitals and Their Energies, Chemistry Department Sem-
inar, Georgetown University, Washington, D.C., August 28, 2000.

Interpreting Electronic Structure with Dyson Orbitals and Their Energies, Chemistry Department Sem-
inar, Emporia State University, Emporia, Kansas, September 18, 2000.

Interpreting Electronic Structure with Dyson Orbitals and Their Energies, Chemistry Department Sem-
inar, Utah State University, Logan, Utah, October 18, 2000.

La Interpretacion de la Estructura Electronica de Materiales con los Orbitales Dyson y sus Energias,
Seminar, Departamento del Estado Sélido y Criogenia, Instituto de Investigacién en Materiales, Uni-
versidad Nacional Auténoma de México, Mexico City, Mexico, November 10, 2000.

Current Computational Capabilities of Electron Propagator Theory, Pacifichem 2000, Computational
Quantum Chemastry: Theoretical and Ezxperimental Perspectives, International Chemical Congress of
Pacific Basin Chemical Societies, Honolulu, Hawaii, December 17, 2000.

Electron Propagator Recipes for Computational Chemists, 2001 Pan—American Workshop on Molecular
and Materials Sciences: Theoretical and Computational Aspects, Gainesville, Florida, February 22,
2001.

Interpreting Weak Covalent Interactions with Dyson Orbitals and Their Energies, Symposium on Ac-
curate Description of Low—Lying Molecular States and Potential Energy Surfaces, Division of Physical
Chemistry and Subdivision of Theoretical Chemistry, American Chemical Society National Meeting,
San Diego, California, April 2, 2001.

Electron Propagator Recipes for Computational Chemists, Environmental Molecular Sciences Labora-
tory Seminar, Pacific Northwest National Laboratory, Richland, Washington, July 30, 2001.

Electronic Structure of Aluminum Owide Clusters, Simposio Materia 2001, Instituto de Investigacion
en Materiales, Universidad Nacional Auténoma de México, Mexico City, Mexico, October 25, 2001.

A Trajectory of Electron Propagator Theory, Conference on Current Trends in Computational Chem-
istry, Jackson, Mississippi, November 2, 2001.

Quantum Chemistry for Everyone, 2000-2001 Ervin W. Segebrecht Distinguished Faculty Achievement
Award Lecture, Kansas State University, Manhattan, Kansas, February 14, 2002.

Electron Binding Energies and Dyson Orbitals of Nucleobases and Nucleotides, Sanibel Symposia, Saint
Augustine, Florida, February 26, 2002.
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75.

76.
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78.

79.

80.

81.

82.

83.

84.

85.

86.

87.

88.

89.

90.

91.

92.

La Quimica Cudntica, Tercer Congreso Internacional de Quimica, Instituto Tecnoldgico de Monterrey,
Monterrey, Mexico, March 16, 2002.

Propagator Theories of Chemical Bonding, Southern School on Computational Chemistry, Orange
Beach, Alabama, March 23, 2002.

The Electron Propagator Picture of Molecular Electronic Structure, Chemistry Department Seminar,
Tohoku University, Sendai, Japan, July 11, 2002.

The Electron Propagator Picture of Molecular Electronic Structure, Chemistry Department Seminar,
Keio University, Yokohama, Japan, July 15, 2002.

The Electron Propagator Picture of Molecular Electronic Structure, Cluster Research Laboratory Sem-
inar, Toyota Technological Institute, Chiba, Japan, July 16, 2002.

The Electron Propagator Picture of Molecular FElectronic Structure, Applied Chemistry Department
Seminar, Tokyo University, Tokyo, Japan, July 17, 2002.

The Electron Propagator Picture of Molecular Electronic Structure, Computational Science Department
Seminar, Kanazawa University, Kanazawa, Japan, July 19, 2002.

The Electron Propagator Picture of Molecular Electronic Structure, Synthetic and Biological Chemistry
Department Seminar, Kyoto University, Kyoto, Japan, July 22, 2002.

The Electron Propagator Picture of Molecular FElectronic Structure, Knowledge-Based Information
Engineering Department Seminar, Toyohashi University of Technology, Toyohashi, Japan, July 24,
2002.

Electron Binding Energies and Dyson Orbitals of Aluminum Ozide Clusters, XI International Materials
Research Congress, Cancun, Mexico, August 28, 2002.

La Teoria del Propagador del Electron, XXVIII Congreso de Quimicos Tedricos de Expresion Latina,
Montevideo, Uruguay, September 3, 2002.

Propagator Theories of Chemical Bonding, American Chemical Society Midwest Regional Meeting,
Lawrence, Kansas, October 24, 2002.

Mind Over Matter: The Ascent of Quantum Chemistry, 2002 Commerce Bank Graduate Faculty
Member Award, Manhattan, Kansas, October 29, 2002.

FEstudio Tedrico del Enlace Quimico en Ciimulos de Aluminio y Ozigeno, CONAMET/SAM - Simposio
Materia 2002, Santiago, Chile, November 14, 2002.

Quasiparticle Interpretations of Bonding and Spectra, Workshop on Molecular and Material Sciences,
Cuernavaca, Morelos, México, February 18, 2003.

Electron Propagator Pictures of Chemical Bonding, Chemistry Department Seminar, Texas Tech Uni-
versity, Lubbock, Texas, April 9, 2003.

La Teoria del Propagador del Electron y sus Aplicaciones a la Estructura Electrénica de Fragmentos de
los Acidos Nucleicos, Theoretical Chemistry Seminar, Centro de Investigacién y de Estudios Avanzados
del Instituto Politécnico Nacional, Mexico City, Mexico, June 13, 2003.

La Teoria del Propagador del Electrén y sus Aplicaciones a la Estructura Electronica de Fragmentos de
los Acidos Nucleicos, Theoretical Chemistry Seminar, University of Valladolid, Spain, July 15, 2003.

La Teoria del Propagador del Electron y los Aniones Doble Rydberg, Theoretical Chemistry Seminar,
University of Valladolid, Spain, July 21, 2003.

37



93.

94.

95.

96.

97.

98.

99.

100.

101.

102.

103.

104.

105.

106.

107.

108.

109.

110.

111.

La Teoria del Propagador del Electron y los Aniones Doble Rydberg, IT Reunién Mexicana de Fisi-
coquimica Teérica, Guanajuato, Mexico, November 21, 2003.

La Teoria del Propagador del Electron y sus Aplicaciones a la Estructura Electrdénica de Fragmentos de
los Acidos Nucleicos, Department of Physics, University of Chile, Santiago, Chile, January 19, 2004.

Estudio Tedrico del Enlace Quimico en Cumulos de Aluminio y Ozigeno, Department of Physics,
University of Chile, Santiago, Chile, January 21, 2004.

La Teoria del Propagador del Electron y los Aniones Doble Rydberg, Department of Physics, University
of Chile, Santiago, Chile, January 23, 2004.

Electron Propagator Pictures of Chemical Bonding, Chemistry Department Seminar, University of
North Texas, Denton, Texas, February 6, 2004.

Insights into Chemical Bonding from Electron Propagator Theory, Conference on Response Theory and
Molecular Properties, Sgnderberg, Denmark, May 6, 2004.

Insights into Chemical Bonding from Electron Propagator Theory, Joint American Chemical Society
59" Northwest and 18" Rocky Mountain Regional Meeting, Logan, Utah, June 7, 2004.

Estudio Tedrico del Enlace Quimico en Cumulos de Aluminio y Ozigeno, Department of Chemistry,
Metropolitan Autonomous University, Iztapalapa, Mexico City, Mexico, July 7, 2004.

Electron Binding Energies and Dyson Orbitals of Nucleobases and Nucleotides, Maui High Performance
Computing Center, Kihei, Hawaii, August 19, 2004.

Structure, Spectra and Reactivity of Anionic Aluminum Ozxide Clusters, XIII International Materials
Research Congress, Cancun, Mexico, August 24, 2004.

Insights into Chemical Bonding from Electron Propagator Theory, Chemistry Department Colloquium,
Johns Hopkins University, Baltimore, Maryland, September 21, 2004.

Insights into Chemical Bonding from Electron Propagator Theory, Chemistry Department Seminar,
Georgetown University, Washington, DC, September 23, 2004.

Predicting and Understanding Chemical Bonding with Electron Propagator Theory, Highlands in Chem-
istry Seminar, Virginia Polytechnic Institute and State University, Blacksburg, Virginia, October 8,
2004.

Las relaciones entre los espectros y la reactividad interpretadas con el propagador del electron, 111
Reunién Mexicana de Fisicoquimica Tedrica, Puebla, Mexico, November 20, 2004.

Relacion entre los espectros y la reactividad interpretada con el propagador del electron, Seminario de
la Facultad de Quimica, Pontificia Universidad Catélica de Chile, Santiago, Chile, March 24, 2005.

Insights into Chemical Bonding from Electron Propagator Theory, Chemistry Department Seminar,
East Carolina University, Greenville, North Carolina, April 4, 2005.

