Curriculum Vit

Nils Yngv e Ohrn

U.S. Citizen ; Married to Ann M. M. Thorsell; Two daugtters, Elisabeth
and Maria, one granddaugher, Katarina.

Education
F. M. (M. S.) UppsalaUniversity, Sweden-1958.
F. L. (Ph. D.) UppsalaUniversity, Sweden-1963.
F. D. (D. Sc.) UppsalaUniversity, Sweden-1966.

Professional Record

Professorof Chemistry and Physics, University of Florida, Gainesville,
1971-presen

Director, Quantum Theory Project, University of Florida, 1983-1998.

Visiting ProfessorH.C. rsted Institute, CopenhagenJniversity, Copen-
hagen,Denmark, Oct.-Dec. 1995.

Chairman, Departmert of Chemistry, University of Florida, 1977-1983.

Visiting Professorof Chemistry, University of Utah, Salt Lake City,
Utah, Fall, 1981,and Fall, 1984.

Asscciate Director, Quantum Theory Project, University of Florida,
1967-1977.

Visiting Professorof Chemistry, Aarhus University, Denmark, 1970-
1971.

Asscaciate Professorof Chemistry and Physics, University of Florida,
Gainesville,1966-1970.

Researhb Assciate, Uppsala University, Sweden,1963-1966.



Visiting Assistart Researb Professor,Departmert of Chemistry, Uni-
versity of Florida, Gainesville,1961-1963.

Researb Assistart, Quantum Chemistry Group, Uppsala University,
Sweden,1958-1961.

Present Research Interests

Dewelopmen of theoretical and computational methods applying quartum
medanics and statistical medanicsto atomic and molecular processesin
particular the electronic structure and reaction dynamics of molecular sys-
tems. Dewvelopmen and application of rigorous and computationally feasi-
ble time-dependen theoretical methods in study of transition probabilities,
crosssections,and rates of processessud as charge transfer, energy loss,
bond breaking and bond formation, at the atomic and molecularlevel. De-
velopmen and application of rigorous, computationally feasibletheoretical
methods in the study of spectra and properties of matter particularly with
the useof many-body and propagator theory.

Mem bership in Professional Societies

Fellow of the American Physical Scciety.

Member of the American Chemical Scciety.

Honorary Societies and Foreign Academies
SigmaXi
Phi Beta Kappa
Royal Acadeny of ScienceslUppsalaUniversity, Sweden
Finnish Acadeny of Sciences

Royal Danish Acadeny of Sciencesand Letters



Aw ards and Recognitions

Fulbright-Hays Fellow, 1961-1963.

Gold Medal awarded by The King of Sweden, March, 1980, for fur-
thering cultural and scierti ¢ relations betweenSwedenand the United
States of America.

The Florida Acadeny of SciencedMedal, 1984.

Danish Researb Acadeny Lecturer at Aarhus University, Denmark
Fall Semesterl991,and SummerTerm 1992.

The "Chaire Francqui Interuniversitairesd'Etranger” in Belgium (the
Universities of Namur, Antwerp, and Liege) April-September 1995.

Teading Improvemen Program (TIP) Award at the University of
Florida 1995.

The 1997 American Chemistry Scciety Florida Award.

Professional Excellence Program (PEP) Award at the University of
Florida, 1998.

Danish Researb Acadeny Lecturer at Aarhus University, Denmark,
Fall Semester1999.

Advancesin Quantum Chemistry, Vol 35, Academic Press(1999) en-
titted "Propagating Insight: A Tribute to Yngve Ohrn" (Eds. John R.
Sabin, Michael C. Zerner, J. Vincent Ortiz, and Henry Kurtz)

The University of Florida Teather/Scholar of the Year 2003/2004.

A symposium in Honor of N. Yngve Ohrn, Quantum Molecular Re-
sponse and Molecular Reaction Dynamics: Theory and Computation
an ICCMSE Highlighted Symposium, held at Corfu, Greece,Septem-
ber 25-30,2007.

Curren t Research Gran ts

NSF Sept.05-Aug.08,$360,000



Editorial W ork

Editor-in-Chief of the International Journal of Quantum Chemistry,
Interscience.

Editor of the International Journal of Quantum Chemistry, Interscience,
1967-2000.

Member of the Editorial Board of ChemicalPhysicsLetters, 1987-1990.

Invited Seminars, Talks, Lectures, etc. 1976-

"The Theory of lonization and Excitation Processes,"International
Workshop, Sanibel Island, Florida, January, 1976.

"Propagators in Quantum Chemistry," Departmertal Colloquium in
the Chemistry and Physics Departmerts, Cornell University, Ithaca,
New York, March, 1976.

"Metho ds without Wavefunctions,” The 2nd International Congresson
Quantum Chemistry, New Orleans, Louisiana, April, 1976.

Twernty Lectureson "Symmetry in Quantum Chemistry," and 10 Lec-
tures on "Green's Function Tedniques," The International Summer
Institute, UppsalaUniversity, Uppsala, Sweden,August, 1976.

"Propagator Calculations of Molecular Electronic Structure,” Oji In-
ternational Seminar,Hokkaido, Japan, Septenber, 1976.

"Calculation and Theory of Photoionization Cross Sections," Sandb-
jerg, Denmark NATO-SCHOOL, October, 1976.

Two plenary lecturesin the International Workshopon Quantum Chem-
ical Methods, held on Sanibel Island, January, 1977.

Lecture on "Diagrammatic Tedniquesand the Electron Propagator,”
Aarhus University, Aarhus, Denmark, July, 1977.

Lecture on "Single-Particle Methods for Large Clusters of Atoms,"
Helsinki Tednological University, Otaniemi, Finland, August, 1977.



Tweny Lectures on "Symmetry in Molecular Theory,” and 10 lec-
tures on "Propagator Methods," in the International Summer Scool
in Quantum Chemistry, UppsalaUniversity, Uppsala, Sweden,August,
1977. (Sixty participants from twenty-three di erent nations.)

Invited spealer in the Operation Interface Conferencearranged by
the American Chemical Scciety in New Orleans, Louisiana, Novemnber,
1977.

Lecture at the International Symposium on Quantum Chemistry and
Solid-State Physics held at Palm Coast, Florida, March, 1978.

Seminar spealer Battelle Researb Labs and Ohio State Chemistry
Departmert, Columbus, Ohio, April, 1978.

Outside evaluator on doctoral dissertation and defenseat Aarhus Uni-
versity, Aarhus, Denmark, May, 1978.

Lecturer at the NATO Advanced Study Institute of Theoretical As-
pects of the Electronic Structure and Properties of the Excited State
of Atoms, Moleculesand Solids, on the Island of Kos, Greece,June,
1978.

Lecturer at the International Summer Sdool on Quantum Chemistry
at UppsalaUniversity, Uppsala, Sweden, Septenber, 1978.

Invited plenary spealer at the Nobel Symposium on Many-Body The-
ory of Atomic Systemsat Geteborg, Sweden,June, 1979.

Invited plenary spealer at the Symposium on Many-Body Theoreti-
cal Approachesto Electron Correlation in Molecules,at Kobe, Japan,
October 1979 (Chemical Scciety of Japan).

Lecturer at the International Summer Scdool on Quantum Chemistry
at UppsalaUniversity, Uppsala, Sweden, Septenber 1980.

SessiorChairman at the National Resourcefor Computation in Chem-
istry's conferenceon "P erturbation Methods in Quantum Chemistry,"
Seattle, Washington, July, 1981.

Lecturer at University of Namur, Namur, Belgium, August, 1981.



Lecturer at the International Summer Scdool on Quantum Chemistry
and Solid-StatePhysicsat UppsalaUniversity, Uppsala,Sweden,Septem-
ber, 1981.

Invited plenary lecture at the ACS National Meeting in Las Vegas,
Nevada, March, 1982.

Member of an International Evaluation Committee of Applicants for
a Swedish Researh Council Professorshipin Atomic and Molecular
Physics, Stockholm, Sweden, June, 1982. (Committee of two with
ProfessorT. Anderson, Aarhus University, Aarhus, Denmark.)

Invited posterlecture at the IVth International Congresson Quantum
Chemistry at Uppsala, Sweden,June, 1982.

Member of International Evaluation Committee of Applicants for Chair
in Theoretical Physics at Stockholm University, Stockholm, Sweden,
July, 1982. (Committee of threewith ProfessoiKolos, Warsaw, Poland,
and ProfessorR. Ho man, Cornell University.)

Invited lecturer at the International SummerSdool in Quantum Chem-
istry at UppsalaUniversity, Uppsala, Sweden, August, 1982.

BCS lecturer at Namur University, sponsoredby the Belgian Chemical
Scciety for one week courseon Propagatorsin Quantum Chemistry,
Septenber, 1982.

Member of International Evaluation Committee of Applicants for the
Chair of Electron Physics(Materials Researh) at the Finland Tednical
University, Otaniemi, Finland, October, 1982.

Invited lecturer at the International Summer Institute in Quantum
Chemistry at UppsalaUniversity, Uppsala, Sweden, August, 1982.

Invited seminarspealer at Oak Ridge National Laboratory, Oak Ridge,
TennesseeNovember, 1983.

Invited seminarspealer at Aarhus University, Aarhus, Denmark, Jan-
uary, 1984.

Invited seminar spealer at Antwerp University, Antwerp, Belgium,
May, 1984.



Invited seminar spealer at Chalmer's University, Geteborg, Sweden,
May, 1984.

Plenary spealer at the Nordic Molecular Physics Days, Swendborg,
Denmark, May, 1984.

Invited seminar spealer at Bergen University, Bergen, Norway, June,
1984.

Invited spealer at the National ACS meetingin Philadelphia, Pennsyl-
vania, August, 1984.

Invited lecturer at the International Institute on New Materials at Up-
psala, Swedenand Helsinki, Finland, August, 1984.

Invited spealer at the Nobel Laureate Symposiumon Applied Quantum
Chemistry, PACCHEM 84, Honolulu, Hawaii, Decenber, 1984.

Invited lecturer at the 25th Sanibel Symposium, Marineland, Florida,
March, 1985.

Invited lecturer at the Coleman Symposium on Density Matrices at
Queen'sUniversity, Ontario, Canada, August, 1985.

Invited spealer at the NSF-sponsoredconferenceon the Interface of
Electronic Structure and Dynamics and the Workshop on the Future
of Quantum Chemistry, April, 1986, at Snavbird, Utah.

Invited spealer at the Saslatoon, Saslatchewan, Canada, Conference
on Mathematical Chemistry, June, 1986.

Member of review panel of the Air Forceof Sciertic Researh, "New
Researb Opportunities in Novel Propellants,” March, 1986.

Invited spealer at the Workshopon Resonancesat Lertorpet, Sweden
in August, 1987.

Invited seminar spealer at Aarhus University, Dept. of Chemistry,
June, 1987.

