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Education

• Dr. rer. nat.: (summa cum laude) Fakultät Chemie, TU Dortmund, Supervisor: Prof. Dr. Alfons Geiger, Thesis:
“Molekulardynamik Simulation der hydrophoben Hydratation nichtionischer Tenside”, November 1998.

• Diploma (Chemistry): (sehr gut) Fakultät Chemie, TU Dortmund, Supervisor: Prof. Dr. Alfons Geiger, The-
sis: “Berechnung von Neutronenstreuspektren aus MD-Simulationsdaten von isotropem (trans-4,4’-n-Pentyl-
Cyclohexyl)-Benzonitril (PCH-5)”, July 1992.

• Study (Chemistry): Fakultät Chemie, TU Dortmund, 1986–1992.

Professional Experience

• Senior Research Associate: Universität Rostock, Mathematisch-Naturwissenschaftliche Fakultät, Institut für
Chemie, Abteilung Theoretische und Physikalische Chemie, Prof. Dr. Ralf Ludwig, 2010–

• Senior Research Associate: Rensselaer Polytechnic Institute, Center for Biotechnology and Interdisciplinary
Studies, Department of Physics, Applied Physics, and Astronomy, 110 Eighth Street, Troy, New York 12180-
3590 USA. 2008–2010.

• Researcher: TU Dortmund, Fakultät Bio- und Chemieingenieurwesen, Lehrstuhl für Thermodynamik, Prof.
Dr. Gabriele Sadowski, 2008.

• Head of DOMUS Young Investigator Research Group: Leading research group “Molecular Simulations in
Biophysics and Chemical Engineering” as part of the modelling and simulation initiative of the TU Dortmund
(“DOMUS”) (http://www.domus.tu-dortmund.de/). 2006-2008.

• Visiting Scientist: Rensselaer Polytechnic Institute, Center for Biotechnology and Interdisciplinary Studies,
110 Eighth Street, Troy, New York 12180-3590 USA, September-October 2005, March 2007.

• Visiting Scientist: Los Alamos National Laboratory, Theory Division, Theoretical Biology and Biophysics
Group T-10, Los Alamos NM, USA, March-May 2004, September-October 2004.

• Researcher: TU Dortmund, Fakultät Chemie, Physikalische Chemie 2a, Prof. Dr. Alfons Geiger, 2001–2008.

• Post-Doc: Universiteit van Amsterdam, Faculty of Science, Van ’t Hoff Institute for Molecular Sciences, Chair
of Chemical Reactor Engineering, Prof. Dr. Rajamani Krishna , 1999–2001.

• Post-Doc: TU Dortmund, Fakultät Chemie, Physikalische Chemie 2a, Prof. Dr. Alfons Geiger, 1998–1999.
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• Graduate Researcher: TU Dortmund, Fakultät Chemie, Physikalische Chemie 2a, Prof. Dr. Alfons Geiger,
1992–1998.

• Undergraduate Researcher: TU Dortmund, Fakultät Chemie, Physikalische Chemie 2a, Prof. Dr. Alfons
Geiger, 1991–1992.

Teaching Experience

• Lecture: Universität Rostock, Bachelor [BA-Che14, 5. Sem. (oblig.)], PC IIIa: “Grundlagen der Statistischen
Thermodynamik”, Course-No.: 13356 (V: 2 SWS, Ü: 1 SWS); WS 2022/23 (substitute for Prof. B. Corzilius),
WS 2018/19, WS 2017/18, WS 2016/17, WS 2015/2016, WS 2014/2015, WS 2013/2014.

• Lecture: Universität Rostock, Bachelor [BA-Che14, 6. Sem. (wahloblig.)], PC IV: “Statistische Thermody-
namik realer chemischer Systeme CH22”, Course-No.: 13372 (V: 2 SWS); SS 2019, SS 2018, SS 2017, SS
2016, SS 2015, SS 2014, SS 2013.

• Lecture: Universität Rostock, Master [MA-Che14, 1.-3. Sem. (wahloblig.); MA-Phy18, 2. Sem. (wahloblig.)],
PC VIII: “Wasser in den Naturwissenschaften: Struktur, Funktion und Dynamik MCH-W17”, Course-No.:
13550 (V: 2 SWS); SS 2020 (with Prof. Dr. R. Ludwig).