The Electron Propagator Theory of Chemical Bonding: Prediction and Interpretation, Oakley R. Vail
Lecture, Department of Chemistry, Wake Forest University, Winston—Salem, North Carolina, April 13,
2005.

The Electron Propagator Picture of Chemical Bonding, Physics Department Seminar, Virginia Com-
monwealth University, Richmond, Virginia, April 15, 2005.

The Electron Propagator Theory of Chemical Bonding, Chemistry Department Seminar, Wichita State
University, Wichita, Kansas, May 4, 2005.
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113.

114.

115.

116.

117.

118.

119.

120.

121.

122.

123.

124.

125.

126.

127.

128.

129.

130.

The FElectron Propagator Theory of Chemical Bonding, Chemistry Department Seminar, Texas A&M
University, College Station, Texas, June 2, 2005.

Predicting and Understanding Chemical Bonding with Electron Propagator Theory, Plenary Lecture,
Midwest Theoretical Chemistry Conference, Columbia, Missouri, June 17, 2005.

Applications of Some Simplified Self-Energy Approxzimations, 60" Birthday Symposium in Honor of
Professor Jack Simons, Park City, Utah, June 19, 2005.

The Electron Propagator Theory of Chemical Bonding, Chemistry Department Seminar, Old Dominion
University, Norfolk, Virginia, September 15, 2005.

La teoria del propagador del electron y las relaciones entre las propiedades espectroscopicas, estruc-
turales y reactivas de las moléculas, XXXI Congreso de Quimicos Teoricos de Expresién Latina, Isla
Margarita, Venezuela, October 2, 2005.

Electron Propagator Theory of Molecular Anions: From Nucleotides to Double Rydbergs, 111 Workshop
em Fisica Molecular e Espectroscopia, Belo Horizonte, Minas Gerais, Brazil, November 18, 2005.

Predicting and Understanding Chemical Bonding with Electron Propagator Theory, XIII Simpdsio
Brasileiro de Quimica Tedrica, Sao Pedro, Sao Paulo, Brazil, November 21, 2005.

Predicting and Understanding Chemical Bonding with Electron Propagator Theory, Chemistry Depart-
ment Seminar, Auburn University, Auburn, Alabama, January 19, 2006.

Predicting and Understanding Chemical Bonding with Electron Propagator Theory, Chemistry Depart-
ment Seminar, University of Nebraska, Lincoln, Nebraska January 30, 2006.

Electron Propagator Calculations on Molecular Wires, American Chemical Society National Meeting,
Atlanta, Georgia, March 29, 2006.

Electron Propagator Interpretations of Chemical Bonding: From Nucleotides to Double Rydbergs,
Twelfth International Congress of Quantum Chemistry Satellite Symposium, Sendai, Japan, May 18,
2006.

Structure, Spectra and Reactivity in Anionic Aluminum Oxide Clusters, American Chemical Society
National Meeting, San Francisco, California, September 14, 2006.

Electron Pair Concepts: Spectra, Structure and Reactivity, Fiftieth Anniversary Congress of the Mex-
ican Chemical Society, Mexico City, Mexico, September 26, 2006.

Electron Propagator Interpretations of Chemical Bonding: From Nucleotides to Double Rydbergs,
Physics Department Colloquium, Auburn University, Auburn, Alabama, October 6, 2006.

Ab Initio Electron Propagator Descriptions of Molecular Wires, Sanibel Symposia, Saint Simons Island,
Georgia, February 25, 2007.

Ab Initio Electron Propagator Descriptions of Molecular Wires, Air Force Research Laboratory, Wright-
Patterson Air Force Base, Ohio, May 3, 2007.

Advancing Cluster Science with Electron Propagator Theory, Fifth International Symposium on Theory
of Atomic and Molecular Clusters, Richmond, Virginia, May 15, 2007.

Anion Electronic Structure and Correlated, One-electron Theory, Workshop on Molecular Anions and
Electron—Molecule Interactions in Honor of Professor Kenneth Jordan, Park City, Utah, July 1, 2007.

Ensemble—based Electron Propagator Calculations of Electron Binding Energies, American Chemical
Society National Meeting, Boston, Massachusetts, August 20, 2007.
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132.

133.

134.

135.

136.

137.

138.

139.

140.

141.

142.

143.

144.

145.

146.

147.

148.

Electron Propagator Theory and the Development of Chemical Intuition, International Conference of
Computational Methods in Sciences and Engineering, Corfu, Greece, September 26, 2007.

The Electron Propagator Theory of Chemical Bonding, Department of Chemistry, University of Al-
abama, Birmingham, Alabama, October 4, 2007.

FEnergias de Enlace Monoelectrénicas y los Orbitales Dyson de Als O, (m = 3,4,5) y Als Os H, , Simposio
Materia 2007, Morelia, Michoacian, Mexico, October 8, 2007.

Three Versatile Self-Energies in FElectron Propagator Theory, Pan—American Workshop on Molecu-
lar and Materials Sciences: Theoretical and Computational Aspects, Cuernavaca, Morelos, Mexico,
October 9, 2007.

The Electron Propagator Theory of Chemical Bonding, Department of Chemistry and Biochemistry
Seminar, University of Mississippi, Oxford, Mississippi, November 1, 2007.

Three Approaches to a Nonlocal, Energy—Dependent Correlation Potential in Electron Propagator The-
ory, Conference on Current Trends in Computational Chemistry, Jackson, Mississippi, November 3,
2007.

The Electron Propagator Theory of Chemical Bonding, Department of Chemistry Seminar, Indian
Institute of Technology, Bombay, Mumbai, India, December 24, 2007.

The Electron Propagator Theory of Chemical Bonding, Physical Chemistry Division Seminar, National
Chemical Laboratory, Pune, India, December 26, 2007.

The FElectron Propagator Theory of Chemical Bonding, Solid State and Structural Chemistry Unit
Seminar, Indian Institute of Science, Bangalore, India, December 28, 2007.

The FElectron Propagator Theory of Chemical Bonding, Department of Chemistry Seminar, Indian
Institute of Technology, Delhi, New Delhi, India, January 2, 2008.

Insights into Chemical Bonding from Electron Propagator Theory, Photoion, Photoionization and Pho-
todetachment Gordon Research Conference, I1 Ciocco, Italy, January 30, 2008.

Insights into Chemical Bonding from FElectron Propagator Theory, Istituto per i Processi Chimico—
Fisici, Consiglio Nazionale delle Ricerche, Pisa, Italy, February 1, 2008.

Progress Report on Computational Quantum Chemistry Research, 709 Armament Systems Squadron
and Defense Threat Reduction Agency Chemical Agent/Simulant Brainstorm Session, Nuclear Weap-
ons Center, Kirtland Air Force Base, New Mexico, March 14, 2008.

Versatile Self-Energies for the Calculation of Electron Binding Energies and Dyson Orbitals, American
Chemical Society National Meeting, New Orleans, Louisiana, April 10, 2008.

Propagators, Spectra and Bonding Concepts, Southeastern Theoretical Chemistry Association, Tuscalo-
osa, Alabama, May 16, 2008.

Tres aprozimaciones al potencial de correlacion no local y dependiente de la energia dentro de la teoria
del propagador del electron, XXXIV Congreso de Quimicos Tedricos de Expresién Latina, Cetraro,
Italy, July 5, 2008.

Mind Over Matter: The Ascent of Quantum Chemistry, Southwest Georgia Local Section, American
Chemical Society, Americus, Georgia, October 2, 2008.

Electron Propagator Interpretations of Chemical Bonding: From Nucleotides to Double Rydbergs, Phys-
ical Chemistry / Chemical Physics Colloquium, Department of Chemistry and Biochemistry, University
of Colorado, Boulder, Colorado, October 10, 2008.
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150.

151.

152.

153.

154.

155.

156.

157.

158.

159.

160.

161.

162.

163.

164.

165.

166.

Tres técnicas nuevas en la teoria ab initio del propagador del electrén, I1 Congreso de Fisicoquimica
Tedrica y Computacional, Choroni, Venezuela, December 4, 2008.

Insights into Chemical Bonding from FElectron Propagator Theory, Canadian Society for Chemistry,
Satellite Symposium on Atoms in Molecules in Honor of Richard F. W. Bader, Hamilton, Ontario,
Canada, June 4, 2009.

Propagators, Spectra and Strong Correlation Effects, American Chemical Society National Meeting,
Washington, DC, August 19, 2009.

Propagators, Spectra and Bonding Concepts, XXXIII International Workshop on Condensed Matter
Theories, Quito, Ecuador, August 21, 2009.

Efectos fuertes de la correlacion electronica en los espectros fotoelectronicos de moléculas metalo-
macrociclicas, VIII Reuniéon Mexicana de Fisicoquimica Tedrica, Colima, Colima, México, November
12, 2009.

Consistent ground states and renormalizations in ab initio propagator theory of molecules, Multidis-
ciplinary Workshop on the Random-Phase Approximation, Université Pierre et Marie Curie, Paris,
France, January 27, 2010.