Invited spealer at the Workshopand Symposium on Many-Body The-
ory at Calcutta, India, February, 1988.
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Invited seminar speaker and ski professorat the University of Utah,
Departmert of Chemistry, March, 1988.

Visiting Professorat the Departmert of Chemistry, Aarhus University,
Aarhus, Denmark, July 1988.

Visiting Professorat the Departmert of Quantum Chemistry, Univer-
sity of Uppsala, August 1988.

Invited lecturer RUCA, University of Antwerp, Belgium. Ten lectures
on Molecular Orbital Theory, June, 1989.

Invited lecturer at the Nordic Researb Workshop on Chemical Reac-
tion Dynamics, held at Karlskoga, Sweden, August 7-18,1989.

Invited lectures: Four plenary lectureson di erent topics at the " Pro-
gramme Gouvernemetal en Tednologie de I'Information Calcul de
Puissance", Faculte s Universitaires Notre Dame de la Paix, Namur,
Belgium, June 1990.

Invited lectures: "Time-Dependen Dynamicsand Coheren States” (10
lectures) at the Institute of Quantum Chemistry, Uppsala University,
Sweden. August-October 1990.

"Theory of Molecular Anions”, Lecture at the Departmert of Chem-
istry, UppsalaUniversity, Sweden. August 1990.

"Atom-Diatom Reactive Collisions", Departmert of Chemistry, Upp-
salaUniversity, Sweden. Septeniber 1990.

"Time-Dependen Molecular Theory and Coheren States”, University
of CopenhagenH.C. rstedt's Institute. Deceniber 1990.

"Introduction to Time-Dependen Theory of Molecular Processes"Aarhus
University, Denmark. A seriesof lecturessponsoredby the Danish Re-
searth Acadeny, June-October 1991.

"Theory of Time Dependencein Elemertary Chemical Reactions”, in-
vited plenarylecture at the DanishChemicalScaciety Meeting, at Odense
University, June 12, 1991.



"1/N expansionsand Coheren States" invited lecture at the Scandi-
navian Workshop on Dimensional Scaling, June 16-22,1991, at H. C.
rsted Institute, University of Copenhagen,Denmark.

"Electron-Nuclear Dynamicsin Molecular Systems"invited lecture at
the NATO AdvancedResearb Workshopon Time-Dependert Molecu-
lar Dynamics: Experimert and Theory, held at Snowbird, Utah March
30- April 3, 1992.

Invited seminar"Time-Dependent Theory of Chemical Reactions" at
H.C. rsted Institute, Copenhagen,Denmark. August, 1992.

Invited seminar"Time-Dependent Theory of Chemical Reactions" at
Departmert of Chemistry, Aarhus University, Aarhus, Denmark, Novem-
ber, 1992.

Invited SCF lecturer at FacultesUniversitairesNotre-Damede la Paix,
Namur, Belgium 10 lectureson "Theory of Spectroscoly in Terms of
Propagators." May 24-29,1993.

Plenary spealer at the International Symposium on Coheren States:
Past, Presen, and Future, June 14-17,1993. "A Time-Dependen
Theory for Electron Nuclear Dynamics".

Plenary spealer at the Symposiumon Molecular Interactions, at Aarhus
University, Aarhus, Denmark, Decenber 10 and 11, 1993.

Presenation at the Swedish DefenseLaboratories (FOA), Decenber
14,1993.

Plenary spealer at the 34-th annual International Sanibel Symposium,
February, 1994, at Savgrass,FL.

Plenary spealer at the Symposiumon the ChemicalBond, July 26 and
27,1994, University of Copenhagen,Denmark.

Seminar Spealer at Uppsala University, Institute of Quantum Chem-
istry, Feb. 101995, " Coheren Statesfor Chemical Reactions".

Seminar Speaker, University of Utah, Chemistry Departmert, "The
Electron NuclearDynamicsTheory Applied to lon-MoleculeCollisions",
March 8, 1995.



Spealer at the Memorial Symposium for J.-L. Calais, at UppsalaUni-
versity, "Electron Nuclear Dynamics", June 15, 1995.

First occupart of the Francquilnteruniversity Chair in Belgium (Chaire
Francqui Interuniversitaires d'Etranger de Belgique) April-September
1995. Inaugural Public Lecture June 2, "Time and Chemistry", at
F.U.N.D.P., Namur. Lecture serieson "Applied Group Theory" during
June, July and August. Other Lecturesat variousBelgian Universities:
Mons Septenber 13, Leuven Septenber 19. Antwerp, Septenber 28,
29.

Seminarat the Chemistry Departmert, Aarhus University, October 19,
1995 "lon-molecule reactionsin a time-dependen formulation".

Final lecture in the Francqui seriesat F.U.N.D.P. (Namur, Belgium)
on October 27, 1995 "Quantum Chemistry; An Overview and a Look
to the Future”.

Visiting Professsorat H. C. rsted Institute, Copenhagen,Denmark,
October, November, Decenber, 1995, Lecture seriesabout "Time-
Dependent Theory of Molecular Reaction Dynamics".

Seminar at the Chemistry Departmert, University of Utah, "Time-
Dependert Theory of Molecular ReactionDynamics", March 13, 1996.

Plenary spealer at the Workshop on Algebraic Methods in Quantum
Dyanamics" held at the Fields Institute, Toronto, Canada,"Coherert
Satesin Molecular Reaction Dynamics",May 7-11,1996.

Invited lecture, "Excited reagetts and products in molecular collisions
without potertial energy surfaces"atthe National ACS meeting, Or-
lando, August 25-29,1996.

Invited lecture, "Electron Nuclear Dynamics", at the Symposium held
on the occasionof P.-O. Lewdin's 80 year birthday at Sanibel Island,
October 26-29,1996.

Invited Lecture, "Application of a Time-Dependen Theory to Molec-
ular Processes'at the 5th Conferenceon Current Trendsin Compu-
tational Chemistry, held at Vicksburg, Mississippi, Novenber 1 and 2,
1996.
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MDAD (Molecular Dynamics After Dark) seminarat the University of
Utah, Chemistry Departmert, Salt Lake City, Utah, March 12, 1997,
" New results with END".

Departmertal Colloquium spealer at the PhysicsDepartmert, Brigham
Young University, Provo, Utah, March 13, 1997 "Molecular Reaction
Dynamics".

Award Lecture at Regional ACS Meeting, Orlando, Florida on Friday
May 2, 1997, "Electron Nuclear Reaction Dynamics".

Invited plenary lecture at the XXth Brazilian National Conferenceon
CondensedMVatter Physiscs,at Caxambu, Brazil, June 10-14,1997.

Invited lecture at the "Electron Correlation Workshop: Fifty years of
the correlation problem.", at Cedar Key, Florida, June 15-181997 "
Correlation betweenelectronsand nuclei in molecularreaction dynam-

ICS".

Invited seminar at the Tednical University of Munich, Germary on
June 26, 1997, "Energetic proton collisionswith methaneand water".

Invited lecture to the Scciety of Physics Studerts at the University of
Florida, October 15, 1997 "Reactive Molecular Collisions".

Departmertal Colloquium spealer at the Departmert of Chemistry,
Aarhus University, Denmark, Novenber 24,1997 "A Time-Dependert
Picture of Molecular Reaction Dynamics".

Featured spealer at the meeting of the Royal Danish Acadeny of Sci-
enceand Letters at Copenhagen,Denmark, November 27, 1997 "The
Conceptof Time in Chemistry".

Invited spealer at the Symposium on Adiabatic and Nonadiabatic
Molecular Dynamics at Uppsala University, Sweden, Decenber 18,
1997 "The Electron Nuclear Dynamics Theory".

Invited spealer at the Frank E. Harris Symposium, held in Park City,
Utah, February 21, 1998 "Fragmertation ratios in reactive collisions
of protons with methanemolecules”.
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Invited seminarat the Faculte Universitaires Notre Dame de la Paix,
Namur, Belgium, June 12, 1998, "Molecular reaction dynamics with-
out potertial energysurfaces”.

QTP seminar, University of Florida, Nov. 18 1998, "How to get out
of the adibatic straitjacket".

Invited seminarat the Chemistry Departmert,Aarhus University, Den-
mark, Decenfber 16,1998, "New resultsin molecularreaction dynam-

ICS".

Invited talk at the workshopon Time-Dependert Quantum Molecular
Dynamics held at Brian Head, Utah, March 13-17,1999, "Electron
Nuclear Dynamics of Reactive Molecular Collisions."

Seriesof lectures on "Molecular Reaction Dynamics" at Aarhus Uni-
versity, Denmark, Fall Semester1999.

Lecture on "Chemistry careerin the USA" at Workshop for the Cen-
ter for Metal Catalyzed Reactions,Aahus University held at Svinklev
Badehotel, Septenber 14-151999.

Seminarat the Departmert of Physics, Aarhus University, Denmark,
"lon Atom Collisionsin the keV Range", Septenber 23, 1999.

Lecture at the Symposium "Synergismbetweenexperimert and theory
in organic chemistry” honoring ProfessorGeran Bergson,held at Up-
psala University, Uppsala, Sweden, October 1, 1999; "Fragmerntation
of methaneby collisionswith 30 eV protons".

The Chair's Invitational Seminar,"Time and Chemistry" at the Uni-
versity of Florida Chemistry Departmert on April 21, 2000.

Plenary lecture at DYNAM 2000in Arcachon, France,"D, + NH3 "
May 31-June3, 2000.

Seminarat the Departmert of Chemistry, University of Copenhagen,

Denmark, August 15,2000, "Electron NuclearDynamics,Recen Progress".

Invited plenary lecture "Abstraction and exchange mehanismsof the
D, + NH; reaction; Application of the END theory", at the MOLEC
conferenceSeptenber 17-22,2000 in Jerusalem,lsrael.

12



Invited lecture tour of Indian institutions in Decenber 2000: Dec.
6 at 11T, Bombay:" Nonadiabatic theory of molecular reaction dy-
namics"; Dec. 7. Tata Institute for Fundameral Researb: "Elec-
tron Nuclear Dynamics"; Dec. 11: National Chemistry Laboratory,
Pune: Electron Nuclear Dynamics"; Dec. 13: Indian Institute of
Science,Bangalore: "Nonadiabatic theory of molecular reaction dy-
namics"; Dec. 15: Theoretical Physics Institute of Mathematical Sci-
ences,Madras(Chennai): "Nonadiabatic treatment of ion-atom, and
ion-moleculecollisions”. Dec. 19: Jawahrlal Nerhu University, Delhi:
"Electron Nuclear Dynamics".

Invited pleanary lecture at the Indian Theoretical Chemistry Confer-
enceat |IT, Kanpur, Dec. 22,2000: "Electron Nuclear Dynamics".