• Lecture: Universität Rostock, Master [MA-Che10, 1. Sem. (oblig.); MA-Mat10, 1. Sem. (oblig.)], PC VI:
“Molekulare Spektroskopie, Molekulardynamische und ab initio-Rechenverfahren”, Course-No.: 13381 (V: 2
SWS, Sr.: 2 SWS); WS 2011/12 (with Prof. Dr. R. Ludwig).

• Lecture: Universität Rostock, Diplom/Master [D-Che91, 7. Sem. (oblig.); MA-Mat10, 1. Sem. (oblig.)],
“Einführung in die Molekulardynamik mit dem Computer”, Course-No: 13208 (V: 2 SWS); WS 2010/2011.

• Laboratory Course: Universität Rostock, Chemistry, Bachelor [BA-Che14, 3. Sem. (oblig.)], PC II: “Misch-
phasenthermodynamik und Elektrochemie”, Course-No.: 13314, Supervising experiments: “Verdampfungsen-
thalpie”, “Phasenübergang von Schwefelhexafluorid”; WS 2023/24, WS 2022/23, WS 2021/22, WS 2020/21,
WS 2019/20.

• Laboratory Course: Universität Rostock, Chemistry, Bachelor [BA-Che14, 6. Sem. (oblig.)], PC IIIb: “Statis-
tische Thermodynamik und Transportphänomene”, Course-No.: 13356, Supervising experiments: “2.Virialko-
effizient”, “DEBYE-Temperatur”, “Computersimulation”. DP designed experiment “Computersimulation” and
re-designed “DEBYE-Temperatur”; SS 2023, SS 2022, SS 2021, SS 2020, SS 2019, SS 2012, SS 2011, SS 2010.

• Lecture: TU Dortmund, Chemistry, Master, “Computer Simulation Methods for Biomolecular Simulations”;
SS 2005, SS 2007.

• MD Simulation Course: TU Dortmund, “Laboratory course on molecular quantum theory and condensed
matter simulation” (with Dr. R. Ludwig); SS 2001, SS 2002, SS 2003.

• Lecture: TU Dortmund, “Application of Computer Simulation Methods for the Simulation of Complex Molec-
ular Liquids”; SS 1997 (with Prof. Dr. A. Geiger).

• Teaching Assistant: TU Dortmund, held weekly seminars supporting general physical chemistry lectures and
supervised undergraduate students in practical physical chemistry laboratory courses; WS/SS 1992–1998.

Dissertation

• D. Paschek, “Molekulardynamische Simulation der hydrophoben Hydratation nichtionischer Tenside”, Disser-
tation TU Dortmund 1998, Mainz Verlag Aachen, ISBN 3-89653-522-6.

Reviewer for International Journals

• Journal of the American Chemical Society
• Journal of Physical Chemistry B
• Journal of Physical Chemistry Letters
• Journal of Chemical Physics
• Physical Review E

• Physical Review Letters
• Physica A
• Biophysical Journal
• Journal of Molecular Liquids
• Chemical Physics Letters
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Professional Affiliations

• Member of the Board of the European Molecular Liquids Group (EMLG).
• Secretary of the European Molecular Liquids Group (EMLG), 2011-2017.
• Fellow of the International Union of Pure and Applied Chemistry (IUPAC).
• Member of the Deutsche Bunsen-Gesellschaft für Physikalische Chemie (DBG).
• Member of the Gesellschaft deutscher Chemiker (GdCh).
• Member of COST Action CM1206 “EXIL - Exchange on Ionic Liquids”, 2015-2017.

Awards

• Poster-Award of the Bunsen-Tagung 2023, “Physical Chemistry of the Energy Transition”, June 5-7, 2023,
Berlin, Germany, for the Poster Why Do Liquids Mix? The Effect of Hydrogen Bond Redistribution on the
Mixing Behavior of Protic Ionic Liquids.

• TU Dortmund “Best Dissertation Award” in the Field of Chemistry for the Dissertation Molecular Dynamics
Simulation of the Hydrophobic Hydration of Nonionic Surfactants. Award Ceremony: February 10, 2000.

Grants and Fellowships

• DOMUS-Fellowship (Dortmunder Forschungsband für Modellbildung und Simulation). Funded Group:
“Molecular Simulations in Biophysics and Process Engineering”, TU Dortmund, 2006-2008.