Computing for Insight with Propagators, Sanibel Symposia, Saint Simons Island, Georgia, February
27, 2010.

Computing for Chemical Insight with Electron Propagators, Chemistry Department Seminar, Jackson
State University, Jackson, Mississippi, April 9, 2010.

El propagador del electrén y los dilemas de Mulliken y Hickel, Department of Chemistry Seminar,
Metropolitan Autonomous University, Iztapalapa, Mexico City, Mexico, April 28, 2010.

Strong Correlation Effects in the Photoelectron Spectra of Fullerenes and Metallomacrocyclic Molecules,
Theory of Atomic and Molecular Clusters Symposium VI, Mexico City, Mexico, June 16, 2010.

Electron Propagator Theory of Molecules: Bonding, Spectra, Transport, Oak Ridge National Labora-
tory, Oak Ridge, Tennessee, June 29, 2010.

Electron Propagator Theory of Molecules: Bonding, Spectra, Transport, Department of Physics, Uni-
versity of Tennessee, Knoxville, Tennessee, June 30, 2010.

Propagator Interpretations of Biomolecular Electron Binding Energies, American Chemical Society
National Meeting, Boston, Massachusetts, August 25, 2010.

Prediction and Interpretation with Ab initio Electron Propagator Theory, Tenth MERCURY Confer-
ence, Bucknell University, Lewisburg, Pennsylvania, July 30, 2011.

Prediction and Understanding in Quantum Chemistry, Department of Chemistry, Tokyo University of
Science, Tokyo, Japan, September 10, 2011.

Concepts of Chemical Bonding from Electron Propagator Theory, Sixteenth International Workshop
on Quantum Systems in Chemistry and Physics, Kanazawa, Japan, September 13, 2011.

Electron Propagators in Chemical Bonding Theory, Chemistry Department Seminar, Kanazawa Uni-
versity, Kanazawa, Japan, September 15, 2011.

Concepts of Chemical Bonding from Electron Propagator Theory, Conference on Current Trends in
Computational Chemistry, Jackson, Mississippi, October 29, 2011.
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168.

169.

170.

171.

172.

173.

174.

175.

176.

177.

178.

179.

180.

181.

182.

183.

184.

Predicciones ab initio de espectros fotoelectrénicos e interpretaciones basadas en orbitales de Dyson
con el propagador del electron, XXXVII Congreso de Quimicos Tedricos de Expresion Latina, Riviera
Maya, Quintana Roo, Mexico, December 8, 2011.

Prediction and Interpretation with Ab initio FElectron Propagator Theory, Union University, Jackson,
Tennessee, April 13, 2012.

Concepts of Chemical Bonding from Electron Propagator Theory, Southeastern Theoretical Chemistry
Association, Athens, Georgia, May 18, 2012.

Chemical Bonding, Dyson Orbitals and Electron Propagator Theory, Seventeenth International Work-
shop on Quantum Systems in Chemistry and Physics, Turku, Finland, August 22, 2012.

Concepts of Chemical Bonding from Electron Propagator Theory, Theory and Applications of Compu-
tational Chemistry 2012, Pavia, Italy, September 7, 2012.

Concepts of Chemical Bonding from Electron Propagator Theory, Seventh International Meeting on
Photodynamics and Related Aspects, Maresias, Sao Paulo, Brazil, October 15, 2012.

Prediction and Interpretation with Ab initio Electron Propagator Theory, Chemistry Department Sem-
inar, Tuskegee University, Tuskegee, Alabama, October 24, 2012.

Learning Chemical Principles from Electron Propagator Calculations, Chemistry Department Seminar,
Jackson State University, Jackson, Mississippi, January 18, 2013.

Concepts of Chemical Bonding from Electron Propagator Theory, Physical Chemistry Seminar, De-
partment of Chemistry, Indiana University, Bloomington, Indiana, April 11, 2013.

Versatility and Interpretability in Electron Propagator Theory, Sanibel Symposia, Saint Simons Island,
Georgia, February 19, 2014.

Propagator Concepts for the Interpretation of Spectra, Energetics and Transport, Chemistry Depart-
ment Seminar, Tulane University, New Orleans, Louisiana, March 31, 2014.

Propagator Concepts for the Interpretation of Spectra, Energetics and Transport, Physical-Analytical
Chemistry Seminar, Texas A and M University, College Station, Texas, April 22, 2014.

Propagator Concepts for the Interpretation of Spectra, Energetics and Transport, deMon Developers’
Workshop, Los Cabos, Baja California Sur, México, April 28, 2014.

Propagator Concepts and Their Application to Spectra, Energetics and Transport, Southeast Theoret-
ical Chemistry Association, Atlanta, Georgia, May 16, 2014.

Dyson orbitals and electron binding energies of anionic nucleic—acid fragments, fullerenes and macro-
cyclic compounds, American Chemical Society National Meeting, San Francisco, California, August 10,
2014.

Understanding Chemical Bonding and Molecular Spectra with Electron Propagator Theory, Physics and
Engineering Physics Department Seminar, Tulane University, New Orleans, Louisiana, September 24,
2014.

Electron Binding Energies and Dyson Orbitals of Molecular Anions, Department of Chemistry, Johns
Hopkins University, Baltimore, Maryland, October 1, 2014.

Orbital Concepts in Spectra, Energetics and Transport from Electron Propagator Theory, Tenth Trien-
nial Conference of the World Association of Theoretical and Computational Chemists, Santiago, Chile,
October 8, 2014.
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188.

189.

190.

191.

192.

193.

194.

195.

196.

197.

198.

199.

200.

201.

202.

Orbital Concepts in Spectra, Energetics and Transport from FElectron Propagator Theory, Special Sem-
inar, Department of Chemistry, Virginia Polytechnic Institute and State University, Blacksburg, Vir-
ginia, November 5, 2014.

Propagator Theory and Orbital Concepts in Spectra, Energetics and Transport, Center for Computa-
tional Quantum Chemistry Seminar, University of Georgia, Athens, Georgia, November 13, 2014.

Orbital Concepts in Chemical Discovery, College of Sciences and Mathematics Research Awards Cer-
emony, Auburn University, Auburn, Alabama, April 1, 2015.

Calculating Electron Binding Energies and Dyson Orbitals with Ab Initio Propagator Methods, Ionisa-
tion Master Class, National Service for Computational Chemistry Software, Imperial College, London,
United Kingdom, April 14, 2015.

Introduction to Electron Propagator Theory, Department of Chemistry, University of Illinois, Urbana,
Illinois, May 5, 2015

Calculating Flectron Binding Energies and Dyson Orbitals with Ab Initio Propagator Methods, Depart-
ment of Chemistry, University of Illinois, Urbana, Illinois, May 7, 2015.

Five Aspects of Theoretical Chemistry, Southeast Theoretical Chemistry Association, Orlando, Florida,
May 15, 2015.

Ground and excited states of three—dimensional carbon and boron clusters from P34+ and NR2 electron—
propagator theory, International Conference on Chemical Bonding, Lihue, Hawaii, July 6, 2015.

Electron Propagator Theory: Concepts and Calculations, Gaussian, Inc., Wallingford, Connecticut,
July 17, 2015.

Electron Affinities and Dyson Orbitals of Large Acceptor Molecules, XXIV International Materials
Research Congress, Cancun, Mexico, August 22, 2015.

Dyson Orbitals and New Kinds of Chemical Bonding, Department of Chemistry and Biochemistry
Seminar, James Madison University, Harrisonburg, Virginia, October 16, 2015.

Electron Propagator Calculations on Carbon and Boron Clusters, Theoretical Chemistry Seminar, Cen-
tro de Investigacién y de Estudios Avanzados del Instituto Politécnico Nacional, Mexico City, Mexico,
November 25, 2015.

Efficient and Accurate Propagator Methods for Calculating Electron Binding Energies, Sanibel Sym-
posia, Saint Simons Island, Georgia, February 17, 2016.

Learning Chemical Principles from Electron Propagator Calculations, Alabama Agricultural and Me-
chanical University, Huntsville, Alabama, April 12, 2016.

Learning Chemical Principles from Electron Propagator Calculations, Oakwood University, Huntsville,
Alabama, April 12, 2016.

Quantum Chemistry at Auburn University, NOBCChE Joint Annual Southeast—Southwest Regional
Meeting, Baton Rouge, Louisiana, April 22, 2016.

Foundations and Applications of Orbital Concepts in the Dyson Quasiparticle Equation, Southeast
Theoretical Chemistry Association, Tallahassee, Florida, May 13, 2016.

Learning Chemical Principles from Electron Propagator Calculations, University of Alabama, Huntsvil-
le, Alabama, August 26, 2016.
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203.

204.

205.

206.

207.

208.

209.

210.

211.

212.

213.

214.

215.

216.

217.

218.

219.

220.

Ab Initio Propagator Studies of P-N Cluster, Superhalogen and Double—Rydberg Anions, Southeastern
Regional Meeting, American Chemical Society, Columbia, South Carolina, October 26, 2016.