Invited plenary lecture in the one-da conferenceon "Novel computa-
tional Approachesto Low-energy Atom-Atom and Atom-lon Scatter-
ing" held at the University of Florida, Feb. 3, 2001.

Invited plenary spealer at the National ACS Meeting in Chicago, Au-
gust 26-30, 2001, Symposium on "Ab initio simulation of chemical
dynamics".

Invited plenary spealer at the Regional ACS Meeting in Savannah,
Georgia, Septenber 23-26,2001, Symposium on "In teraction between
abinitio computations and experimert".

Invited PhysicsDepartmertal Seminar,University of Florida, October
18,2001 " Direct Nonadiabatic Dynamics of Molecular Processes".

Invited to deliver the CharlesA. Coulsonlecture at the University of
Georgia,April 16, 2002.

Invited lecturer at the International Seminarand Workshopon "Quan-
tum Dynamical Concepts: From Diatomics to Biomolecules",at Max-
Planc-Institut fur Physik Komplexer Systeme, Dresden, Germary,
April 15- May 3, 2002.

Invited lecturer at the ITAM Workshopon "Computational Approaches
to Time-Dependert Quantum Dynamics" at the Harvard-Snthsonian
Obsenatory, May 9-112002.
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Invited plenary spealer ("Electron Nuclear Dynamics") at the IV-th
International Congressof Theoretical ChemicalPhysics, Marly-le-Roi,
Paris, France, July 9-16,2002.

Invited spealer ("Proton collisions with organic molecules™) at WA-
TOC 2002,Lugano, Switzerland August 4-10,2002.

Invited seminars("Direct nonadiabatic molecularreaction dynamics")
at the Institute of Quantum Chemistry, Uppsala University, Sweden,
November 4 and 6, 2002.

Invited talk ("Direct nonadiabatic molecular reaction dynamics") at
SERMACS 02 in Charleston, SC Novenber 14-15,2002.

Invited seminar at the Departmert of Chemistry, Aarhus University,
Denmark, May 8, 2003:"Recert Results with Electron Nuclear Dy-
namics Theory"

Invited plenary lecture at the WernerBrandt Workshop,Playa del Car-
men, Mexico, June5, 2003: "Direct, Nonadiabatic, Molecular Collision
Theory".

Invited plenary lecture to the G. D. Billing memorial symposium at
CopenhagenUniversity, Copenhagen,Denmark, August 11-13,2003
"Direct, Nonadiabatic, Molecular Reaction Dynamics".

Invited seminarat the departmert of Physics,KansasState University,
Manhattan, Kansas,October 8, 2003.

The H. H. King Lecturer at KansasState University, Manhattan, Kansas
on October 9, 2003.

Symposium at Georgia Ted on the occasionof ProfessorJean-Marie
Andre's 60'th birthday: Spealers: Enrico Clemerti, H. F Scaefer,and
Y. Ohrn: "Chemistry with ClassicalNuclei and Quantum Electrons”,
April 5, 2004.

Conferenceon "ResponseTheory and Molecular Properties” at Sand-
bjerg Estate, Denmark, May 5-8, 2004. Lecturesby Y. Ohrn: "Jan
Linderberg, Scierist, Teater, Friend"and "Time-Dependern Molecu-
lar Reaction Dynamics".
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Invited lecturesat the Workshopon "Nonadiabatic Molecular Dynam-
ics" at Telluride, Colorado, August 1-6, 2004.

Invited lecture at the 25th Brandt-Ritc hie Workshopon Particle Pene-
tration Phenomenaand Excitations of Solids,in Gainesville, FL April
10-13,2005. "Direct, Nonadiabatic Molecular Reaction Dynamics

Invited lecture in the Workshop on "Quantum Dynamics of Complex
Molecular Systems",in Paris, France,May 18-21,2005.

Invited lecture at the University of Stockholm, AlbaNova University
Certer, Monday, August 22, 2005; "Time-dependen, direct, nonadia-
batic atomc and molecularreaction dynamics".

Invited lecture at the Workshop on \Prospects for Theory, Computa-
tion, and Simulation in the Molecular Sciencesn the 21'st Certury",
at Spiterstulen, Norway, August 2-7, 2006.

Invited spealer at the Conferenceon Current Trendsin Computaional
Chemistry on Novenmber 3-4 2006 at Jadkson, Mississippi.

Invited spealer and chair at the First International Meeting on Recert
Dewelopmerts in the Study of Radiation E ects in Matter, Playa del
Carmen, Q. Roo, Mexico, Decenber 5-8, 2006.

Invited spealer at the Symposium in Honor of ProfessorWilliam A.
Lester, University of California, Berkeley March 28-31,2007.

Invited lecturer at the Summer Scool on Multiscale Simulation and
Modeling, at Stockhlom, Sweden,June 4-15,2007.

Principal spealer at the Symposiumon\Quantum Molecular Respnse
and ReactionDynamics; Theory and Computations” in Honor of Yngve
Ohrn and part of the ICCMSE meeting at Corfu, Greece,Septenber
25-Septerber30, 2007.

Invited spealer at the SWTCC at TexasA&M, College Station, TX
October 12-14,2007.

Invited spealer at the Brazilian Theoretical Chemistry Conferenceat
Pocos de Caldas (MG) near Sao Paulo and Rio de Janeiro, Brazil
Novenber 18-21,2007.
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Publications

1.

10.

11.

12.

Y. Ohrn and J. Nordling, "On the Calculation of SomeAtomic Integrals
containing Functions of r 15, i3, r3," J. Chem. Phys. 39, 1864(1963).

. C. Reid and Y. Ohrn, "On the Calculation of Real Wave Functions in

Natural form for Two-Electron Systems,”" Rev. Mod. Phys. 35, 445
(1963).

. A Freman, J. Linderberg and Y. Ohrn, "Penetration E ects in the

2F-Seriesof CSI," J. Opt. Sac. Am. 54, 1064(1964).

. J. Linderberg and Y. Ohrn, "Improved Single Particle Propagatorsin

the Theory of Conjugated Systems,” Proc. Roy. Sac. A285, 445
(1965).

. Y. Ohrn and J. Linderberg, "Propagators for Alternant Hydrocarbon

Molecules,"Phys. Rev. 139, A1063(1965). Reprinted in the "Seriesof
SelectedPapersin Physics," by the Physical Scciety of Japan, Theory
of Molecular Structure 11, 131 (1966).

. Y. Ohrn and R. McWeery, "Justi cation of the One-Bady Model for an

Electron Outside a 'Core' with Applications to Lithium and Sadium,”
Arkiv Fysik 31, 561(1966).

. Y. Ohrn and J. Nordling, "Correlated Wave Functions of the Three

Electron lons," Arkiv Fysik 31, 471(1966).

. Y. Ohrn, "Quantum Mecdhanical Studiesof Electronic Spectra of Atomic

and -Electron Systems,"Acta Universitatis Upsaliensis68, (1966).

. Y. Ohrn and J.L. Calais, "Approximations in Quantum Chemistry,"

Sv. Kem. Tidskr. 79:4, 229(1967).

O. Martenssonand Y. Ohrn, "Complex Hybridization of Orbitals of s
and p Type," Theor. Chim. Acta (Berl) 9, 133(1967).

J. Linderbergand Y. Ohrn, "Impro ved DecouplingProcedurefor Green
Functions,” Chem. Phys. Letters 1, 295 (1967).

R. Manne and Y. Ohrn, "Chemistry Graduate Education in Sweden
and USA," Sv. Kem. Tidskr. 79, 11 (1967).
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14.

15.

16.

17.

18.

19.

20.

21.

22.

23.

24,

25.

. J. Linderberg and Y. Ohrn, "Derivation and Analysis of the Pariser-
Parr-Pople Model," J. Chem. Phys. 49, 716 (1968).

Y. Ohrn and J. Linderberg, "A RecurrenceRelation for Density Ma-
trices," Report of the Density Matrix Seminar, Queen's University,
Kingston, Ontario Canada,July 1968.

O. Goscinskiand Y. Ohrn, "Coupling of Equivalert Particlesin a Field
of Given Symmetry," Int. J. Quant. Chem. ||, 845(1968).

J. Linderberg and Y. Ohrn, "Tight Binding Model for Energy Bands
in Solids," Chem. Phys. Letters 3, 119 (1969).

J. Kouba and Y. Ohrn, "On the Projection of Many-Electron Spin
Eigenstates,"Int. J. Quant. Chem. 3, 513(1969).

J. Kouba and Y. Ohrn, "Natural Orbital ValenceShell CI-Studies of
Diatomic Molecules.l. Potential Energy Curvesand Spectra of Imido-
gen," J. Chem. Phys. 52, 5387(1970).

J. Gruninger, Y. Ohrn and P.O. Lowdin, "Comments on the Analysis
of Atomic Correlation Energies,"J. Chem. Phys. 52, 5551(1970).

R.J. Bartlett and Y. Ohrn, "How Quartitativ e is the Concept of Max-
imum Overlap," Theoret. Chim. Acta. 21, 215(1971).

S. Abdulnur and Y. Ohrn, "Calculation of Bound to Dispersion Ener-
gies,” Chem. Phys. Letters 6, 502 (1970).

J. Kouba and Y. Ohrn, "Natural Orbital ValenceShell CI-Studies of
Diatomic Molecules. Il. Potential Energy Curves and Spectra Boron
Carbide," J. Chem. Phys. 53, 3923(1970).

J. Kouba and Y. Ohrn, "Natural Orbital Iterations for the Ground
State of Nitric Oxide," Int. J. Quant. Chem. 5, 539(1971).

P.W. Thulstrup, Y. Ohrn and J. Linderberg, "Hall's Variational Prin-
ciple for Excited States," Chem. Phys. Letters 9, 488(1971).

S.F. Abdulnur, J. Linderberg, Y. Ohrn and P. W. Thulstrup, "Atomic
Certral Field Models for Open Shellswith Application to Transition
Metals," Phys. Rev. 6, 889(1972).
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26.

27.

28.

29.

30.

31.

32.

33.

34.

35.

E.W. Thulstrup and Y. Ohrn, "Con guration Interaction Studies of
NO and NO* with Comparisonsto Photoelectron Spectra,” J. Chem.
Phys. 37, 3716(1972).

A. Andersenand Y. Ohrn, "Con guration Interaction Studies of NF
and NF*," J. Mole. Spectr. 45, 358(1973).

P. Jrgensenand Y. Ohrn, "Triplet-Triplet Absorption Spectra of Al-
ternant Hydrocarbons within the Grand Canonical Time-Dependert
Hartree-Fock Approximation,” Chem. Phys. Letters 18, 261 (1973).

P. Jrgensen and Y. Ohrn, "A Comparison of Two Statistical Ap-
proadhesto Calculate Atoms and Molecular Orbitals,” Phys. Rev. 8A,
112(1973).