• DFG SPP 1155, German Science Foundation Priority Program SPP 1155 “Molecular Modeling and Simula-
tion in Process Engineering” (Project-No.54268623) as “Beteiligte Person”, together with Gabriele Sadowski,
Lehrstuhl für Thermodynamik, BCI, TU Dortmund, 2007-2010.

• DFG SPP 1191, (Project-No. 187094384) German Science Foundation Priority Program SPP 1191 “Ionic Liq-
uids” as “Antragsteller”, together with Ralf Ludwig, Physikalische Chemie, Institut für Chemie, Universität
Rostock, 2010-2014.

• DFG SPP 1570, German Science Foundation Priority Program SPP 1570 “Poröse Medien mit definierter
Porenstruktur in der Verfahrenstechnik – Modellierung, Anwendungen, Synthese” (Project-No. 206052115)
as “Antragsteller”, together with Sebastian Wohlrab, Leibniz Institut für Katalyse e.V., 2011-2016.

Software Development

• MOSCITO: Toolkit for performing and analyzing molecular dynamics (MD) simulations. Published under the
conditions of the General Public License (1997-2024). URL: http://www.moscitomd.org

• MOSTOOLS: Collection of tools for performing advanced analysis of molecular dynamics (MD)
simulations. Published under the conditions of the General Public License (1997-2024). URL:
http://139.30.122.11/paschek/moscito add.html

• KMC: Software for performing kinetic Monte Carlo simulations of particles on discrete lattices. Published
under the conditions of the General Public License (1999-2024). URL: http://139.30.122.11/paschek/kmc.html

• GROMACS: Incorporated the temperature/density replica exchange molecular dynamics scheme into GRO-
MACS. URLs: http://www.gromacs.org, http://139.30.122.11/paschek/rpmdrun.html

• MDorado: A collection of open source Python tools to analyse structural and dynamical properties from
molecular dynamics trajectories. Uses FFTs to efficiently compute time correlation functions. URL:
https://github.com/Paschek-Lab/MDorado

• BondAid: Open source tool to perform the long-time BNP-correction on bond population correlation functions
from MD Simulations with cubic periodic boundary conditions URL: https://github.com/Paschek-Lab/BondAid

• OrthoBoXY: Introduces a new and simple way to compute true self-diffusion coefficients from MD simulations
with periodic boundary conditions without prior knowledge of the viscosity. URL: https://github.com/Paschek-
Lab/OrthoBoXY
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• FreeDRelax: A collection of software tools to compute intramolecular and intermolecular frequency dependent
dipolar NMR relaxation rates from MD simulation data. URL: https://github.com/Paschek-Lab/FreeDRelax

Peer Reviewed Publications

100. D. Paschek?, J. Busch, E. Mock, R. Ludwig, A. Strate
“Computing the Frequency Dependent NMR Relaxation of 1H Nuclei in Liquid Water”
J. Chem. Phys. 160, 074102 (2024).
JCP EP: Editor’s Pick
DOI: 10.1063/5.0191052

99. J. Busch, D. Paschek?

“Computing Accurate True Self-Diffusion Coefficients and Shear Viscosities Using the OrthoBoXY-Approach”
J. Phys. Chem. B 128, 1040-1052 (2024).
DOI: 10.1021/acs.jpcb.3c07540

98. J. Busch, D. Paschek?

“An OrthoBoXY-Method for Various Alternative Box Geometries”
Phys. Chem. Chem. Phys. 26, 2907-2914 (2024).
2023 PCCP HOT Articles
DOI: 10.1039/D3CP04916G
(1 citation)

97. J. Busch, D. Paschek?

“OrthoBoXY: A Simple Way to Compute True Self-Diffusion Coefficients from MD Simulations with Periodic
Boundary Conditions without Prior Knowledge of the Viscosity”
J. Phys. Chem. B 127, 7983-7987 (2023).
DOI: 10.1021/acs.jpcb.3c04492
(5 citations)

96. A.E. Khudozhitkov, D. Paschek, A.G. Stepanov, D.I. Kolokolov, R. Ludwig
“How Like-Charge Attraction Influences the Mobility of Cations in Hydroxyl-Functionalized Ionic Liquids”
J. Phys. Chem. Lett. 14, 4019-4025 (2023).
DOI: 10.1021/acs.jpclett.3c00463
(2 citations)