Los Orbitales de Dyson y la Estructura Electrénica de Aniones Exdticos, XV Reuniéon Mexicana de
Fisicoquimica Tedrica, Mérida, Yucatan, México, November 18, 2016.

Ab Initio Electron Propagator Theory and Computational Applications, Connecticut Valley Quantum
Chemistry Meeting, Wallingford, Connecticut, April 20, 2017.

Electron Propagator Theory, Dyson Orbitals and Correlation—Bound Anions, Chemistry Colloquium,
Wesleyan University, Middletown, Connecticut, April 21, 2017.

Orbital Concepts, Propagator Methods and Novel Chemical Bonding in Anions, Science Gateways
Community Institute Workshop, Jackson State University, Jackson, Mississippi, May 9, 2017.

Electron Propagator Theory, Dyson Orbitals and Correlation-Bound Anions, Materials After Dark
Seminar, Advanced Materials Science and Engineering Center, Western Washington University, Belling-
ham, Washington, August 8, 2017.

Double Rydberg Anions and Their Dyson Orbitals, American Chemical Society National Meeting,
Washington, DC, August 24, 2017.

Double Rydberg Anions and Their Dyson Orbitals, Department Seminar, University of North Georgia,
Gainesville, Georgia, October 13, 2017.

Correlation—-Bound Anions and Their Dyson Orbitals, Conference on Current Trends in Computational
Chemistry, Jackson, Mississippi, November 10, 2017.

Propagator Theory of Correlation-Bound Anions and Their Dyson Orbitals, Sanibel Symposium, Saint
Simons Island, Georgia, February 20, 2018.

Diversity and Excellence: Advice for Department Chairmen, Symposium on How to Foster Diversity in
the Chemical Sciences, Committee on Minority Affairs, American Chemical Society National Meeting,
New Orleans, Louisiana, March 19, 2018.

Toward Diversity and Ezcellence: Measures for Department Chairmen, Symposium on Diversity in
the Chemical Enterprise, Southeast Regional Meeting of the American Chemical Society, Augusta,
Georgia, November 2, 2018.

Rydberg Anions, Solvated Electron Precursors and Their Dyson Orbitals, American Chemical Society
National Meeting, Orlando, Florida, March 31, 2019.

Rydberg Anions, Solvated Electron Precursors and Their Dyson Orbitals, Current Topics in Theoretical
Chemistry, Universidad de San Francisco de Quito, Cumbayd, Quito, Ecuador, July 4, 2019.

Diffuse and magnetic Dyson orbitals in the Rydberg anions and solvated—electron precursors of transi-
tion—metal chemistry, American Chemical Society National Meeting, San Diego, California, August
27, 2019.

Diffuse Dyson orbitals in Rydberg anions and solvated—electron precursors, Department of Chemistry
and Biochemistry, Old Dominion University, Norfolk, Virginia, November 6, 2019.

Diffuse Dyson orbitals in Rydberg anions and solvated—electron precursors, Department of Chemistry
and Biochemistry, Hampton University, Hampton, Virginia, November 7, 2019.

Correlated, one-electron theories of chemical bonding and spectra: applications to exotic anions, Chem-
istry and Chemical Biology Seminar, University of California, Merced, California, February 28, 2020.
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221.

222.

223.

224.

225.

226.

227.

228.

229.

230.

231.

232.

233.

234.

Introduction to Quantum Chemistry, Molecular Sciences Software Institute, online seminar, July 20,
2020.

Correlated, one-electron theories of chemical bonding and spectra: applications to exotic anions, Molec-
ular Sciences Software Institute, online seminar, July 21, 2020.

Dyson—Orbital Concepts in the Fxploration of Chemical Bonding, Department of Chemistry, Syracuse
University, online seminar, October 13, 2020.

Electron—Propagator Self-Energies Versus Improved GW100 Vertical Ionization Energies, Tenth Tri-
ennial Conference on Molecular Quantum Mechanics, Blacksburg, Virginia, June 29, 2022.

Electron—Propagator, Extended—Koopmans and Self-Consistent—Field Perspectives on Electron—Binding
Energies, Sixth International Conference on Molecular Electronic Structure, Monastir, Tunisia, Septem-
ber 5, 2022.

The Chemistry of Electron Binding Energies and Their Dyson Orbitals, Knight Lecture, Department
of Chemistry, University of Akron, Akron, Ohio, April 4, 2023.

What Are the Electrons Doing in Molecules?, Knight Lecture (for generalists), University of Akron,
Akron, Ohio, April 5, 2023.

The Chemistry of Electron Binding Energies and Their Dyson Orbitals, Physical Chemistry Seminar,
Department of Chemistry, University of Florida, Gainesville, Florida, September 26, 2023.

A Balanced Life: The Calling of Chemistry, Keynote Address, American Chemical Society Auburn
Local Section Meeting, Troy University, Troy, Alabama, February 23, 2024.

New-Generation FElectron—Propagator Methods for Calculating Molecular Electron—Binding Energies
and Dyson Orbitals, Sanibel Symposium, Saint Augustine Beach, Florida, February 27, 2024.

New-Generation Electron—Propagator Concepts in Chemical Bonding Theory, Chemistry Department
Colloquium, Johns Hopkins University, Baltimore, Maryland, March 12, 2025.

New-Generation Electron—Propagator Concepts in Chemical Bonding Theory, Tenth International Con-
ference on Chemical Bonding, Kapa’a, Kauai, Hawaii, August 23, 2025.

The Balance and Beyond: Quantum Chemistry and NOBCChE, Percy Julian Award Lecture, 2026
Meeting of the National Organization for the Professional Advancement of Black Chemists and Chem-
ical Engineers, Cincinnati, Ohio, September 22, 2026.

The Chemistry of Electron Binding Energies and Their Dyson Orbitals, Percy Julian Award Seminar,
2026 Meeting of the National Organization for the Professional Advancement of Black Chemists and
Chemical Engineers, Cincinnati, Ohio, September 22, 2026.
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2.6 Funding
2.6.1 National Science Foundation
e Structure and Bonding in Double Rydberg Anions and Related Species

Effective Dates September, 2016 — August, 2022
Total Funding $420,000

e Propagator Theory and FElectronic Structure of Anions and Molecules

Effective Dates July, 2008 — June, 2013
Total Funding $414,000

e Flectron Propagator Theory and Electronic Structure of Nucleotides, Double Rydberg Anions, Metal-
Ozide Clusters and Metal-Base Complezes

Effective Dates June, 2005 — May, 2009
Total Funding $429,000

e Selective Prediction of Novel Molecular Wires

Co-PIs Y. Dahnovsky (University of Wyoming), A. Nitzan (Tel Aviv University)
Effective Dates September, 2004 — August, 2007
Total Funding $222,459 at Kansas State University ($499,345 total)

e Flectron Propagator Theory and Anion Electronic Structure

Effective Dates January, 2002 — December, 2005
Total Funding $429,000

e Ab Initio Electron Propagator Calculations on Molecular Anions

Effective Dates January, 1999 — June, 2003
Total Funding $371,178

e Americas Program Planning Visit to Develop Collaboration on the Chemistry of Ions, Ecuador

Effective Dates February, 1995 — January, 1996
Total Funding $2,435

e Prediction and Analysis in Electron Propagator Theory

Effective Dates May, 1994 — October, 1998
Total Funding $210,000

e Renormalized Electron Propagator Theory: Development, Application and Interpretation

Effective Dates May, 1991 — October, 1994
Total Funding $173,000

e Development and Application of Computer Programs for Propagator Calculations

Effective Dates May, 1988 — October, 1991
Total Funding $124,800
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2.6.2 American Chemical Society: Petroleum Research Fund

e Structure and Bonding in Free and Hydrated Dicarboxylate Dianions

Effective Dates September, 1999 — August, 2003
Total Funding $82,500

e Carbon Polyanions

Effective Dates July, 1995 — August, 1998
Total Funding $50,000

e FElectronic Structure of Anion—Molecule Complexes, Rydberg Anions and Carbon Cluster Dianions

Effective Dates September, 1991 — August, 1993
Total Funding $40,000

e Theoretical F-block Organometallic Chemistry

Effective Dates July, 1984 — June, 1987
Total Funding $15,000

2.6.3 Science Applications International Corporation

e Quantum Chemical Modeling of Chemical Warfare Materials

Effective Dates January, 2011 — April, 2011
Total Funding $40,000

e Quantum Chemical Modeling of Chemical Warfare Materials

Effective Dates January, 2007 — December, 2007
Total Funding $87,636

2.6.4 Department of Defense, DEPSCoR

e Ab Initio Propagator Theory of Clusters

Effective Dates March, 1999 — February, 2002
Total Funding $163,376

2.6.5 Department of Defense, Defense Threat Reduction Agency

e Quantum Chemical Modeling of Decomposition of Chemical Warfare Materials

Effective Dates August, 2007 — July, 2011
Total Funding $328,043

2.6.6 Gaussian, Incorporated

e FElectron Propagator Programs for Ab Initio Calculations on Molecules

Effective Dates January, 1994 — June, 2000
Total Funding $195,000
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2.6.7 Department of Energy

o Sandia—University Research Program: Localized Models of Molecular Electronic Structure and Auger
Spectroscopy

Effective Dates November, 1983 — October, 1985
Total Funding $52,000

o Computational Investigation of Polysilane Materials

Effective Dates November, 1995 — September, 1996
Total Funding $25,000

2.6.8 National Aeronautics and Space Administration: JPL
o Analysis of Boron Carbide’s Electronic Structure

Effective Dates July, 1984 — July, 1986
Total Funding $71,920
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10.