P. Linder, Y Ohrn and J. Sabin "Semi-Empirical Investigation of the
Electronic Structure and Stability of the Oxycumulenes,"Int. J. Quan-
tum Chem. 7S, 261(1973).

M. Vucelic, Y Ohrn and J.R. Sabin, "An Vibrational and Electronic
Properties of Carbon Dioxide," J. Chem. Phys. 59, 3003(1973).

G.D. PurvisandY. Ohrn, "Atomic and Molecular Electronic Properties
and Spectra from the Electron Propagator,” J. Chem. Phys. 60, 4063
(1974).

P.W. Thulstrup, E.W. Thulstrup, A. Andersenand Y. Ohrn, "Con g-
uration Interaction Calculation of SomeObsened Statesof NO , NO,
NO* and NO** , J. Chem. Phys. 60, 3975(1974).

R.L. Tyner, W.M. Jones,Y. Ohrn and J.R. Sabin, "Semi-Empirical
Calculations on Pherylcarbene, Cycloheptatrierylidene and Cyclohep-
tatetraene and their Benzo-AnnelatedDerivative,” J. Am. Chem. Sct.
96, 3765(1974).

Y. Ohrn, Book Review of "Many-Body Problems,by G.E. Brown, EI-
sevier, New York (1972) and The Many-Body Problemsin Quantum
Medanics, by N.H. March, W.H. Young and S. Samparnhar, Cam-
bridge U.P., New York (1967)," PhysicsToday, February 1974,P. 49.

18



36.

37.

38.

39.

40.

41.

42.

43.

44,

45.

46.

J.A. Smith, P. Jrgensen and Y. Ohrn, "A Limited Basis Molecular
Orbital Calculation on H,O and H,O"," J. Chem. Phys. 62, 1285
(1975).

E-K. Viinikka and Y. Ohrn, "Ci-Studies on the Multiplet Structure of
the Core Hole Statesin Transition Metal lons," Phys. Fenn. (Finland)
9, 304 (1974).

V. H. Smith and Y. Ohrn, "On a formula for electron binding ener-
gies", in Reduced Density Operators with Applications to Physial and
Chemial Systemsl|, p193(1974) Queen'sPapersin Pure and Applied
Mathematics, No. 40 (Ed. R. M. Erdahl).

G.D. Purvis and Y. Ohrn, "Electron Propagator Calculations for the
Photoelectron Spectrum for Open Shell Moleculeswith Application to
the Oxygen Molecule,"” J. Chem. Phys. 62, 2045(1975).

G.D. Purvisand Y. Ohrn, "A Commer on a Theory of Electron A ni-
ties," Chem. Phys. Letters 33, 396 (1975).

E-K Viinikka and Y. Ohrn, "Con guration Mixing in the 3s-HoleState
of Transition Metal lons," Phys. Rev. B11, 4168(1975).

L. TynerRedmon,G.D. Purvis and Y. Ohrn, "Higher Order Decoupling
of the Electron Propagator,” J. Chem. Phys. 63, 5011(1975).

C. Nehrkorn, G.D. Purvis and Y. Ohrn, "Hermiticit y of the Superop-
erator Hamiltonian in Propagator Theory," J. Chem. Phys. 64, 1752
(1976).

G.D. Purvis and Y. Ohrn, "The Transition State, the Electron Propa-
gator and the Equation of Motion Method," J. Chem. Phys. 65, 917
(1976).

H. Kurtz, G.D. Purvis and Y. Ohrn, "The Calculation of the Ampli-
tudesto the Electron Propagatorfrom a Minimal BasisCI Calculation
on N,," Int. J. Quantum Chem. S10, 331(1976).

J. Linderberg, Y. Ohrn and P.W. Thulstrup, "Energy Weighted Maxi-
mum Overlap (EWMO) Method," in Methads and Structure of Quan-
tum Sciene, Plenum Press93 (1976).

19



a7

48.

49.

50.

51.

52.

53.

54.

55.

56.

57.

58.

. Y. Ohrn, "Propagator Theory of Atomic and Molecular Structure,” in
Proceedingsfrom the 2nd International Congresson Quantum Chem-
istry, Reidel, Editors R.G. Parr and B. Pullman 57 (1976).

J. Linderbergand Y. Ohrn, "State Vectorsand Propagators;a Uni ed
Approad,” Int. J. Quantum Chem. 12, 161 (1977).

G.D. Purvis and Y. Ohrn, "Accurate Molecular lonization Potertials
from the Electron Propagator,” Int. J. Quantum Chem. S11, 359
(1977).

Y. Ohrn, Book reviewsof "Electron Correlation in Small Molecules,
and "Introduction to Electron Theory of Small Molecules,"” by A.C.
Hurley, Septenber issueof PhysicsToday (1977).

G. Born, H. Kurtz and Y. Ohrn, "Elementary Finite Order Perturba-
tion Theory for Vertical lonization Energies,"J. Chem. Phys. 68, 74
(1978).

H. Kurtz and Y. Ohrn, "Calculation of Electron Binding Energies,"J.
Chem. Phys. 69, 1162(1978).

G. Born and Y. Ohrn, "Alternativ e Inner Projections of the Superop-
erator Resohant,” Int. J. Quantum Chem. S12, 143(1978).

Y. Ohrn and J. Linderberg, "The Consistet RPA Ground State," Int.
J. Quantum Chem. 15, 343(1979).

G. Born and Y. Ohrn, "A Superoperator Derivation of the 2p-h TDA
Equations,” Chem. Phys. Lett. 61, 307 (1979).

Y. Ohrn, "The Calculation of Atomic and Molecular Electron Binding
Energies," in Excited Statesin Quantum Chemistry, Proceedingsof
the NATO-ASI held at Kos, Greece,Reidel Publishing Co., June 4-18,
1978,317.

H. Kurtz and Y. Ohrn, "Calculation of 2p Shape Resonance# Be and
Mg," Phys. Rev. A19, 43(1979).

G. Born and Y. Ohrn, "Electron Propagator Theory for the Calcula-
tion of Molecular Electron Binding Energiesand Photoionization In-
tensities,” Phys. Scripta 21, 378(1980).

20



59

60.

61.

62.

63.

64.

65.

66.

67.

68.

69.

. M. Mishra and Y. Ohrn, "The Full 2p-h TDA and Other Self Energy
Approximants: A Comparative Investigation,” Chem. Phys. Lett. 71,
549 (1980).

Y. Ohrn, "Electron Propagator Calculations of Molecular Electron
Binding Energies,"Proceedingsf the Symposiumon Many-Body The-
oretical Approaches to Electron Correlation in Molecules at Kobe,
Japan (1979).

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

M. Mishra and Y. Ohrn, "Correlated Treatmert of Photoionization
Cross-Sectionsn the Orthogonalized Plane Wave Approximation for
the Ejected Electron,” Int. J. Quantum Chem. S14, 335(1980).

Y. Ohrn and G. Born, "Molecular Electron Propagator Theory and
Calculations,” in Advanesin Quantum Chemistry, P.-O. Lewdin, Ed.,
Vol. 13, 1981.

J.V. Ortiz B. andY. Ohrn, "Electron PropagatorCalculationsof Molec-
ular Electron A nities,” Chem. Phys. Lett. 77, 548(1981).

M. Mishra, P. Froelich and Y. Ohrn, "The Dilated Electron Propagator:
A Bi-Orthogonal Approach,” Chem. Phys. Lett. 81, 339(1981).

M Mishra, Y. Ohrn and P. Froelich, "Self-Consisten Field Theory of
Dilated Atomic Hamiltonians: SomeRemarks," Phys. Lett. 84A, 4
(1981).

R.L. Lozes,B. Weinerand Y. Ohrn, "Invariance Transformationsand
AGP Optimization,” Int. J. Quantum Chem. S15, 129(1981).

J.V. Ortiz, B. Weinerand Y. Ohrn, "The AGP Wavefunction and Its
Relation to Other Descriptionsof Electronic Structure,” Int. J. Quan-
tum Chem. S15, 113(1981).

H.J. Jensen,B. Weiner, J.V. Ortiz and Y. Ohrn, "Powerful Procedure
for Optimizing AGP States," Int. J. Quantum Chem. S16, 615(1982).

21



70.

71.

72.

73.

74.

75.

76.

77.

78.

79.

80.

81.

H.J. Jensen,B. Weinerand Y. Ohrn, "A GP Propagator Calculation,"
Proceedingsof the IVth International Congresson Quantum Chem-
istry, Int. J. Quantum Chem. 23, 66 (1982).

M. Mishra, O. Goscinski, and Y. Ohrn, "Application of the second
order dilated electron propagatorto the treatment of Auger and shape
resonancesn Be"J. Chem. Phys. 79, 5505(1983).

M. Mishra, O. Goscinskiand Y. Ohrn, "Numerical Study of the Bi-
Variational SCF Method asa Zeroth-Order Dilated Electron Propaga-
tor,” J. Chem. Phys. 79, 5494(1983).

M. Mishra, H.A. Kurtz, O. Goscinskiand Y. Ohrn, "T reatmert of Res-
onancewwith the Dilated Electron Propagator: The P Shape Resonance
in e-Mg Scattering,” J. Chem. Phys. 79, 1896(1983).

Y. Ohrn and J. Linderberg, "Hyp ersphericalCoordinatesin Four Par-
ticle Systems,"Molecular Physics49, 53 (1983).

Y. Ohrn, Book Review of "Field Theoretical Methods in Chemical
Physics," by R. Paul, Elsvier Scieri ¢ Publishing Co. (1982).

J.V. Ortiz, R. Basuand Y. Ohrn, "Electron Propagator Calculations
with a Transition Operator Reference,"Chem. Phys. Letters 103, 29
(1983).

B. Weiner, H.J. Aa. Jensenand Y. Ohrn, "Polarization Propagator
Calculationswith an AGP ReferenceState,” J. Chem. Phys. 80, 2009
(1984).

B. Weiner and Y. Ohrn, "A note on the Radiative Lifetimes of the
B3 4 State of N,," J. Chem. Phys. 80, 5866(1984).

M. Mishra, J. Linderbergand Y. Ohrn, "Characterization of Adiabatic
Statesin Triatomic Collisions,” Chem. Phys. Letters 111, 439 (1984).

B. Weiner, W.D. Edwards, M. Zerner and Y. Ohrn, "Semiempirical
AGP Calculations for Molecular Spectra,” Int. J. Quantum Chem.
S18, 507 (1984).

J. Linderbergand Y. Ohrn, "Kinetic Energy Functional in Hyperspher-
ical Coordinates," Int. J. Quantum Chem. 27, 273 (1985).

22



82

83.

84.

85.

86.

87.

88.

89.

90.

. E. Deumens,L. Lathouwers, P. Van Leuven and Y. Ohrn, "The Gen-
erator Coordinate Approximation for H,™," Int. J. Quantum Chem.
S18, 339(1985).