95. J. Busch, T. Niemann, J. Neumann, P. Stange, S. Gärtner, T.G.A. Youngs, S. Youngs, D. Paschek, R. Ludwig
“The role of hydrogen bond defects for cluster formation and distribution in ionic liquids by means of neutron
diffraction and molecular dynamics simulations”
ChemPhysChem 24, e202300031 (2023).
DOI: 10.1002/cphc.202300031
(2 citations)

94. J. Busch, D. Kotwica, L. Al Sheak, T. Headen, T.G.A. Youngs, D. Paschek, R. Ludwig
“Quantification and Distribution of Three Types of Hydrogen Bonds in Mixtures of an Ionic Liquid with the
Hydrogen-Bond-Accepting Molecular Solvent DMSO Explored by Neutron Diffraction and Molecular Dynam-
ics Simulations”
J. Phys. Chem. Lett. 14, 2684-2689 (2023).
DOI: 10.1021/acs.jpclett.3c00018

93. A.E. Khudozhitkov, P. Stange, D. Paschek, A.G. Stepanov, D.I. Kolokolov, R. Ludwig
“The influence of deuterium isotope effects on structural rearrangements, ensemble equilibria, and hydrogen
bonding in protic ionic liquids”
ChemPhysChem 23, e202200557 (2022).
DOI: 10.1002/cphc.202200557
(2 citations)

92. B. Golub, D. Ondo, V. Overbeck, R. Ludwig, D. Paschek?

“Hydrogen Bond Redistribution Effects in Mixtures of Protic Ionic Liquids Sharing the Same Cation: Non-ideal
Mixing with Large Negative Mixing Enthalpies”
Phys. Chem. Chem. Phys. 24, 14740-14750 (2022).
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2022 PCCP HOT Articles
DOI: 10.1039/D2CP01209J
(2 citations)

91. B. Golub, D. Ondo, R. Ludwig, D. Paschek?

“Why Do Liquids Mix? The Mixing of Protic Ionic Liquids Sharing the Same Cation is Apparently Driven By
Enthalpy, Not Entropy”
J. Phys. Chem. Lett. 13, 3556-3561 (2022).
DOI: 10.1021/acs.jpclett.2c00634
(2 citations)

90. J. Busch, J. Neumann, D. Paschek?

“An Exact A Posteriori Correction for Hydrogen Bond Population Correlation Functions and Other Reversible
Geminate Recombinations Obtained from Simulations with Periodic Boundary Conditions. Liquid Water as a
Test Case”
J. Chem. Phys. 154, 214501 (2021).
DOI: 10.1063/5.0053445
(2 citations)

89. J. Neumann, R. Ludwig, D. Paschek?

“Hydrogen Bonds between Ions of Opposite and Like Charge in Hydroxyl-Functionalized Ionic Liquids: An
Exhaustive Examination of the Interplay Between Global and Local Motions and Intermolecular Hydrogen
Bond Lifetimes and Kinetics”
J. Phys. Chem. B 125, 5132-5144 (2021).
DOI: 10.1021/acs.jpcb.1c02756
(11 citations)

88. B. Golub, K. Fumino, P. Stange, V. Fossog, R. Hempelmann, D. Ondo, D. Paschek?, R. Ludwig
“Balance Between Contact and Solvent Separated Ion Pairs in Mixtures of the Protic Ionic Liquid
[Et3NH][MeSO3] with Water Controlled by Water Content and Temperature ”
J. Phys. Chem. B 125, 4476-4488 (2021).
DOI: 10.1021/acs.jpcb.1c01850
(8 citations)

87. E.A. Shelepova, R. Ludwig, D. Paschek?, N.N. Medvedev
“Structural similarity of an ionic liquid and the mixture of the neutral molecules”
J. Mol. Liq. 329, 115589 (2021).
Special Issue: EMLG/JMLG Meeting 2019
DOI: 10.1016/j.molliq.2021.115589
(7 citations)

