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hans g. a. hellmann-preis

geht in diesem Jahr an Dr. Robert Berger

Klung-Wilhelmy-WeberbanK-preis

Der diesjährige Klung-Wilhelmy-Weberbank-Preis wird an 
Prof. Dr. Frank Neese, Lehrstuhl für Theoretische Chemie 
der Universität Bonn, verliehen. Der mit 100.000 Euro ausge-
stattete Preis ist die höchst dotierte Auszeichnung für jüngere 
Wissenschaftler in Deutschland. Mit seinen Bahn brechenden 
Arbeiten zur hocheffizienten Berechnung der Elektronen-
struktur großer Moleküle ermöglicht der gelernte Biologe 
Frank Neese experimentell tätigen Naturwissenschaftlern in 
vielen Arbeitsgebieten, ihre Ergebnisse präzise und effizient 
zu interpretieren und neue sinnvolle Experimente zu konzi-
pieren. Die Preisverleihung findet am 14. November 2008 an 
der Freien Universität Berlin statt.

erhält Prof. Dr. Frank Neese für Chemie 

Prof. Dr. Frank Neese

Prof. Per  Jensen  der Universität Wuppertal erhielt am 3. September 2008 von der Tschechischen-Slowakischen Spektroskopi-
schen Gesellschaft die Iohannes Marcus Marci Medaille.  

ioannes marcus marci medaille

Für seine richtungsweisenden Arbeiten zur elektroschwa-
chen Quantenchemie und zu fundamentalen Eigenschaf-
ten chiraler Moleküle erhält Dr. Robert Berger, Frankfurt 
Institute for Advanced Studies (FIAS), Johann Wolfgang-
Goethe Universität, den Hellmann-Preis 2008. 
Robert Berger hat mit seinen Arbeiten zur elektroschwa-
chen Wechselwirkung in der Molekülchemie ein modernes 
Forschungsgebiet für die Quantenchemie erschlossen. Er hat 
einen systematisch verbesserbaren Ansatz zur Berücksichti-
gung der schwachen Wechselwirkung in der Quantenchemie 
etabliert und zur Vorhersage paritätsverletzender Effekte in 
der Spektroskopie chiraler Moleküle angewandt. Die hierzu 
realisierten Konzepte stellen methodische Fortschritte auch 
für konventionelle Anwendungen dar, etwa der theoretischen 
rovibronischen Spektroskopie. 
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nachruF

Am 10. Oktober 2008 verstarb Jürgen Hinze, Ph.D., Professor 
emeritus für Theoretische Chemie an der Universität Biele-
feld, im Alter von 71 Jahren. Jürgen Hinze studierte Chemie 
an der Technischen Hochschule (heute Universität) Stuttgart 
bis zum Vordiplom (1959), setzte sein Studium dann mit Hilfe 
eines Fulbright-Stipendiums in den U.S.A. fort und promo-
vierte 1962 bei Hans H. Jaffé in Cincinnati. Nach Aufenthal-
ten als Postdoktorand bei Kenneth S. Pitzer (Houston, 1962–
1964) und Theodor Förster (Stuttgart, 1964–1966) ging er zu
Robert S. Mulliken und Clemens C. J. Roothaan an das La-
boratory of Molecular Structure and Spectra (LMSS) in Chi-
cago. Bereits nach einem Jahr wurde er Assistant Professor 
am Department of Chemistry der University of Chicago. Im 
Jahr 1975 nahm Jürgen Hinze einen Ruf an die neu gegrün-
dete Universität Bielefeld an, und wurde einer der vier Grün-
dungsprofessoren der Fakultät für Chemie. Das Fach Theore-
tische Chemie hat er dort in Forschung und Lehre bis zu seiner 
Emeritierung 2002 vertreten. Er war zweimal Dekan der Fa-
kultät für Chemie, lange Mitglied des Senats der Universi-
tät Bielefeld sowie Vorsitzender des Ortsverbands Bielefeld 
der Gesellschaft Deutscher Chemiker. Die ausgezeichneten 
Möglichkeiten des Bielefelder Zentrums für interdisziplinä-
re Forschung (ZiF) nutzte er zur Durchführung sogenann-