H.A. Kurtz, B. Weiner, and Y. Ohrn, "Theory and Calculations on
Small MoleculesUsing Propagator Methods with an AGP Reference,”
in Comparison of Ab-Initio Calculation with Experiment: State of the
Art, Reidel Dordrecht (the Netherlands) 1985, Editor,R.J. Bartlett.

B. Weinerand Y. Ohrn, "Calculation of SpectroscopidPropertiesof the
Ground and Excited State of Be, According to the Antisymmetrized
Geminal Power Based Excitation Propagator,” J. Chem. Phys. 83,
2965(1985).

Y. Ohrn, "The AGP-BasedPolarization Propagator,” Int. J. Quantum
Chem. S19, 39 (1986); Erratum, 1JQC 30, 445(1986).

E. Deumens)Y. Ohrn, L. Lathouwersand P. Van Leuven, "Applications
of the Generator Coordinate Approximations to Diatomic Systems:|.
The HydrogenMolecular lon,” J. Chem. Phys. 84, 3944(1986); Erra-
tum: ibid. 85, 3138(1986).

E. Deumens, B. Weiner and Y. Ohrn, "Time Dependert Antisym-
metrized Geminal Power Theory Usinga Coheren State Formulation,”
(Proceedingsof Symposiaon Density Matrices and Density Functionals
in honor of A.J. Coleman); Reidel 1986,Eds. R.M. Erdahl and V.H.
Smith.

B. Weiner and Y. Ohrn, "Correlated Electronic States of the LiH
Molecule Studied with the Polarization Propagator,” J. Phys. Chem.
91, 563(1987).

E. Deumens,B. Weiner, and Y. Ohrn,” ,Time-Dependern Variational
Principle on the Group SO(2r); Generalizationsof Time-Dependert
Hartree-Fock" Nuclear PhysicsA466 , 85 (1987).

E. Sangfelt,R. Roychowdhury, B. Weiner,Y. Ohrn, "GeneralizedTamm-
Danco Approximation (GTDA) and Random-PhaseApproximation
(GRPA) Calculationson LiH, Be, and Li,," J. Chem. Phys. 86, 4523
(1987).

23



91

92.

93.

94.

95.

96.

97.

98.

99.

100.

. L. Lathouwers, P. Van Leuven, E. Deumens,and Y. Ohrn, "Applica-
tions of the GeneratorCoordinate Approximation to Diatomic Systems:
II Dunham Analysis of Vibration-Rotation Spectra,” J. Chem. Phys.
86, 6352(1987).

E. Deumens,L. Lathouwers, and Y. Ohrn, "A Dynamical Approach
to Electron Transfer Reactions,” Int. J. Quantum Chem. S21, 321
(1987).

E. Deumensand Y. Ohrn, "Electron-Nuclear Dynamics with Diabatic
and Adiabatic Wave Padets," J. Phys. Chem. 92, 3181(1988).

E. Deumensand Y. Ohrn, "Time-Dependen Dynamics Applied to
Electron Transfer"in, Resonanes325,Eds. E. Brandasand N. Elander,
(Springer Verlag, Berlin 1989)p. 233.

E. Deumensand Y. Ohrn, "Time-Dependert Dynamics of a Determi-
nantal State,” Journal of Molecular Structure, THEOCHEM 199, 23
(1989).

C.R. Sarma, J. Paldus and Y. Ohrn, "Spin-Adaptation of Antisym-
metrized Geminal Product Wavefunctions," Int. J. Quantum Chem.
36, 35(1989).

Y. Ohrn, "Propagator Methods for Molecular Electronic Lecture Notes
in Chemistry Vol. 50 (Springer Verlag, New York 1989) Ed. D.
Mukherjee.

J. Linderberg, Y. Ohrn, B. Vessal, S. Padkjaer, "Numerical Imple-
mertation of Reactive Scattering Theory," J. Chem. Phys. 90, 6254
(1989).

J. Linderberg, Y Ohrn, S. Padkjaer, "Gaussian-like Quadrature Rules
for Quantum Mecdhanical Calculations,” J. Chem. Phys. 91, 4793
(1989).

E. Deumensand Y. Ohrn, "GeneralHarmonic Approximation for Time-
Dependert Molecular Dynamics”, Int. J. Quantum ChemS23, 31
(1989).

24



101. A. Diz, E. Deumens,and Y. Ohrn, "Quantum Electron-Nuclear Dy-
namics", Chem. Phys. Lett. 166, 203(1990).

102. J. Broekhove, M. Claessens|.. Lathouwers, P. Van Leuven, E. Deu-
mens, and Y. Ohrn, "Applications of the Generator Coordinate Ap-
proximation to Diatomic Systems. Ill. Curve-CrossingProblems”, J.
Chem. Phys. 93, 8945(1990).

103. B. Weiner, E. Deumens,and Y. Ohrn, "Coherent State Formulation of
Multi-Con guration States" J. Math. Phys32, 1166(1991).

104. B. Weiner, E. Deumens,and Y.Ohrn, "Spin Projection of Fermion
Coheren States”, J. Math. Phys. 32, 2413(1991).

105. L. Eriksson, Y. Ohrn, and G. Bergson,"Semiempirical MO-Study of
Charge Transferin (4-Aminopheryl)b orane and Related Compounds-
Molecular"P addle-Wheels™ Journal of Molecular Structure THEOCHEM,
257, 325(1992).

106. J. Linderbergand Y. Ohrn, "Isoparametric Finite Elemerts on Hyper-
spheres”,in Advan@sin Molecular Vibrations and Collision Dynamics:
Reactive Sattering, Vol. 1A, p 33-45,edited by J. M. Bowman, JAI,
Greerwich, Connecticut 1993.

107. E. Deumens,A. Diz, H. Taylor, and Y. Ohrn, "Time-Dependern Dy-
namicsof Electronsand Nuclei”, J. Chem. Phys. 96, 6820(1992).

108. Y. Ohrn, E. Deumens,A. Diz, R. Longo, J. Oreiro, and H. Taylor,
"Time Evolution of Electrons and Nuclei in Molecular Systems", in
NATO ASI SeriesB: PhysicsVol. 299, p 279-292 Plenum PressEdi-
tors J. Broedhove and L. Lathouwers, 1992.

109. Y. Ohrn and O. Goscinski, "Analysis of the Thoulesscoheren state
usingthe 1/K expansion”,Phys. Rev. A48, 1093(1993).

110. R. Longo, E. Deumens,andY. Ohrn, "H*, H, He, H, scatteringusinga
new time-dependernt method for electron nuclear dynamics”, J. Chem.
Phys. 99, 4554(1993).

25



111.

112.

113.

114.

115.

116.

117.

118.

119.

120.

121.

Y. Ohrn and E. Deumens,"Electron Nuclear Dynamicswith Coherert
States" in the Proceedings of the International Symmsium on Coher-

ent States: Past, Present, and Future held at Oak Ridge Asso-
ciated Universities, June 14-17,1993,p407-419,World Scieriic, New
Jersey1994, Editors: D. H. Feng,J. R. Klauder, and M. R. Strayer.

B. Weiner, E. Deumens,and Y. Ohrn, "Coherert State Approach to
Electron Nuclear Dynamics with an Antisymmetrized Geminal Power
State", J. Math. Phys. 35, 1139,(1994).

B. Champagneand Y. Ohrn, "Ab Initio Longitudinal Polarizabilities of
Conjugated StereoregularPolymerswith a Carbon Badkbone”, Chem.
Phys. Letters. 217, 551 (1994).

E. Deumens,A. Diz, R. Longo,and Y. Ohrn, "Time-dependen Theo-
retical Treatmerts of the Dynamics of Electrons and Nuclei in Molec-
ular Systems"Reviewsof Modern Physics66, 917-983(1994).

R. Longo, A. Diz, E. Deumens,and Y. Ohrn, "In uence of Electronic-
Nuclear Coupling on Dynamics" Chem. Phys. Letters 220, 305(1994).

J.-L. Calais, E. Deumens,and Y. Ohrn, "A Model for Electron Nuclear
Dynamics of a Monatomic Chain" J. Chem. Phys. 101, 3989(1994).

R. Longo, B. Champagne,and Y. Ohrn, "Electron Propagator Theory
and Application”, Theoretica Chimica Acta 90, 397 (1995).

A. Diz and Y. Ohrn, "Electron-Nuclear Dynamics of Molecular Sys-
tems”, Int. J. Quantum Chem. S28, 11 (1994).

J. Morales, A. Diz, E. Deumens,and Y. Ohrn, "Molecular Vibrational
State Distributions in Collisions” Chem. Phys. Lett. 233, 392(1995).

A. Diz, Y. Ohrn, and J. R. Sabin,"Dynamic ChargeStatesand Energy
Deposition of Swift Helium lons in Neon." Nucl. Instr. Meth. B96,
633(1995).

J. Morales, A. Diz, E. Deumens,and Y. Ohrn, "Electron nuclear dy-
namicsof H* + H, collisionsat E.,, = 20eV.", J. Chem. Phys. 103.
9968(1995).

26



122.

123.

124.

125.

126.

127.

128.

129.

130.

Y. Ohrn, J. Oreiro, and E. Deumens,"Bond making and bond break-
ing in moleculardynamics”, Int. J. Quantum Chem. 58, 583 (1996);
(Proceedingsfrom the symposium The Chemical Bond held in honor
of JensPederDahl, July, 1994at H. C. rsted Institute, Copenhagen,
Denmark.)

B. ChampagneJ.-M. Andre, and Y. Ohrn, "Ab initio Dynamic Polar-
izabilities of Polymers. I. Hydrogen Chain Models." Int. J. Quantum
Chem. 57, 811(1996).

B. Champagne,D. H. Mosley J. G. Fripiat, J. M. Andre , and Y.
Ohrn, "Commen on 'Size Consistencyand Size Extensivity of Lin-
ear ResponseProperties using the Perturbed Electron Propagator" [J.
Chem. Phys. 102,8967(1995)]J. Chem. Phys. 104, 1166(1996).

G. Bergson,J.-L. Calais, J. Morales, and Y. Ohrn, "Vibrational Mo-
tion in Isotopomersof the HeH" Molecular lon; An Application of the
Electron Nuclear Dynamics Method", Int. J. Quantum Chem. 63, 415
(1997).

E. Deumensand Y. Ohrn, "Phase SpaceApproach to the Dynamics of
Molecular Systems”,J. Chem. Scc., Faraday Trans. 93, 919(1997).

D. Jacgemin, J. A. Morales, E. Deumens,and Y. Ohrn, "Electron
nucleardynamicsof proton collisionswith methaneat 30eV." J. Chem.
Phys. 107, 6146(1997).