86. M. Namayandeh Jorabchi, R. Ludwig, D. Paschek?

“Quasi-Universal Solubility Behavior of Light Gases in Imidazolium-based Ionic Liquids with Varying Anions:
A Molecular Dynamics Simulation Study ”
J. Phys. Chem. B 125, 1647-1659 (2021).
Lawrence R. Pratt Festschrift
DOI: 10.1021/acs.jpcb.0c10721
(16 citations)

85. J. Neumann, D. Paschek, A. Strate, R. Ludwig
“Kinetics of hydrogen bonding between ions with opposite and like charges in hydroxyl-functionalized ionic
liquids”
J. Phys. Chem. B 125, 281-286 (2021).
DOI: 10.1021/acs.jpcb.0c09278
(15 citations)

84. V. Overbeck, B. Golub, H. Schröder, A. Appelhagen, D. Paschek, K. Neymeyer, R. Ludwig
“Probing relaxation models by means of Fast Field-Cycling relaxometry, NMR spectroscopy and molecular
dynamics simulations: Detailed insight into the translational and rotational dynamics of a protic ionic liquid”
J. Mol. Liq. 319, 114207 (2020).
DOI: 10.1016/j.molliq.2020.114207
(11 citations)
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83. A. Strate, J. Neumann, T. Niemann, P. Stange, D. Paschek, A.G. Stepanov, A.E. Khudozhitkov, D.I. Kolokolov,
R. Ludwig
“Counting cations involved in cationic clusters of hydroxy-functionalized ionic liquids by means of infrared and
solid-state NMR spectroscopy”
Phys. Chem. Chem. Phys. 22, 6861-6867 (2020).
DOI: 10.1039/d0cp00303d
(17 citations)

82. E.A. Shelepova, D. Paschek?, R. Ludwig, N.N. Medvedev
“Comparing the void space and long-range structure of an ionic liquid with a neutral mixture of similar sized
molecules”
J. Mol. Liq. 299, 112121 (2020).
DOI: 10.1016/j.molliq.2019.112121
(9 citations)

81. A.E. Khudozhitkov, V. Overbeck, P. Stange, A. Strate, D. Zaitsau, A. Appelhagen, D. Michalik, A.G. Stepanov,
D.I. Kolokolov, D. Paschek, R. Ludwig
“Simultaneous determination of deuteron quadrupole coupling constants and rotational correlation times: the
model case of hydrogen bonded ionic liquids”
Phys. Chem. Chem. Phys. 21, 25597-25605 (2019).
DOI: 10.1039/c9cp04983e
(8 citations)

80. A.E. Khudozhitkov, J. Neumann, T. Niemann, D. Zaitsau, P. Stange, D. Paschek, A. Stepanov, D. Kolokolov, R.
Ludwig
“Hydrogen bonding between ions of like charge in ionic liquids characterized by NMR deuteron quadrupole
coupling constants - Comparison with salt bridges and molecular systems”
Angew. Chem. Int. Ed. 58, 17863-17871 (2019).
DOI: 10.1002/anie.201912476
(42 citations)

79. D.H. Zaitsau, J. Neumann, T. Niemann, A. Strate, D. Paschek?, S.P. Verevkin, R. Ludwig
“Isolating the role of hydrogen bonding in hydroxyl-functionalized ionic liquids by means of vaporization en-
thalpies, infrared spectroscopy and molecular dynamics simulations”
Phys. Chem. Chem. Phys. 21, 20308-20314 (2019).
DOI: 10.1039/c9cp04337c
(13 citations)

78. T. Niemann, J. Neumann, P. Stange, R. Ludwig, S. Gartner, T.G.A. Young, D. Paschek, G.G. Warr, R. Atkin
“The double-faced nature of hydrogen bonding in hydroxyl-functionalized ionic liquids shown by neutron
diffraction and molecular dynamics simulations”
Angew. Chem. Int. Ed. 58, 12887-12892 (2019).
DOI: 10.1002/anie.201904712
(39 citations)

77. A. Khudozhitkov, P. Stange, A.-M. Bonsa, V. Overbeck, A. Appelhagen, A. Stepanov, D. Kolokolov, D. Paschek,
R. Ludwig
“Dynamical heterogeneities in ionic liquids as revealed from deuteron NMR”
Chem. Commun. 54, 3098-3101 (2018).
DOI: 10.1039/c7cc09440j
(21 citations)