ter ZiF:Forschungsgruppen (”Eigenschaften und Reaktionen 
isolierter Moleküle und Atome“, 1978–1980; ”Interactions 
of Oriented Molecules“, 1996/1997) und internationaler Ta-
gungen, die auch außerhalb der Fachgrenzen Beachtung fan-
den. Seine Forschungsbeiträge waren oft grundlegend und 
wegweisend, seine Arbeitsgebiete reichen von chemischen 
Konzepten (Elektronegativität, Populationsanalyse) über Me-
thodenentwicklung und Anwendungen in Quantenchemie, 
Quantendynamik und Streutheorie (MCSCF, hypersphäri-
sche Koordinaten und Funktionen, R-Matrix-Theorie) bis 
zur Chemieinformatik (SMILES-Strings und graphische Be-
nutzeroberflächen) und der Geschichte der Quantenchemie 
(Hans Hellmann). Diese ungewöhnliche und bemerkenswerte 
thematische Vielfalt spiegelt seine vielseitigen Interessen nur 
zum Teil wider. Jürgen Hinze war auch passionierter Segler, 
begeisterter Koch, und ein Meister im Flugmodellbau. Mit 
seinem Tod haben wir einen großen Wissenschaftler und die 
Theoretische Chemie einen ihrer Wegbereiter verloren.

Priv.-Doz. Dr. Dirk Andrae, Freie Universität Berlin
andrae@chemie.fu-berlin.de

dirk.andrae@uni-bielefeld.de

Prof. em. Jürgen Hinze, Ph.D.
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Academic position
Theoretical Chemistry

The University of Namur - FUNDP, Department of Chemistry, Namur, Belgium

The Department of Chemistry at the University of Namur - FUNDP - invites applications for a Faculty position in the area of 
„Theoretical Chemistry“ starting Spring 2009.
Applicants will be expected to have earned a Ph.D degree in chemistry or related disciplines and possess a post-doctoral expe-
rience with a proven and outstanding record of accomplishments in “theoretical chemistry”.
The successful candidate will be expected to participate, in the mean term in French, in the normal teaching program (i.e., 
quantum chemistry, statistical mechanics, non-equilibrium thermodynamics, …) of the university at the bachelor, master, and 
graduate level.
The occupant of the position will have to develop an outstanding program of new fundamental methodologies in Theoretical 
Chemistry with strong complementarities with other research groups of the department and the university. The research will 
be conducted in the “Unité de Chimie Physique, Théorique et Structurale” and inscribed in one of the poles of excellence of 
the department: “Chimie du vivant” and “Chimie des (nano)matériaux”. The originality of the proposed research program will 
be a primordial criterion in the selection of the candidate.
Applicants should submit the following documents to Prof. M. Scheuer, Rector of the University of Namur, 61 rue de Bruxel-
les, B-5000 NAMUR (Belgium): the completed and signed copy of the official application form (downloadable from http://
www.fundp.ac.be/universite/jobs) accompanied by a complete curriculum vitae (including research accomplishments, teaching 
experiences, and a publication list), a detailed research program, a list of collaborations, a teaching statement, and a list of at least 
three referees by December 15, 2008.
Further information can be obtained via Profs D.P. Vercauteren, J. Wouters, or B.-L. Su, Director of the Chemistry Depart-
ment (email: daniel.vercauteren@fundp.ac.be, johan.wouters@fundp.ac.be, direction.chimie@fundp.ac.be; Tel.: 0032 81 72 45 
34, 0032 81 72 45 50, 0032 81 72 45 31).
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mechanics, nonequilibrium thermodynamics, …) of the university at the bachelor, master, and graduate level.
The occupant of the position will have to develop an outstanding program of new fundamental methodologies in Theoretical 
Chemistry with strong complementarities with other research groups of the department and the university. The research will 
be conducted in the “Unité de Chimie Physique, Théorique et Structurale”. The originality of the proposed research program 
will be a primordial criterion in the selection of the candidate. 
Applicants should submit the following documents to Prof. M. Scheuer, Rector of the University of Namur, 61 rue de Bruxel-
les, B-5000 NAMUR (Belgium): the completed and signed copy of the official application form (downloadable from
http://www.fundp.ac.be/universite/jobs) accompanied by a complete curriculum vitae (including research accomplishments, 
teaching experiences, and a publication list), a detailed research program, a list of collaborations, a teaching statement, and a list 
of at least three referees by January 23, 2009.
Further information can be obtained via Profs D.P. Vercauteren, J. Wouters, Prof. B.- L. Su, Director of the Chemistry Depart-
ment (email: daniel.vercauteren@fundp.ac.be, johan.wouters@fundp.ac.be, bao-lian.su@fundp.ac.be; 
Tel.: 0032 81 72 45 34, 0032 81 72 45 50, 0032 81 72 45 31).