B. Champagne,E. Deumens,and Y. Ohrn, " Vibrations and soliton
dynamics of positively charged polyacelylene chains" J. Chem. Phys.
107, 5433(1997).

J. Broekhove, M. D. Coutinho-Neto, E. Deumens,and Y. Ohrn, "The
electron nuclear dynamics of LiH and HF in an intense laser eld",
Phys. Rev. A 56, 4996(1997).

M. Hedstrem, J. A. Morales, E. Deumens,and Y. Ohrn, "Electron
nuclear dynamicsof H* + H,O collisions"Chem. Phys. Lett. 279, 241
(2997).

27



131.

132.

133.

134.

135.

136.

137.

138.

139.

140.

M. Hedstrem, E. Deumens,and Y. Ohrn, "Electron nuclear dynamics
of chargetransfer collisionsof protonswith atomic oxygen." Phys. Rev.
A. 57, 2625(1998).

R. Cabrera-Trujillo, J. R. Sabin,Y. Ohrn, and J. Oddershede,'Oscil-
lator strength sumruleswith an external electromagnetic eld”, Phys.
Rev. A 57, 3115(1998).

J. A. Morales, E. Deumens,and Y. Ohrn, "On rotational coheremn
states in molecular quartum dynamics”, J. Math. Phys. 40, 766
(1999).

M. Coutinho Neto, E. Deumens,and Y. Ohrn, "Selective Bond Break-
ing in the H + HOD Reaction”, Int. J. Quantum Chem. 77, 301
(2000).

Y. Ohrn and E. Deumens,"T owardsan abinitio treatment of the time-
dependent Scdreodingerequationof molecularsystems”,J. Phys. Chem.
A 103, 9545(1999).

R. Cabrera-Trujillo, J. R. Sabin, Y. Ohrn, and E. Deumens,"Direct
di erential crosssectioncalculationsfor ion-atom, and atom-atom col-
lisionsin the keV range." Phys. Rev. A 61, 032719(1-7)2000).

R. Cabrera-Trujillo, E. Deumens,Y. Ohrn, and J. R. Sabin, "Impact
parameter dependenceof electronic and nuclear energy loss of swift
ions: H* ! Heand H" ! H", Nucl. Instr. Meth B168 484-492
(2000).

R. Cabrera-Trujillo, J. R. Sabin, Y.Ohrn, and E. Deumens,"Charge
Exchange and Threshold E ects in the Energy Loss of Slowvw Projec-
tiles”, Phys. Rev. Lett. 84, 5300(2000).

R. Cabrera-Trujillo, Y. Ohrn, E. Deumens,and J. R. Sabin, "Stopping
crosssectionin the low- to intermediate energyrange: Study of protons
on atomic N, O, and F", Phys. Rev. A 62, 052714(1-9)2000).

R. Cabrera-Trujillo, J. R. Sabin, E. Deumens,and Y. Ohrn, "Stopping
crosssectionand chargeexcangestudy onthe He* | N e system,Ap-
plication of reactorsin researt and industry: Sixteerth International
ConferenceAlP Conferene Proceedings 562, 3 (2000).

28



141.

142.

143.

144.

145.

146.

147.

148.

149.

150.

E. Deumensand Y. Ohrn, "Complete Electron Nuclear Dynamics". J.
Phys. Chem. A105, 2660(2001).

A. Blass,E. Deumens,and Y. Ohrn, "Rovibrational Analysis of Molec-
ular Collisions using Coheren States"J. Chem. Phys. 115, 8633
(2001).

R. Cabrera-Trujillo, Y. Ohrn, J. R. Sabin,and E. Deumens,"Molecular
target and projectile angular scattering e ects in stopping power and
charge exchange at low to intermediate energies”,Phys. Rev. A 65,
024901(2002).

R. Cabrera-Trujillo, Y. Ohrn, E. DeumensandJ. R. Sabin,"T rajectory
and molecular binding e ects in stopping crosssection for hydrogen
beamson H," J. Chem. Phys. 116, 2783(2002).

M. Coutinho-Neto, E. Deumens,and Y. Ohrn, "Abstraction and Ex-
changeMedanismsfor the D, + NH; Reactionat Hyperthermal Col-
lision Energies'd. Chem. Phys. 116, 2794(2002).

Y. Ohrn and E. Deumens, "Electron Nuclear Dynamics" in E e cts
of Electronic Degenerte Stateson Nuclear Dynamics ProcessesAdv.
Chem. Phys. Vol. 124, 323-353(Eds. Michael Baer and Gerd D.
Billing) Wiley&amp; Sons,New York, 2002.

Y. Ohrn, "Density, Density Matrix, or Propgator',Adv. Quantum
Chem. Vol. 41 p. 35(2002),Ed. J. R. Sabin.

S. A. Malinovskaya, R. Cabrera-Trujillo, J. R. Sabin, E. Deumens,and
Y. Ohrn, "Dynamics of collisions of protons with acelylene molecules
at 30eV." J. Chem. Phys. 117, 1103(2002).

R. Cabrera-Trujillo, J. R. Sabin, E. Deumens,and Y. Ohrn, "Stopping
CrossSectionsfor N4* I H at Low Projectile Velocity", Phys. Rev.
A 66, 022706-(1-7X2002).

D. Jacquemin,B. Champagne J-M. Andre, E. Deumensand Y. Ohrn,
Integral algorithm and density matrix integration sthemefor ab initio
band structure calculations on polymeric systems"J. Comp. Chem,
23, 1430-14442002).

29



151.

152.

153.

154.

155.

156.

157.

158.

159.

160.

R. Cabrera-Trujillo, Y. Ohrn, E. Deumens,J. R. Sabin, and B. G.
Lindsay, "Theoretical and experimertal studiesofthe H* + N, system:
Di erential crosssectionsfor direct and charge-transferscattering at
keV energies”,Phys. Rev. A 66, 042712(2002).

R. Cabrera-Trujillo, J. R. Sabin, Y. Ohrn, and E. Deumens,"Energy
loss studies of protons colliding with ethane: Preliminary results", J.
Elec. Spectr. 129, 303-308(2003).

R. Cabrera-Trujillo, J. R. Sabin, Y. Ohrn, and E. Deumens,"Case for
Projectile Kinetic Energy Gain in Stopping Power Studies", Int. J.
Quantum Chem. 94, 215-221(2003).

R. Cabrera-Trujillo, J. R. Sabin, E. Deumens,and Y. Ohrn, "Calcu-
lations of crosssectionsin Electron Nuclear Dynamics"Adv. Quantum
Chem. 47, 251-272,2004).

R. Cabrera-Trujillo, J. R. Sabin, and Y. Ohrn, "Dynamical Processes
in Stopping CrossSections, Adv. Quantum Chem. 45, 99-124(2004).

R. Cabrera-Trujillo, J. R. Sabin, Y. Ohrn, and E. Deumens,"Stopping
of swift antiprotons by hydrogen atoms and the Barkas correction”,
Phys. Rev. A, 71, 012901(2005).

R. Cabrera-Trujillo, Y. Ohrn, E. Deumens,and J. R. Sabin, "Applica-
tion of END Theory to the H+ D,! HD + D reaction."J. Phys.
Chem. A 108, 8935-894(02004).

R. Cabrera-Trujillo, Y. Ohrn, E. Deumens,J. R. Sabin, and B. G.
Lindsay "Absolute di erential and total crosssectionsfor direct and
charge-transferscattering of keV protons by O," Phys. Rev. A 70,
042705(2004).

Yngve Ohrn, "Jan Linderberg, Scierist, Teader, Friend"Adv. Quan-
tum Chem. 50, xii-xix, (2005).

Yngve Ohrn and Erik Deumens,”A Dynamical Time-Dependert View
of Molecular Theory",p. 9-40in Theory and Applications of Computa-
tional Chemistry: The First 40 Years, A volumeof Technical and His-
torical Perspectives (Elsevier 2005) Editors: C. E. Dykstra, G. Frenk-
ing, K. S.Kim, and G. E. Scuseria.

30



161.

162.

163.

164.

165.

166.

167.

168.

169.

R. Cabrera-Trujillo, J. R. Sabin,E. DeumensandY. Ohrn, "Prediction

of the Energy Dependenceof Molecular Fragmenation CrossSections
for Collisionsof Swift Protons with Etahaneand Acetylene” Phys. Rev.
A. 71, 044702,(2005).

B. Killian, R. Cabrera-Trujillo, E. Deumens,and Y. Ohrn, "Resonart
chargetransfer betweenH* and H from 1 to 5000eV" J. Phys. B: At,
Mol, Opt. Phys. 37, 1-15(2004).

R. Cabrera-Trujillo, J. R. Sabin, E. Deumens,and Y. Ohrn, "Ori-
ertational E ects in Energy Deposition by Protons in Water", Adv.
Quantum. Chem48, 47-57(2005).

D. Masiello, E. Deumens,and Y. Ohrn, "Dynamics of an atomic elec-
tron andits electromagneticeld in acavity”, Phys. Rev. A.71 032108,
(2005).

D. Masiello, E. Deumens,and Y. Ohrn, "On the canonicalformulation
of electradynamics and wave medanics”, Adv. Quantum Chem49,
249-297(2005).

Y. Ohrn and E. Deumens, "Time-Depender, Direct, Nonadiabatic,
MolecularReactionDynamics" in Quantum Dynamicsof ComplexMolec-
ular Systems Springer Seriesin Chemidal PhysicsVol. 83, 2006 Eds.
D. Micha and I. Burghart.

N. Stolterfoht, R. Hellhammer, Z. Pesic,R. Cabrera-Trujillo, E. Deu-
mens,Y. Ohrn, and J. R. Sabin,\Charge exdiangeand fragmenrtation
in slow collisionsof H €* with water molecules”,Adv. Quantum Chem,
52, 149-170(2007).

R. Cabrera-Trujillo, J. R. Sabin,E. DeumensandY. Ohrn,"Theoretical
Investigation of Energy Deposition and Electron Capture Cross Sec-
tions for Helium lon Impact on Formaldhyde", Proceedingsfrom the
CAARI ConferenceNucl. Instr. Meth. 261, 118-120(2007).

R. Cabrera-Trujillo, E. Deumens,Y. Ohrn, O. Quinet, J. R. Sabin,
and N. Stolterfoht, \W ater moleculefragmertation induced by charge
exdangein slow collisionswith He* and H €?* ionsin the keV region”,
Phys. Rev. A |, 75, 052702(13)(2007). Reprin ted in Virtual Journal

31



of Ultrafast Scien@ Vol. 6, Issue6, June 2007 published on line by
APS and AIP.

170. N. Stolterfoht, R. Cabrera-Trujillo, Y. Ohrn, E. DeumensR. Hoekstra,
and J. R. Sabin,\Strong isotope e ects on the chargetransfer in slow
collisionsof H €** with atomic hydrogen,deuterium, andtritium" Phys.
Rev. Lett. (accepted)(2007).