11.

12.

13.

Teaching

Honors
Erwin W. Segebrecht Distinguished Faculty Achievement Award, 2001
Nominated for Outstanding Teacher, 1990-1
Instructors Rated Excellent By Their Students, Fall, 1985
Instructors Rated Excellent By Their Students, Spring, 1984
Instructors Rated Excellent By Their Students, Fall, 1983

New Courses
Chemistry 107, Chemistry for Nontechnical Majors Laboratory, Fall, 1993
Chemistry 105, Chemistry for Nontechnical Majors, Fall, 1992
General Honors 221, Introduction to the Sciences: Chemistry, Fall, 1992

Pedagogical Lectures

. La Mecdnica Cudntica, Centro Cultural Ecuatoriano Alemén, Guayaquil, Ecuador, August 25, 1976.

Introduccion a la Quimica Cudntica, Universidad de Guayaquil, Guayaquil, Ecuador, September 5-16,
1977.

Avance en la Quimica Cudntica, Universidad de Guayaquil, Guayaquil, Ecuador, May 5, 1987.

La Teoria de Propagadores en la Quimica Cudntica, Departamento del Estado Sélido y Criogenia,
Instituto de Investigacién en Materiales, Universidad Nacional Auténoma de México, Mexico City,
Mexico, November 7-9, 2000.

Introduccion a la Quimica Computacional, Instituto de Investigacién en Materiales, Universidad Na-
cional Auténoma de México, Mexico City, Mexico, June 25-29, 2001.

La Quimica Cudntica, Tercer Congreso Internacional de Quimica, Instituto Tecnolégico de Monterrey,
Monterrey, Mexico, March 16, 2002.

Introduccion a la Teoria del Propagador del Electron, Parte 1, Universidad de Valladolid, Valladolid,
Spain, July 16, 2003.

Introduccion a la Teoria del Propagador del Electron, Parte 2, Universidad de Valladolid, Valladolid,
Spain, July 18, 2003.

Introduccion a los Propagadores en la Estructura Electrénica, Parte 1, Universidad de Chile, Santiago,
Chile, January 20, 2004.

Introduccion a los Propagadores en la Estructura Electrénica, Parte 2, Universidad de Chile, Santiago,
Chile, January 22, 2004.

Electronic Structure in Polysilanes, Indian Institute of Technology - Bombay, Mumbai, India, January
3, 2008.

Chemical Diversity: A Journey to Jackson State, Jackson State University, Jackson, Mississippi, Oc-
tober 29, 2009.

Introduccion a la Quimica Cudntica, Instituto de Investigaciones en Materiales, Universidad Nacional
Auténoma de México, Mexico City, Mexico, June 2529, 2012.
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3.4

3.5

Courses Taught
Molecular Structure Theory: Fall 1983, Fall 1984, Fall 1985, Fall 1986, Fall 1989.

Topics in Physical Chemistry: Spring 1984 (Valence Theory), Spring 1985 (Group Theory), Spring
1991 (Group Theory)

Quantum Chemistry I: Fall 1988, Fall 1990, Fall 1994, Fall 1996

Quantum Chemistry II: Spring 1986, Spring 1987 (Spectroscopy), Spring 1989, Spring 1990 (Applied
Molecular Orbital Theory)

Principles of Chemistry 1 (Honors): Fall 1987

Principles of Chemistry 2 (Honors): Spring 1988

Chemistry for Nontechnical Majors: Fall 1991, Fall 1992, Fall 1993, Fall 1994, Fall 1995
Chemistry for Nontechnical Majors Laboratory: Fall 1993, Fall 1994, Fall 1995
Introduction to the Sciences: Fall 1992

Chemical Applications of Group Theory: Fall, 1993

Chemistry I: Spring 1997, Fall 2005

Chemistry II: Fall 1997 (Accelerated), Fall 2002

Theoretical Chemistry I: Fall 1998, Fall 1999, Fall 2000, Fall 2001, Spring 2003, Fall 2003, Fall 2004
Theoretical Chemistry II: Spring 1998, Spring 2000

General Physical Chemistry: Spring 1999, Spring 2001, Spring 2004

Undergraduate Seminar in Chemistry: Spring 2002

Physical Chemistry II: Spring 2005, Spring 2006, Spring 2016, Spring 2017, Spring 2021, Spring 2022,
Spring 2023

Special Topics in Physical Chemistry: Molecular Electronic Structure Theory: Spring 2011, Spring
2012, Spring 2013, Spring 2014, Fall 2018

Computational Chemistry: Fall 2015
Advanced Physical Chemistry II: Fall 2016, Fall 2019, Fall 2020, Fall 2021, Fall 2022
Quantum and Statistical Mechanics: Spring 2018, Spring 2019, Spring 2020

Present and Former Research Students and Collaborators

3.5.1 Faculty Visitors

Ilya G. Kaplan, National Autonomous University of Mexico, 2001-2
Brian Weiner, Pennsylvania State University, 2001, 2002, 2003
Manoj K. Mishra, Indian Institute of Technology, Bombay, 2006.
Tomonori Ida, Kanazawa University, Japan, 2006-7.

Goncagiil Serdaroglu, Cumhuriyet University, Sivas, Turkey, 2013-14.
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3.5.2 Postdoctoral Fellows
e Iris Howard, 1984-6
e Vyatcheslav G. Zakrzewski, 1993-7
e Olga Dolgounitcheva, 1996-2003, 2006-14
e Antonio M. Ferreira, 2000-1
e Alexander Mitin, 2000-1
e Yasuteru Shigeta, 2000-1
e Srikanth Kambalapalli, 2002-5
e Junia Melin, 2004-9
e Roberto Flores, 20067
e David K. Hahn, 2007-11
e Samir El Zein, 2010-12

e Livia Streit, 2012-2013

3.5.3 Graduate Students
e Pelayo F. Fernandez, M.S., 1985

e Jyh—Shing Lin, Ph.D., 1990

e Mark Enlow, Ph.D., 2002

e John Herbert, non-degree student, 1999-2000

e Gustavo Seabra, Ph.D., 2005

e Francisco J. Tenorio Rangel, University of Guanajuato, visiting student, 2003

e Barbara Herrera, Catholic University of Chile, visiting student, 2003

e Koevi Agbemehin, 2003-6

e Alexey Kletsov, University of Wyoming, visiting student, 2005

e Alfredo Guevara, National Autonomous University of Mexico, visiting student, 2005
e Marco Vinicio Vézquez, National Autonomous University of Mexico, visiting student, 2005
e Livia Streit, University of Campinas, Brazil, visiting student, 2011-2

e Teresa Tamayo, University of Guadalajara, Mexico, visiting student, 2014

e Alberto Baiardi, Scuola Nazionale Superiore, Pisa, Italy, visiting student, 2015

e Héctor Francisco Hernandez Corzo, Ph.D., 2018

e Manuel Alejandro Diaz Tinoco, Ph.D., 2019

e Ernest Opoku, Ph.D., 2025
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3.5.4 Undergraduate Students

Eric P. Parker, B.S., 1989

Stephanie Harris, Towson State University, National Science Foundation, Research Experiences for
Undergraduates participant, 1995

Andrew Robertson, Fort Lewis College, National Science Foundation, Research Experiences for Un-
dergraduates participant, 1996

Hugh Hopper, Hendrix College, National Science Foundation, Research Experiences for Undergraduates
participant, 1998

Michael Lococo, Bard College, National Science Foundation, Research Experiences for Undergraduates
participant, 1999

Quentin Wallez, Clermont—Ferrand University, visiting student, 1999

Benjamin Champion, Howard Hughes Medical Institute Undergraduate Research Scholar, 2000-2,
Rhodes Scholar, 2003

Viatcheslav V. Zakjevskii, 2002-6

Tan Murray, non—degree student, 2003

Mark Sterling, B.S., 2006

Dena Dourisseau, Developing Scholars Program, 2004
Sam King, 2005-6

Alexander Zakjevskii, 2007-2012

Jared Krosser, 20156

Lonnisha Smith, 2017

Andricus Burton, Troy State University, 2018
Stephanie Rivera, Florida A & M University, 2018
Kayla Frazier, Florida A & M University, 2019
Christian Mattil, 2019-20