Postdoctoral Position in Theoretical Chemistry

Topic: Methodology and application of relativistic quantum chemistry. Photoelectron spectra of molecules with heavy elements 
and corresponding electronic decay processes. 

- A three-year full position, financed through an approved DFG grant.
- Implementation of the two-particle propagator into the DIRAC program system together with a powerful final state analysis.
- Calculation of single and double ionization spectra and electronic decay mechanisms by the propagator method; interpretation 
of experimental spectra; possible extension to lifetime calculations.
- Investigation of relativistic effects on electronic decay processes such as Auger decay, Intermolecular Coulombic Decay (ICD) 
and Electron Transfer Mediated Decay (ETMD) in heavy systems.

Please contact:
PD Dr. M. Pernpointner
University of Heidelberg,
Theoretical Chemistry
Im Neuenheimer Feld 229
69120 Heidelberg, Germany
Phone: 0049-6221-545262, Fax.: 0049-6221-545221
email: Markus.Pernpointner@pci.uni-heidelberg.de

PhD Position in Theoretical Chemistry

Center for Theoretical Chemistry, University of Bochum, Germany

In a joint project of the groups of Dr. Behler and Professor Marx a PhD fellowship is available at the Ruhr-University in Bo-
chum. The project will be embedded in the NRW Research School “Research with Synchrotron Radiation” and involves 
state-of-the-art density-functional theory calculations and molecular dynamics simulations for complex processes at surfaces. A 
close collaboration with experimental groups within the Research School is envisaged. The Center for Theoretical Chemistry 
at the Ruhr-University offers an exciting interdisciplinary research environment and excellent facilities including several high-
performance parallel platforms in house. 
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For more information, please see: www.theochem.ruhr-uni-bochum.de/home.en.html.

Please send your application including CV (preferably by email) to
Dr. Jörg Behler
Lehrstuhl für Theoretische Chemie
Ruhr-Universität Bochum
44780 Bochum, Germany
Email: joerg.behler@theochem.rub.de

Consideration of candidates will begin immediately and continue until the position is filled. The University particularly wel-
comes applications from women.

Junior Research Group Leader / Research Associate Position:
Ab Initio Biomolecular Simulation

Center for Theoretical Chemistry, University of Bochum, Germany

Applications are invited for a research associate position which is available immediately or upon mutual agreement. Depending 
on the applicant there will be the opportunity for establishing a Junior Research Group and for academic qualification in the 
framework of Habilitation. The ideal candidate should have significant experience in electronic calculations of complex bio-
molecular systems and reactions, including preferentially multiscale QM/MM–type approaches. A PhD in theoretical
physics or chemistry is required, as well as research experience as a postdoc. She or he will be involved in a number of chal-
lenging projects in the realms of ab initio biomolecular simulation (see e.g. some of our recent papers: JACS Commun. 130, 
(2008) 2768; PNAS 104 (2007) 20725; PNAS 104 (2007) 6980; JACS 128 (2006) 13815). Information on the techniques used 
and developed at CTC are accessible via www.theochem.rub.de/go/cprev.html. 

The Center for Theoretical Chemistry at RUB offers an exciting interdisciplinary research environment and excellent facilities 
including several high-performance parallel platforms in house, see www.theochem.rub.de/go/jobs.html. Candidates should 
send a detailed resume including an outline of their research achievements and interests as well as contact information to obtain 
academic references to:

Prof. Dominik Marx
Lehrstuhl fuer Theoretische Chemie
Ruhr-Universitaet Bochum
44780 Bochum, Germany
Email: theochem@theochem.rub.de

There is no deadline. Consideration of candidates will begin immediately and continue until the position is filled. The Uni-
versity particularly welcomes applications from women.
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Ph.D. Student Position inTheoretical Molecular Chemistry/Quantum Optics

In a long-term research program we are pursuing high-resolution spectroscopy of the molecular hydrogen ions, with the goal 
of determining fundamental constants such as the electron-to-proton mass ratio, the radii of proton and deuteron, and the 
quadrupole moment of the deuteron. A second goal is development of methods for the manipulation of cold molecules. The 
molecular ions are trapped in an ion trap and cooled to milliKelvin temperature using laser cooling. We perform spectroscopy 
in the radio-frequency, THz and optical domains.