171.Y. Ohrn, \Time-Dependert Molecular Reaction Dynamics", AIP Pro-
ceedingsof the ICCMSE 2007 (to appear)

172. J. R. Sabin, R. Cabrera-Trujillo, L. T. Chadderton, Y. Ohrn, and E.
Deumens,\ Directional Aspects of Swift lon Stopping in a Proto-
Biological Molecule: Formaldelyde"”, AIP Proceedingsof ICCMSE
2007 (to appear).

173. Y. Ohrn and E. Deumens,\Time scalesin molecularreaction dynam-
ics", Proceedingsof the SummerSdool in Multiscale Simulations and
modeling, held at Bosen, Sweden,June, 2007,Vol. xxx, SpringerSeries
in Science.

Bo oks

J. Linderberg and Y. Ohrn, "Propagators in Quantum Chemistry."
(Academic Press,London, 1973) 151 pages

Y. Ohrn, "Elemerts of Molecular Symmetry", (Wiley&Sons, New York,
2000)

J. Linderbergand Y. Ohrn, "Propagatorsin Quantum Chemistry, Sec-
ond Edition". 267 pages(Wiley, Interscience,New York, 2004)

Bo oks Edited

Proceedingof the International Symposiumon Atomic, Molecularand
Solid-State Theory and Quantum Statistics, Supplemen S8to Interna-
tional Journal of Quantum Chemistry, John Wiley and Sons,New York
(1974) 517 pages.

32



Proceeding9f the International Symposiumon Atomic, Molecularand
Solid-State Theory and Quantum Statistics, Supplemen S9to Interna-
tional Journal of Quantum Chemistry, John Wiley and Sons,New York
(1975) 583 pages.

Proceedingf the International Symposiumon Atomic, Molecularand
Solid-State Theory and Quantum Statistics, Supplememn S10 to Inter-
national Journal of Quantum Chemistry, John Wiley and Sons,New
York (1976) 439 pages.

Proceedingof the International Symposiumon Atomic, Molecularand
Solid-StateTheory, Collision Phenomenaand Computational Methods,
Supplemen S11 to International Journal of Quantum Chemistry, John
Wiley and Sons,New York (1977) 656 pages.

Proceeding9f the International Symposiumon Atomic, Molecularand
Solid-StateTheory, Collision Phenomenaand Computational Methods,
Supplemen S12to International Journal of Quantum Chemistry, John
Wiley and Sons,New York (1978) 545 pages.

Proceedingsof the International Symposium on Atomic, Molecular
and Solid-State Theory, Collision PhenomenaQuantum Statistics and
Computational Methods, Supplemen S13 to International Journal of
Quantum Chemistry, JohnWiley and Sons,New York (1979)722pages.

Proceedingsof the International Symposium on Atomic, Molecular
and Solid-State Theory, Collision PhenomenaQuantum Statistics and
Computational Methods, Supplemen S14 to International Journal of
Quantum Chemistry, John Wiley and Sons,New York (1980)734pages.

Proceedingof the International Symposiumon Atomic, Molecularand
Solid-State Theory, Collision Phenomenaand Computational Quan-
tum Chemistry, Supplemen S15to International Journal of Quantum
Chemistry, John Wiley and Sons,New York (1981) 730 pages.

Proceeding®f the International Symposiumon Atomic, Molecularand
Solid-State Theory, Collision Phenomenaand Computational Quan-
tum Chemistry, Supplemen S16 to International Journal of Quantum
Chemistry, John Wiley and Sons,New York (1982) 674 pages.

33



Proceeding9f the International Symposiumon Atomic, Molecularand
Solid-State Theory, and Computational Quantum Chemistry, Supple-
mert S17 to International Journal of Quantum Chemistry, John Wiley
and Sons,New York (1983) 650 pages.

"Methods and Structures of Quantum Science,"Plenum Press(1976)
595 pages.

Proceedingof the International Symposiumon Atomic, Molecularand
Solid-State Theory, and Computational Quantum Chemistry, Supple-
mert to International Journal of Quantum Chemistry S18, John Wiley
and Sons,New York (1984) 750 pages.

Proceedingsof the International Symposium on Atomic, Molecular
and Solid-State Theory, Scattering Problems,Many-Body Phenomena,
and Computational Quantum Chemistry, Supplemen to International

Journal of Quantum Chemistry S19, John Wiley and Sons,New York

(1985) 750 pages.

Proceedingof the International Symposiumon Atomic, Molecularand
Solid-State Theory, Scattering Problems,andComputational Quantum
Chemistry, International Journal of Quantum Chemistry S20, John
Wiley and Sons,New York (1986) 788 pages.

Proceedingsof the International Symposium on Quantum Chemistry,
Solid-State Theory, and Computational Methods,Supplemen S21to
International Journal of Quantum Chemistry, John Wiley and Sons,
New York (1987) 768 pages.

Proceedingsof the International Symposium on Quarntum Chemistry,
Solid-State Theory, and Computational Methods, Supplemen S22to
International Journal of Quantum Chemistry, John Wiley and Sons,
New York (1988) 744 pages.

Proceedingof the International Symposiumon Atomic, Molecularand
Solid-State Theory, and Molecular Dynamics, Supplemen S23to Inter-
national Journal of Quantum Chemistry, John Wiley and Sons,New
York (1989) 732 pages.

Proceeding=f the International Symposiumon Atomic, Molecularand
Solid-State Physics, and Computational Methods, Supplemen S24to

34



International Journal of Quantum Chemistry, John Wiley and Sons,
New York (1990) 892 pages.

Proceeding=f the International Symposiumon Atomic, Molecularand
CondensedMatter Theory, and Computational Methods,Supplemen
S25to International Journal of Quantum Chemistry, John Wiley and
Sons,New York (1991) 704 pages.

Proceedingof the International Symposiumon Atomic, Molecularand
CondensedMatter Theory, and Computational Methods,Supplemen
S26to International Journal of Quantum Chemistry, John Wiley and
Sons,New York (1992) 894 pages.

Proceedingof the International Symposiumon Atomic, Molecularand
CondensedMatter Theory, and Computational Methods, Supplemen
S27to International Journal of Quantum Chemistry, John Wiley and
Sons,New York (1993) 828 pages.

Proceeding9f the International Symposiumon Atomic, Molecularand
CondensedMatter Theory, and Computational Methods, Supplemen
S28to International Journal of Quantum Chemistry, John Wiley and
Sons,New York (1994) 712 pages.

Proceedingof the International Symposiumon Atomic, Molecularand
CondensedMatter Theory, and Computational Methods, Supplemen
S29to International Journal of Quantum Chemistry, John Wiley and
Sons,New York (1995) 708 pages

Proceeding=f the International Symposiumon Atomic, Molecularand
CondensedMatter Theory, and Computational Methods, International
Journal of Quantum Chemistry,60, No. 7 (S30) John Wiley and Sons,
New York (1996) 512 pages.

Proceedingof the International Symposiumon Atomic, Molecularand
CondensedMatter Theory, and Computational Methods, International
Journal of Quantum Chemistry,65, No. 5 (S31) John Wiley and Sons,
New York (1997) 650 pages.

Proceedingof the International Symposiumon Atomic, Molecularand
CondensedMatter Theory,International Journal of Quantum Chem-
istry,70, No. 4/5, 529-1098 John Wiley and Sons,New York (1998).

35



Proceeding9f the International Symposiumon Atomic, Molecularand
CondensedMatter Theory,International Journal of Quantum Chem-
istry,75, No. 4/5, 327-965,John Wiley and Sons,New York (1999).

Proceeding=f the International Symposiumon Atomic, Molecularand
CondensedMatter Theory,International Journal of Quantum Chem-
istry,80, No. 4/5, 507-1135,John Wiley and Sons,New York (2000).

Proceeding=f the International Symposiumon Atomic, Molecularand
CondensedMatter Theory,International Journal of Quantum Chem-
istry,85, No. 4/5, 171-635,John Wiley and Sons,New York (2001).

Proceedingf the International Symposiumon Atomic, Molecularand
CondensedMatter Theory,International Journal of Quantum Chem-
istry,90, No. 4/5, 1265-1554,John Wiley and Sons,New York (2002).

Proceedingof the International Symposiumon Atomic, Molecularand
CondensedMatter Theory,International Journal of Quantum Chem-
istry,95, No. 4/5, 345-657,John Wiley and Sons,New York (2003).

Proceedingf the International Symposiumon Theory and Computa-
tions in Molecular and Materials SciencesBiology and Pharmacology
International Journal of Quantum Chemistry,100 , No. 6, 833-1196,
John Wiley and Sons,New York (2004).

Proceedingf the International Symposiumon Theory and Computa-
tions in Molecular and Materials SciencesBiology and Pharmacology
International Journal of Quantum, 105 No. 6, 534-945,John Wiley
and Sons,New York (2005).

Proceeding=f the International Symposiumon Theory and Computa-
tions in Molecular and Materials SciencesBiology and Pharmacology
International Journal of Quantum, 106 No. 15,3001-3401John Wiley
and Sons,New York (2006).

Administration and Service

Univ ersity Administration and Service

36



Chairman, Committee to Overseethe Separationof the Departmert of
Astronomy and Physics, University of Florida into Two Departmerts,
Septenber 1979.

Chairman, University Committeeto Reviewthe Departmert of Botany,
University of Florida, 1982.

Chairman, Seart and ScreenCollege Committee for Asscaiate Dean
of Liberal Arts and Sciences;1988.

Chairman, Searth and ScreenCommittee for Vice Presiden for Re-
seartr and Dean of Graduate Scool, 1992/93.

Chairman of the Long RangeCommittee of the Chemistry Departmert
1983-87

Chairman of numerousSearth and ScreenCommittees for Chemistry
and Physics Faculty.

Member of University PersonnelBoard, 1984-85.

Member of Dean's Advisory Council, Collegeof Liberal Arts and Sci-
ences,1991-94.

Member of Searth and Screencommittee for Adminstrativ e Vice Pres-
ident, 2000-01

Member of the University of Florida Atheletic Assaciation Board of
Directors, 2000-02

Judge at Researb Forum of the Soil and Water ScienceDepartmert
at UF, Septenber 5, 2002.

Memeler of University Taskforceto make recommendationson policy
regarding graduate studert tuition chargeson grant proposals2002.

Chair of the UF SenateNominating Committee. 2002.
Member of University Seart and ScreenCommittee for Provost 2004.
Member of the committee of the University Certer for Excellencein

Teading (UCET) to award University Master Teaders 2004-05

37



Member of Committee to selectUF Teader/Scholar of 2005/2006.
Recent National Professional Service
Program ReviewPanelfor DOE Combustion Program, Novenber, 1992.

Proposal ReviewPanelfor DOE Radiation and Chemical PhysicsPro-
gram, Deceniber 1992.