Logan Blanc, 2019-20

Julia DeCarlo, 2020-21

Ryan Williams, 2021-22

3.5.5 High School Students

Jaime Gustafson, Project SEED / Upward Bound Student, 1999
Vy Bui, Project SEED / Upward Bound Student, 1999
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4 Service and Administration

4.1 Departmental
4.1.1 Chairmanship at Auburn University

The maximum of two, four—year terms was served.
e 2006

— Renovation of computational laboratories for Assistant Professor O. Acevedo
— Recruiting poster in English and Spanish

— Recruiting brochure with detachable updates on faculty research interests

— Increase in recruiting visits: 15 faculty participants

— $500,000 internal funding obtained for mass spectrometry laboratory

— Approval of Directorship of Mass Spectrometry Laboratory

— Establishment of committees to oversee Departmental instruments and determine charge struc-
tures

— Space survey for federal inspectors

— Supervision of case for promotion to Professor: T. Albrecht-Schmitt

— Supervision of case for promotion to Associate Professor and tenure: H. Ellis
— Supervision of three—year review: S. Striegler

— Post—tenure review: V. Cammarata

— Organization of new committee structure: Assessment, Equipment and Facilities, Graduate Ad-
mission, Graduate Program, Graduate Recruiting, Library, Safety, Space, Undergraduate Cur-
riculum

— Committee assignment policy: advance consultation of faculty and minimization of assignments
to untenured faculty

— Creation of elected, three—person Faculty Council with three—year terms

— Policy on peer—review of teaching approved by faculty

— Reform of charge structure and accounting practices of Scientific Supply Store
— National Research Council survey completed

— Assessment of emergency power needs
e 2007

— Administrative structure established: Associate Chairman (V. Cammarata), Graduate Program
Officer (T. Albrecht—Schmitt), Undergraduate Program Officer (M. McKee), Outreach Coordina-
tor (K. West)

— Space utilization survey

— Reorganization of Chemistry Graduate Students Council and amplification of its activities to
include picnic, poster session, graduate program tutorials, career skill seminars, maintenance of
mess areas

— Reorganization of American Chemical Society Student Affiliate; achievements include by—laws,
regular activities, eligibility for funding as a student organization and identification of a permanent
advisor
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e 2008

Initiation of Laboratory for Confocal Raman microscopy in collaboration with Physics and Chem-
ical Engineering Departments

Corrections to undergraduate bulletin

Instructors hired: J. Gorden, J. Ring and R. Prusti (summer term)

Assistant Professor (inorganic chemistry) hired: C. Goldsmith

Merit evaluation form for annual evaluations

Establishment of Actinide Center

Waiver of application fee for graduate program confirmed by Graduate School
Supervision of case for promotion to Associate Professor and tenure: E. Duin
Post—tenure reviews: D. Stanbury, M. Squillacote, A. Illies

Dual-career accommodation for husband of Assistant Professor A. Gorden provided by hiring J.
Gorden as Instructor

Dual-career accommodation for husband of Assistant Professor S. Striegler investigated by semi-
nar invitation

Supervision of purchase of two mass spectrometry instruments in consultation with Equipment
Committee

Renovation of air—conditioning in 600 MHz nuclear magnetic resonance (NMR) laboratory
Repairs to MALDI-TOF instruments in Mass Spectrometry Laboratory

Repairs to 400 MHz NMR instrument procured with assistance from Vice Provost for Research
Reforms in Biochemistry B.S. degree program to clarify Biology requirements

Reforms in Chemistry B.A. degree program to accommodate pre-medical students

Departmental Award Banquet to recognize student achievements, scholarship donors, emeritus
faculty and prominent alumni

Revision of summer teaching schedule to emphasize freshman and organic courses in order to
subsidize more graduate students with assistantships

Increase in faculty advisors from three to eight and organization of tutorial sessions for advisors
Improvement of Departmental web site and on—line graduate recruiting

Intensified graduate student recruiting through biannual Invitational events that include poster
sessions, laboratory tours and meetings with faculty and current graduate students

Organization of Symposium on Functional Polymers in honor of Professor S. D. Worley

Creation of Committee on By-laws with the charge of reporting proposed rules of Departmental
governance for faculty approval

R. Blumenthal appointed to succeed T. Albrecht—Schmitt as Graduate Program Coordinator

Financial reports presented in faculty meetings on summer budget, lab—fees, indirect cost return
and Scientific Supply Store

Faculty approval of procedure for conducting confidential votes
Safety policy posted on Department web site

Report for five-year Academic Program Review

Assistant Professor (analytical chemistry) hired: C. Easley

Asian Instructors hired: M. Bharara and J. Kim
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— Surplus generated by summer—semester schedule with only large—enrollment courses

— Summer surplus used to support seven graduate students

— Supervision of cases for promotion to Associate Professor and tenure: E. Duin, S. Striegler
— Supervision of three—year reviews: A. Gorden, S. Mohanty

— Seminar invitation to senior, female scientist to consider her moving to Auburn University
— Assistant provided for faculty in Laboratory Technology and Medical Technology programs

— Unsuccessful counteroffer to retain T. Albrecht—Schmitt considered by him to be of equal quality
to offer received from Notre Dame University

— Position procured for staff scientist in nuclear magnetic resonance spectroscopy
— Professional improvement (sabbatical) leave obtained for V. Cammarata

— Two mass spectrometry instruments put in operating condition with graduate assistant in charge
of routine maintenance

— Upgrades to electrical service in laboratories for mass spectrometry and computing
— Fire—safety inspection and complete remedial responses
— Fume-hood and furniture renovations for laboratory of C. Goldsmith

— Repairs and improvements to biochemistry infrastructure: autoclave, centrifuges, shakers and
incubators

— Infrastructure and equipment wish list assembled for college fundraisers

— Contacts initiated with a large utility company (Southern Company) to encourage sponsorship of
the Actinide Center

— Reduction of teaching loads for research—active faculty who recently have taught many large
classes
— New class of graduate students is largest in over twenty years

— Abundance of new graduate students that enables all Assistant Professors and recently promoted
Associate Professors to have research groups with 2-4 members

— Reforms to undergraduate curriculum pertaining to independent study courses
— Faculty ratification of new core—course and cume—-examination requirements for graduate degrees
— Departmental Banquet addressed by distinguished alumnus, D. Philen

— Application submitted to form a local student chapter of the National Organization for the Pro-
fessional Advancement of Black Chemists and Chemical Engineers with J. V. Ortiz serving as
advisor

— All physical chemistry courses offered in both fall and spring semesters to encourage undergraduate
majors

e 2009

— Three-year, Technology—Education Partnership with NOBCChE approved by Office of Diversity,
Colleges of Engineering and of Sciences and Mathematics and Departments of Chemical Engi-
neering and of Chemistry and Biochemistry

— Highly favorable report from external Academic Program Review committee
— Safety review policy for researchers who are leaving the university

— Removal of Office Supervisor

— New office Supervisor hired: Lynn Walker

— Female, African—American Instructors hired: Robin Sibert, Ria Yngard
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Laboratory managers hired: Dan Philen, Duane Leinhos

Director of Mass Spectrometry Laboratory hired: Yonnie Wu

Director of Nuclear Magnetic Resonance Laboratory hired: Michael Meadows
Supervision of tenure case: S. Mohanty

Supervision of three—year reviews: O. Acevedo, W. Zhan

Professional improvement (sabbatical) leave obtained for C. Shannon and M. McKee
Several repairs to centrifuges and other biochemistry infrastructure

Upgrades and repairs for single—crystal, x—ray diffractometer

Repairs to vacuum breakers in several laboratories

Several interactive sessions with students and faculty presented by Department of Risk Manage-
ment

Additional laboratory space procured for S. Mohanty and A. Gorden
Reforms in requirements for majors’ General Chemistry course

Increased enrollments accommodated by infrastructure improvements in undergraduate organic
chemistry laboratories

Renovations completed for x—ray diffractometry laboratory

Organic Chemistry Laboratory Manager hired: V. Ruychev
Supervision of tenure cases: S. Mohanty and A. Gorden

Supervision of three-year review: C. Goldsmith

Professional improvement (sabbatical) leave obtained for D. Stanbury
Instructors hired: A. Curtiss and H. McLean

University Cost Centers established for Mass Spectrometry Laboratory, Nuclear Magnetic Reso-
nance Laboratory, Powder X-ray Diffractometry Laboratory

Policy for science literacy and assessment in University Core Curriculum

Increased enrollments accommodated by infrastructure improvements in undergraduate general
chemistry laboratories

Hiring of staff assistant for grant and research accounting: B. Stallbaumer
General Chemistry Coordinator appointed: J. Gorden (spouse of faculty member)
Research Coordinator appointed: C. Shannon

Assistant Professor (physical chemistry) hired: K. Patkowski

Postdoctoral Fellow procured for Honors General Chemistry laboratory

Office renovations for S. Schneller and E. Duin

Chem 21 system installed for automated grading of laboratory reports

Repairs to 400 MHz NMR

Reduced teaching load for S. Mohanty

Repairs to Rigaku powder x—ray diffractometer

Safety and environmental measures for undergraduate organic chemistry laboratory

Reforms of policies on Graduate Faculty Status approved by faculty
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Space in new building for Office of Information Technology procured for computational chemistry
faculty: O. Acevedo, K. Patkowski, J. V. Ortiz