We are looking for a skilled and highly motivated theoretical Ph.D. student to develop a detailed theoretical understanding 
of the interaction of single and ensembles of trapped molecular hydrogen ions with external fields (Zeeman and Stark effects, 
light shifts, one- and two-photon transitions), including hyperfine structure and coherence effects, that will be applied for an 
accurate interpretation the experimental results.
Applicants should have experience in quantum mechanical calculations. Salary level is 50% EG 13.

Apply to: Prof. S. Schiller, step.schiller@uni-duesseldorf.de 
For further information, see www.exphy.uni-duesseldorf.de

The Stuttgart Research Center for Simulation Technology (SRC SimTech) is asking for applications for a

Juniorprofessorship (W1) on Applied Quantum Mechanics

at the Institute of Theoretical Chemistry of the University of Stuttgart.

The Junior Professor should be experienced in the field of computational chemistry with focus on the simulation of complex 
molecular systems, in particular using ab initio molecular dynamics or QM/MM methods. He/she should closely collaborate 
with the theoretical chemistry and other modeling groups, e.g., in Physics, Technical Biochemistry, or Molecular Thermody-
namics. Participation in the Collaborative Research Centre SFB 706, „Selective catalytic oxidation reactions using molecular 
oxygen“ is expected.
Applications with the usual documents (CV, degree certificates, references, publication list, selected off-prints) should be sent 
to the Coordinator of the Cluster of Excellence in Simulation Technology, 

Prof. Dr.-Ing Wolfgang Ehlers, Institute of Applied Mechanics, 
Pfaffenwaldring 7, 70569 Stuttgart, Germany

Doktoranden oder Postdoc Stellen

am Institut für Theoretische Chemie, Universität Stuttgart

Im Rahmen des DFG Exzellenzclusters „Simulation Technology“ (SimTech) sind am Institut für Theoretische Chemie der 
Universität Stuttgart (AG Werner) ab sofort zwei Stellen TVL-13 für zunächst 3 Jahre zu besetzen. Die Projekte sind vor-
wiegend methodischer Art und haben die Entwicklung von parallelisierten lokalen und explizit korrelierten Coupled Cluster 
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Methoden sowie neuen Multireferenzmethoden zum Ziel.

Gesucht werden Mitarbeiter (Doktoranden oder Postdocs) mit Interesse an anspruchsvollen Methoden- und Programment-
wicklungen. Eine enge Zusammenarbeit mit anderen Arbeitsgruppen im SimTech Exzellenzcluster, insbesondere aus der Tech-
nischen Informatik und dem Höchstleistungsrechenzentrum Stuttgart, ist geplant.

Bewerbungen mit den üblichen Unterlagen (Lebenslauf, Zeugniskopien, Publikationsliste) richten Sie bitte an:

Prof. Dr. H.-J. Werner, Institut für Theoretische Chemie,
Universität Stuttgart, Pfaffenwaldring 55, 70569 Stuttgart

Postdoctoral Positions in Theoretical Chemistry

at the Chemistry Department of the Humboldt University in Berlin

Topic:
Methodology and application of combined quantum chemical and molecular dynamics methods for:
1) Theoretical design of hybrid nanocluster-biomolecule based fluorescent biochips
2) Exploration, analysis and control of photodynamics in microsolvated biochromophores

Full position is available in frame of SFB 450 “Analysis and Control of ultrafast photoinduced reactions” starting from 1. Jan. 
2009 until 1. July 2010 in the theoretical chemistry group headed by Prof. Vlasta Bonačić-Koutecký.

Please contact Prof. Vlasta Bonačić-Koutecký:
vbk@chemie.hu-berlin.de
Phone: +49-30-2093-5579



Impressum

Prof. Dr. Vlasta Bonačić-Koutecký
Institut für Chemie, Humboldt-Universität zu Berlin, Brook-Taylor-Str. 2, D-12489 Berlin

Tel: +49 (0)30 2093 - 5579, vbk@chemie.hu-berlin.de, http://www.chemie.hu-berlin.de/vbk
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