Recent International Professional Service

Dissertationcommittee of DenisJacquemin,at the Deparmen of Chem-
istry, University of Namur, Belgium 1998.

Member of International Committee of the Francqui Foundation, Bel-
gium to selectthe laureate of the Franqui Prize. Meeting at Bruxelles,
April, 2000.

Member of the ewaluation and selectioncommittee of candidatesfor
a faculty position in Quantum Chemistry at the University of Copen-
hagen,Denmark, June 2000.

Member of the evaluation and selectionpanelof candidatesfor a Swedish
Researb Council faculty position in Theoretical Dynamics in Chem-
istry, June2000

Graduated Students

Joseph E. Kouba, B.S., IIT, Chicago, lllinois; Ph.D., 1970; Ph.D.
Thesis: "Theoretical Studies of Atom-Atom Interactions," with Pro-
fessorOhrn; NSF-Fellow 1970-71,at Aarhus University, Aarhus, Den-
mark. Now Tednology Advisor, Mobile Oil Corp., Fairfax, VA.

Jess L. Thompson , B.S., Southern lllinois University; M.S., 1971;
M.S. Thesis: "A Symmetry Adapted Con guration Interaction Calcu-
lation of the Lithium Molecule," with ProfessorOhrn. Now at Colum-
bus Air Force Base,Missouri.

38



Rodney J. Bartlett , B.S., Millsaps College;Ph.D., 1971;Ph.D. The-
sis: "The ReducedPartitioning Procedurein Cl Studies," with Profes-
sor Ohrn. NSF-Fellow 1971-72,Aarhus University, Aarhus, Denmark.
Currently Graduate Researb Professorof Chemistry and Physics,Uni-
versity of Florida.

Nelson H.F. Beebe, B.S., McGill University, Canada;Ph.D., 1972,
Ph.D. Thesis: "General Spin-Orbitals for Three-Electron Systems,"
with ProfessorOhrn. Researb Professorof Mathematics, University
of Utah, Salt-Lake City, UT.

Jack A. Smith , B.S., Purdue University, Indiana, 1971;M.S., 1973;
Ph.D., 1978. M.S. Thesis: "HF-MO-LCGTO-SCF Calculations on
H,O and H,O"; Ph.D. Thesis: "A Projected Hamiltonian Approach
to Polyatomic Systems,"with ProfessorOhrn. Postdoctoral Position
at the University of Florida, 1978-79. Scienist with Union Carbide,
South Charleston, West Virginia.

George D. Purvis IIl, B.S., Davidson College,N.D., 1969; Ph.D.,
1973;Ph.D. Thesis: "Calculation of the Electron Propagatorfor Atoms
and Molecules,"with ProfessorOhrn. VP CaChe Systems,Beaverton,
Oregon.

R. Lynn Tyner-Redmon , B.A. (Music) University of Florida, 1970;
M.S. (Engineering)University of Florida, 1973;Ph.D. (ChemicalPhysics)
University of Florida, 1975,with ProfessorOhrn. Researb Sciertist at
Batelle Institute, Columbus, Ohio.

Henry A. Kurtz , B.S.GeorgiaTed, Georgia,1972,Ph.D. 1977;Ph.D.
(Chemical Physics) Thesis: "Calculation of Electron Binding Ener-
gies," with ProfessorOhrn. Professorof Chemistry and Dean of Sci-
ence,University of Memphis, Tennessee.

Gregory Born, B.S. Southern lllinois University, 1973,Ph.D., 1979;
Ph.D. (Chemical Physics) Thesis: "Alternativ e Decouplings of the
Electron Propagator,” with ProfessorOhrn. Researb Sciertist, RAND
Corporation, Sarta Monica, CA.

Mano j K. Mishra , B.S. Randi University, India, 1971,Ph.D., 1981,
Ph.D. (Chemical Physics) Thesis: "A Correlated Treatmert of Bound

39



Continuum Transition within the Electron Propagator Formalism,"
with ProfessorOhrn. Professorof Chemistry, India Institute of Ted-
nology, Bombay, India.

Vincen t Ortiz , B.S., University of Florida, 1976,Ph.D., 1981;Ph.D.
(Chemical Physics) Thesis: "Propagator Calculations on Molecular
lonization and Excitation Processes'with ProfessorOhrn. Chair and
Ruth W. Mowlette Professorof Chemistry and Biochemistry at Auburn
University, Alabama.

Rina Basu Roychowdhury , B.S., University of Calcutta, Ph.D. 1985;
Ph.D. (Chemical Physics) Thesis: "Polarization Propagator Calcula-
tions for Openand ClosedShell Systems,"with ProfessorOhrn. Assist.
Prof. Departmert of Chemistry, American River College,4700College
Oak Dr. Sacrameto, CA 95841.

Agust i n Carlos Diz Licenciatura en CienciasFi sicas,University of
BuenosAires, Argertina, 1985;Ph.D. (Physics)1992Thesis: "Electron-
Nuclear Dynamics: A Theoretical Treatmert Using Coherert States
and the Time-Dependen Variational Principle” with ProfessorOhrn.
VP with SPF Oil Compary, Barcelona,Spain.

Ricardo Luiz Longo M. S. Chemistry, Federal University of Per-
nambuco, Brazil, 1988. Ph.D. (Chemistry) 1993 Thesis: "Exploring
a New Time-Dependen Method for Molecular Quantum Dynamics"
with Profesor©Ohrn. Professorof Chemistry, the FederalUniversity of
Pernanmbuco, Recife, Brazil.

Benny Mogensen B. S.in Chemistry from CopenhagenUniversity,
Denmark, 1992. Ph. D. (Quantum Chemistry) at CopenhagenUni-
versity, 1997, Thesis: "A Novel Approach to Electron Molecule Re-
actions”, with ProfessorOhrn. Software engineerwith Nokia Mobile
Phones,Copenhagen,Denmark.

Juan Oreiro M. S. degreein chemistry from the Federal University
of Rio de Janeiro 1988. Ph. D. (Chemistry) 1997 Thesis: "Analysis
of the H,* with H, Reaction Using Electron Nuclear Dynamics". with
ProfessorOhrn. Presiden of his own compary in Brazil/Spain.

40



Jorge A. Morales M. S. degreein chemistry from the National Uni-
versity of Mar del Plata, Argentina, 1989. Ph. D. (Chemistry) 1997
Thesis" "Quasi-Classicaland SemiclassicalFormulation of the Elec-
tron Nuclear Dynamics Theory:A Method for Molecular Dynamical
Processes". with Professor©Ohrn. Asscaiate Professorof Chemistry,
TexasTed University, Lubbock, TX.

Magn us Hedstreom B.S. in physics from Uppsala University, Swe-
den. Ph. D. (Quantum Chemistry) at Uppsala University, Sweden,
1997, Thesis: "A Time-Dependert Approach to Adiabatic and Non-
Adiabatic Molecular Dynamics Using GeneralizedCoherenn States".
with ProfessorOhrn. Sciernist at the Danish Tednical University,
Copenhagen,Denmark.

Ted A. O'Brien , Ph. D. Studert of the late ProfessorMichael C.
Zerner, nished his dissertationi2 2000with Professor©hrn.

Xuehe Zheng Studert of the late ProfessoMichael C. Zerner, nished
his dissertationin 2000with ProfessorOhrn.

Mauricio Coutinho Neto , Ph. D. (Chemistry) University of Florida,
2001. Dissertation:"Application of the Electron Nuclear Dynamics
Theory to HydrogenAbstraction and ExchangeReactionsof H + HOD
and D,+NHJ ".Assistant Professorat University of ABS (San Andre,
SanBernardo,San Caetano), Brazil.

Anatol Blass, Ph. D. (Physics)University of Florida, 2001. Disserta-
tion: Quasiclassicahnd SemiclassicaMethodsin Molecular Scattering
Dynamics". Scierist with IBM.

David Masiello , Ph.D. (Chemistry) University of Florida, 2004. Dis-
sertation: "The Canonical Formulation of Electrodynamics and Wave
Mecdhanics". Postdoctoral Asscciate at University of Washington, Seat-
tle WA and at Northwestern University, Evanston, lllinois.

Benjamin J. Killian , Ph. D. (Chemistry) University of Florida, 2005,
Dissertation: "On Electronic Represetations in Molecular Reaction
Dynamics". Postdoctoral Assaiate, University of Maryland.

41



Postdo ctoral Associates

Over thirt y- v e postdoctoral assaiates since 1967. They have goneon to
successfutareersin academegovernmert, and industry in U.S.A., Europe,
Israel, and Japan.

Teaching

GeneralChemistry, Physical Chemistry, Quantum Medhanics, Statisti-
cal Medanics.

Special topics: Molecular Reaction Dynamics.

Special topics: Propagator Theory and Applications.

Special Pro jects

Director of the annual International Sanibel Symposia on Quantum
Chemistry and Solid-State Physics,organizedby the Quantum Theory
Project of the University of Florida (1983-2000)

Co-Principal Investigator on special grants awarded for this activity:
O ce of Naval Researh; National ScienceFoundation; Air ForceO ce

of Scieni c Researb; Army O ce of Sciertic Researb; Departmert
of Energy; various computer hardware and software companies(1966-
2000).

Co-Principal Investigator on special cooperation grant from NATO to
work with Aarhus University, Denmark, 1976-78,1986-87,University
of Antwerp, Belgium 1992-94.

Co-Principal Investigator on a NATO grant sponsoringthe Advanced
Researb Workshopon™ Time-dependert Quantum Molecular Dynam-
ics, Experimert and Theory", held at Snavbird, Utah, March 1992.

Co-organizerof a one-week Short Coursein Applied Molecular Orbital
Theory o ered 1988-19940 about thirt y participants, primarily from
industry.

42



Co-organizerof a workshop on Time-Dependert Quantum Molecular
Dynamics, Brian Head, Utah, March 1999funded by ONR.

Organizer of Workshop on \Prospects for Theory, Computation, and
Simulation in the Molecular Sciencesn the 21'st Certury"”, at Spieter-
stulen, Norway, August 2-7, 2006.

43



References

ProfessorJohn R. Sabin, Departmert of Physics, University of Florida,
Gainesville,Florida 32611,sabin@qtp.u .edu

ProfessorJan Linderberg, Aarhus University, Aarhus C, DK 8000,
DENMARK, jan@tem.au.dk

ProfessorMark Ratner, Departmert of Chemistry, Northwestern Uni-
versity, Evanston, lllinois 60201

ProfessorJean-Marie Andre, FUNDP, Namur, BELGIUM
Professord. Vincent Ortiz, Auburn University, Auburn, Alabama.

ProfessorJohn P. Simons, Departmert of Chemistry, University of
Utah, Salt Lake City, Utah 84112simons@ieem.utah.edu

44