Reductions in library subscjriptions approved by faculty

Collaborative agreement between Auburn University and National Autonomous University of
Mexico, Iztapalapa approved by Presidents of both universities on the initiative of Chemistry
Department Chairmen, Marcelo Galvan and J. V. Ortiz

Emeritus status approved by A. Illies and W. C. Neely
Department banquet addressed by S. Schneller
Center for Oxidative Catalysis initiated

Administrative salary supplements procured for V. Cammarata, R. Blumenthal, M. McKee and
K. West

Highly positive report on undergraduate program from Committee on Professional Training of
the American Chemical Society

2011 Southeast Regional Meeting of the National Organization for the Professional Advancement
of Black Chemists and Chemical Engineers procured for Auburn University

Search initiated for Laboratory Manager to replace D. Philen

Policy on procedure for student evaluation of courses approved by faculty

Promotion and tenure policy ratified by faculty

Fellow, Academic Leadership Development Program, Southeastern Conference Academic Consor-
tium

Completion of facilities for additional capacity in general and organic chemistry laboratory courses

General chemistry courses conform to University Core Curriculum requirements for general edu-
cation and writing.

Space for computational chemistry equipment occupied in new building for Office of Information
Technology

Departmental presentation to Vice President for Research, J. Mason

K. RaghuVeer hired to replace Dr. D. Philen as Laboratory Manager for analytical, physical and
inorganic chemistry

Departmental Facebook page initiated
Supervision of three—year review: C. Easley
Supervision of tenure cases: O. Acevedo and W. Zhan

Retirement of Director of Glass Shop, W. Sandlin, followed by hiring of replacement, J. M.
Montgomery

Hiring of temporary staff assistant for grant and research accounting, L. Howard, to replace B.
Stallbaumer

Appointment of additional undergraduate advisors: A. Curtiss, E. Duin and W. Zhan
Procedures for electical power interruption established by faculty

ChemDraw software procured in collaboration with College of Science and Mathematics and
College of Pharmacy

Policy on graduate faculty status approved by faculty

Instructor hired: Dr. S. Hamilton (Auburn University alumna)
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First graduate student admission (H. Herndndez Corzo) under auspices of collaborative agreement
between Auburn University and National Autonomous University of Mexico, Iztapalapa

Spouse accommodation: J. Gorden converted from Instructor to Lecturer series

Hiring of temporary replacement for vacant Biochemistry Laboratory Manager position: K.
Willian

Southeast / Southwest Regional Meeting of the National Organization for the Professional Ad-
vancement of Black Chemists and Chemical Engineers organized under auspices of Department
of Chemistry and Biochemistry (attendance and poster records set for regional meetings)

Improved procedures for chemical inventory in Scientific Supply Store and in research laboratories
coordinated with Department of Risk Management and Safety

Search Committee for Interim Dean of College of Sciences and Mathematics

Coordination of nine-month project of improvements to the heating, ventilation and air—condition-
ing systems of the Chemistry Building by the Department of Facilities

Coordination of updates to Department’s web site
Coordination of peer reviews of teaching assigned to Division Chairmen

Coordination of backup generator project for Chemistry Building

Permanent Biochemistry Laboratory Manager hired: Dr. K. Willian
Policy on minimum vote needed for acceptability of faculty candidates
Policy on emeritus co—advisors of graduate students

Coordination of presentations and discussion on the Chairmanship of the Department of Mathe-
matics and Statistics

Appointed additional undergraduate advisors: C. Shannon, D. Stanbury, J. V. Ortiz

Obtained major equipment donation from U. S. Department of Justice in collaboration with Dr.
Darrell Davis of the Drug Enforcement Agency

Installation of emergency generator for Chemistry Building

Spouse accommodation resulting in the hiring of Dr. John Gorden as General Chemistry Coordi-
nator in tenure-track Assistant Professorship

Counteroffer for Dr. Susanne Striegler

Address to minority students participating in the Summer Bridge program on educational oppor-
tunities and career opportunities

Organized seminar by NOBCChE member Ashley Beasley of National Institute of Standards and
Technology to stimulate collaboration and educational outreach

Department curricula in compliance with AU requirements on student learning outcomes for oral
presentation

Assistant Professor (biochemistry) hired: Steven Mansoorabadi

Three-year, Technology—Education Partnership with NOBCChE approved by Office of Diversity,
Colleges of Engineering and of Sciences and Mathematics and Departments of Chemical Engi-
neering and of Chemistry and Biochemistry

New faculty committees on Student Awards and on Faculty Awards

Procured funding for new cold room and other renovations for Biochemistry Division
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New staff position created: Director of Instructional and Research Laboratories (DIRL). A chemist
with a Ph.D. will be hired to perform many administrative duties that have been assigned to
faculty.

African—American scientist hired as first DIRL: Dr. Catherine Situma

Supervision of tenure cases: Christopher Easley and Christian Goldsmith

Policy on duties and increased stipend for teaching and research assistantships approved by faculty.
Updated policy on assignment of graduate students to faculty advisors approved by faculty.
Presentation on status of Department to President, Provost and faculty.

Outreach on collaboration and student recruitment to colleagues at the following Historically Black
Colleges and Universities: Tuskegee University, Alabama Agricultural and Mechanical University,
Alabama State University.

Hunt Professorship for Professor Curtis Shannon

Harris Professorship for Professor David Stanbury

Medicinal Chemistry Certificate program begun in collaboration with Department of Pharmacal
Sciences

Instructional infrastructure procured for organic chemistry laboratory

Tribology minor program begun in collaboration with Department of Mechanical Engineering
Assistant Professor (organic chemistry) hired: Bradley Merner

Completion of cold room and general infrastructure project for Biochemistry Division
Renovation of new laboratory for Associate Professor Christopher Fasley

Third-year review of Assistant Professor Konrad Patkowski

Sponsorship of 2013 meeting of Southeast Theoretical Chemistry Association in Auburn, AL
Recruiting of two Bridge-to-the-Doctorate graduate students

Favorable Five-Year Administrative Review on J. V. Ortiz

Repairs to autoclave and centrifuge for Biochemistry Division

Reform of prerequisites for Instrumental Analysis course

New policy on excused absences for laboratory courses

New policy on faculty evaluation of teaching assistants

Hiring of Laboratory Manager for Clinical Sciences: Shaliah Armstrong

New policy of waivers of prerequisites by Department Advisors

Administration of Research Electronics Support Facility transferred from Office of Vice Provost
for Research to Chairman of Chemistry and Biochemistry

Tenure and promotion case of Assistant Professor John Gorden
Promotion case of Associate Professor German Mills

Knowles Professorship for Associate Professor Christopher Easley
Approval of Affiliates for Clinical Sciences degree programs

New faculty committee on social media

Accommodation provided by Department of Pharmacal Sciences for spouse of Assistant Professor
Bradley Merner
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Department rated number five in national poll of graduate—student satisfaction by graduatepro-
gram.com

— Over 20 new students begin graduate school
— Honors Organic course with laboratory begins

— Updated electronics for Nuclear Magnetic Resonance Laboratory

Organization of new faculty group: Auburn University Latino Association

Equipment worth over $300,000 acquired for undergraduate laboratories from government sources
2014

— New policy on evaluation of graduate students

— New policy on written examination for Ph.D. program

— Curricular reforms in Clinical Sciences degree programs

— Orlando Acevedo appointed as first S. D. and Karen Worley Professor
— Konrad Patkowski receives NSF Career Award

— Employment of American Chemical Society standard exam as diagnostic tool in general chemistry
courses

— Faculty hiring plan ratified by faculty vote

— Kathryn West receives NACADA award for advising
— New system installed for de—ionized water

— German Mills promoted to Professor

— Internal funds procured for upgrades to cold room and preventive maintenance for electron spin
resonance spectrometer

— Hiring of three Lecturers: Ashley Curtiss, Ria Yngard (spouse accommodation and African—
American), Lynn Mandeltort

— Hiring of Instructor: Eta Isiorho (spouse accommodation and African—American)
— Hiring of engineer, Jeffrey Estep, for the Research Electronics Support Facility

— Redistribution of laboratory space to accommodate untenured faculty (Steven Mansoorabadi) and
externally funded faculty with tenure (Anne Gorden)

— Reassignment of the Nichols Laboratory in the Chemistry Building to its original purpose: ad-
vanced, undergraduate education

4.1.2 Previous Institutions

Executive Council, elected term 20046

Chairman, Committee on Seminars and Lectures, 1997-2006

Chairman, Committee on Research Booklet and Web Site, 1997-2006
Chairman, Committee on Telefund, 1997-2006

Chairman, Promotion Committee for Associate Professor Daniel Higgins, 2005
Segebrecht Award Committee, 2005-6

Administrative Committee, 1997-2004

Chairman, Open Rank Physical Chemistry Search Committee, 2004
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Physical or Analytical Assistant Professor Search Committee, 2004
Departmental Records Committee, 2002—4

Segebrecht Award Committee, 19992000, 2003—4

Representative to State of Kansas Core Competency Committee, 2000—4
College of Engineering — Chemistry Liaison Committee, 20014
Chairman, Junior Analytical or Physical Chemistry Search Committee, 2003—4
Senior Analytical or Physical Chemistry Search Committee, 20034
Analytical or Physical Chemistry Search Committee, 2000—1

Tenure Committee, 2000

Chairman, Ad Hoc Committee on the Graduate Program, 1998-9
Executive Council, elected term 1998-2000, President 2000

Senior Faculty Search Committee, 19979

University and College

Promotion and Tenure Committee, College of Sciences and Mathematics, 2017-20

Advisory Board, Office of Inclusion, Equity and Diversity, College of Sciences and Mathematics, 2017—
23; Task Force on Inclusion, Equity and Diversity, 2020-3

International Program Council 2015-7

University Diversity Council, 20114

College of Sciences and Mathematics, Diversity Committee, 20072011

La Alianza (Alliance for Hispanic Affairs), 1999-2006, Executive Board 20036
Advisory Board, Minority Student Honorary Fraternity, 1999-2006

College of Arts and Sciences Diversity Committee, 2004—2006

Computing and Information Technology Advisory Committee, 2004—6
University Distinguished Lecture Awards Committee, 2006

President, La Alianza (Alliance for Hispanic Affairs), 2003—4

Goldwater Scholarship Committee, 2004

Search Committee on Interim Director for College of Engineering Multicultural Engineering Program,
2004

Search Committee for Dean of Arts and Sciences, 2002—3
NSF Minority Graduate Education Advisory Committee for Vice Provost for Research, 2000
Equity Issues Committee, Minority Equity Sub-committee, 2000

Patent Advisory Committee, 1999-2001
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Committee for Presidential Award for Outstanding Advisor, 1999

High—End Computing Task Force, 1998-9

Task Force on Structure of Research and Graduate Education, 1998-9

Tilford group, a committee constituted by the Provost on minority affairs, 1997-2001
Computing and Information Technology Advisory Committee, 19979

Research Policy Committee and Subcommittee on Intellectual Property, 1995-6

College of Arts and Sciences Junior Promotion and Tenure Committee, 1995

Executive Committee, High Performance Computing Education and Research Center, 1994—6
Council of the Americas, 1994-6

Search Committee for Director of Maui High Performance Computing Center, 1993
Advisory Committee on High Performance Computing Education and Research, 1992—4
Computer Use Committee, 1990-1, 1993-5

Government

Member, National Science Foundation Chemistry Theory, Models and Computational Methods Panel,
January 30, 2017.

Member, National Science Foundation Centers for Chemical Innovation Panel, March 9-13, 2015.

Participant, National Science Foundation Scientific Software Innovation Institute Workshop, August
9-10, 2010.

Member, National Science Foundation Software Infrastructure / Sustained Innovation Panel, July 15—
16, 2010.

Member, National Science Foundation Chemistry Theory, Models and Computational Methods Career
Panel, October 26, 2009.

Member, National Science Foundation Chemistry Research Instrumentation and Facilities: Depart-
mental Multi-User Instrumentation Computer Cluster Panel, October 24, 2008.

Member, National Science Foundation review panel for Partnerships in International Research and
Education, 2005.

Committee of Visitors for National Science Foundation, Human Resources Division Programs for Mi-
norities and Minority—Serving Institutions, February 1-2, 2001

Member, Department of Energy SciDAC (Scientific Discovery Through Advanced Computing) Panel,
May 25, 2001

National Computational Science Alliance Allocations Board, 2001

National Science Foundation, Academic Research and Infrastructure and Chemistry Research Instru-
mentation and Facilities Panel, April 18-19, 1996

National Science Foundation, Career Program Panel, February 6-7, 1995
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4.4

Department of Energy, Office of Energy Research, Computational Chemical Science Review Panel,
June 14-16, 1994

National Science Foundation, Young Investigator Award Panel, April 2-3, 1992
National Science Foundation, Chemistry Division Triennial Oversight Review Panel, April 22-23, 1992
Proposal Reviewer: National Science Foundation, Department of Energy, Air Force Office of Scientific
Research, National Institutes of Health

Professional
Past—Chairman, Auburn University Local Section of the American Chemical Society, 2018
Chairman, Auburn University Local Section of the American Chemical Society, 2017

Director-At-Large, Executive Board, National Organization for the Professional Advancement of Black
Chemists and Chemical Engineers, 2016-2019

Chairman—elect, Auburn University Local Section of the American Chemical Society, 2016

Advisor, Auburn University Chapter of the National Organization for the Professional Advancement
of Black Chemists and Chemical Engineers, 2008-2023

Chairman of Organizing Committee, Southeast Theoretical Chemistry Association meeting, Auburn,
Alabama, May 9-11, 2013.

Poster Judge for American Chemical Society Divisions of Physical and Computational Chemistry at
XIIT Simpésio Brasileiro de Quimica Teédrica, Sao Pedro, Sao Paulo, Brazil, 2005.

Symposium Chair, Structures and Properties of Small Clusters, Division of Physical Chemistry, 2005
American Chemical Society Meeting, 2004—5

Program Chair, 2004 American Chemical Society Midwest Regional Meeting, 2003—4
President, Kansas State University Local Section of the American Chemical Society, 2000
President—elect, Kansas State University Local Section of the American Chemical Society, 1999
Proposal Reviewer: Petroleum Research Fund of the American Chemical Society

Memberships

— American Chemical Society: Physical Chemistry Division, Theoretical Subdivision

— American Physical Society: Atomic, Molecular and Optical Physics Division, Chemical Physics
Division, Computational Physics Division

— National Organization for the Professional Advancement of Black Chemists and Chemical Engi-
neers

— International Society for Theoretical Chemical Physics
— World Association of Theoretically Oriented Chemists
— American Association for the Advancement of Science
— American Association of University Professors

— Sigma Xi

— Phi Lambda Upsilon

— Alpha Chi Sigma
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4.5

4.6

Editorial
Top reviewers for Journal of Chemical Physics, 2019
Editorial Board, International Journal of Quantum Chemistry, 2011-15
Top 20 reviewers for Journal of Chemical Physics, 2012
Top 20% of reviewers for Journal of Physical Chemistry, 2009
Editorial Board, International Journal of Quantum Chemistry, 2006-10
Editorial Board, Journal of Chemical Physics, 2006—8
Editorial Board, International Journal of Quantum Chemistry, 2001-5
Editorial Advisory Board, International Journal of Quantum Chemistry, 19948

Reviewer: Accounts of Chemical Research, Advances in Quantum Chemistry, Biophysical Chemistry,
Chemical Physics, Chemical Physics Impact, Chemical Physics Letters, Chemical Reviews, Chemistry
— A European Journal, Chemical Science, ChemPhysChem, Chemistry of Materials, Comments on
Inorganic Chemistry, Computational and Theoretical Chemistry, European Journal of Chemistry, Eu-
ropean Physical Journal, Inorganic Chemistry, International Journal of Mass Spectrometry and Ion
Physics, Journal of the American Chemical Society, Journal of the Brazilian Chemical Society, Journal
of Chemical Physics, Journal of Chemical Theory and Computation, Journal of Computational Chem-
istry, Journal of Inorganic and Organometallic Polymers, Journal of the Mexican Chemical Society,
Journal of Molecular Modeling, Journal of Organic Chemistry, Journal of Physical Chemistry, Journal
of Quantitative Spectroscopy and Radiative Transfer, Molecular Physics, Organometallics, PhysChem-
ChemPhys, Polyhedron, Polymer Journal, Spectrochimica Acta, Symmetry, Theochem, Theoretical
Chemistry Accounts

Consulting

Chairman, Morgan State University External Research Advisory Panel, 2014-2020

External Program Review, Department of Chemistry, University of Texas, San Antonio, October 13-15,
2013

Academic Collaborator, Gaussian, Incorporated, 1994—present

International Advisory Committee, Pan-American Workshop on Molecular and Materials Sciences:
Theoretical and Computational Aspects, Cuernavaca, Mexico, October 9-11, 2007

Northrup—Grumman Technology, Inc., 2005

International Advisory Committee, Pan-American Workshop on Molecular and Materials Sciences:
Theoretical and Computational Aspects, Cuernavaca, Mexico, February 17-19, 2003

External Advisory Committee for Support for Continuous Research Excellence Program at Jackson
State University, 2001-2006

Chemistry Focus Group Coordinator, Maui High Performance Computing Center and High Perfor-
mance Computing Education and Research Center, 19956

Affiliate Staff Scientist, Pacific Northwest National Laboratory, Department of Energy, 1994

Collaborator, Los Alamos National Laboratory, 1985-1992
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