76. A. Strate, V. Overbeck, V. Lehde, J. Neumann, A.-M. Bonsa, T. Niemann, D. Paschek, D. Michalik, R. Ludwig
“The influence of like-charge attraction on the structure and dynamics of ionic liquids: NMR chemical shifts,
quadrupole coupling constants, rotational correlation times and failure of Stokes-Einstein-Debye”
Phys. Chem. Chem. Phys. 20, 5617-5625 (2018).
DOI: 10.1039/C7CP06454C
(24 citations)

75. A. Strate, J. Neumann, V. Overbeck, A.-M. Bonsa, D. Michalik, D. Paschek, R. Ludwig
“Rotational and translational dynamics and their relation to hydrogen bond lifetimes in an ionic liquid by means
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of NMR relaxation time experiments and molecular dynamics simulation”
J. Chem. Phys. 149 , 193843 (2018).
Special Topic: Chemical Physics of Ionic Liquids
DOI: 10.1063/1.5011804
(20 citations)

74. J. Neumann, B. Golub, L.-M. Odebrecht, R. Ludwig, D. Paschek?

“Revisiting Imidazolium Based Ionic Liquids: Effect of the Conformation Bias of the [NTf2] Anion Studied By
Molecular Dynamics Simulations”
J. Chem. Phys. 149 , 193828 (2018).
Special Topic: Chemical Physics of Ionic Liquids
DOI: 10.1063/1.5013096
(40 citations)

73. A.E. Khudozhitkov, P. Stange, B. Golub, D. Paschek, A.G. Stepanov, D.I. Kolokolov, R. Ludwig
“Characterization of Doubly Ionic Hydrogen Bonds in Protic Ionic Liquids by NMR Deuteron Quadrupole
Coupling Constants: Differences to H-bonds in Amides, Peptides, and Proteins”
Angew. Chem. Int. Ed. 56, 14310-14314 (2017).
DOI: 10.1002/anie.201708340
(33 citations)

72. R. Dragomirova, M. Namayandeh-Jorabchi, D. Paschek, S. Wohlrab
“Operational criteria for the separation of alkanes by zeolite membranes”
Chemie Ingenieur Technik 89, 926-934 (2017).
DOI: 10.1002/cite.201600178
(13 citations)

71. A.-M. Bonsa, D. Paschek, D.H. Zaitsau, V.N. Emel’yaneko, S.P. Verevkin, R. Ludwig
“The relation between vaporization enthalpies and viscosities: Eyring’s theory applied to selected ionic liquids”
ChemPhysChem 18, 1242-1246 (2017).
DOI: 10.1002/cphc.201700138
(10 citations)

70. D. Kerlé, M. Namayandeh-Jorabchi, R. Ludwig, S. Wohlrab, D. Paschek?

“A Simple Guiding Principle for the Temperature Dependence of the Solubility of Light Gases in Imidazolium-
based Ionic Liquids Derived from Molecular Simulations”
Phys. Chem. Chem. Phys. 19 , 1770-1780 (2017).
DOI: 10.1039/C6CP06792A
(29 citations)

69. M. Strauch, A.-M. Bonsa, B. Golub, V. Overbeck, D. Michalik, D. Paschek?, R. Ludwig
“Deuteron quadrupole coupling constants and reorientational correlation times in protic ionic liquids”
Phys. Chem. Chem. Phys. 18, 17788-17794 (2016).
DOI: 10.1039/c6cp01462c
(23 citations)

68. D. Paschek?, B. Golub, R. Ludwig
“Hydrogen Bonding in a Mixture of Protic Ionic Liquids: A Molecular Dynamics Simulation Study”
Phys. Chem. Chem. Phys. 17, 8431-8440 (2015).
Special Issue: Solvation Science (Bunsen-Tagung Bochum 2015)
DOI: 10.1039/C4CP05432F
(74 citations)

67. K. Fumino, V. Fossog, P. Stange, D. Paschek, R. Hempelmann, R. Ludwig
“Controlling the Subtle Energy Balance in Protic Ionic Liquids: Dispersion Forces Compete with Hydrogen
Bonds”
Angew. Chem. Int. Ed. 53, 2792-2795 (2015).
DOI: 10.1002/anie.201411509
(78 citations)

66. K. Fumino, A.-M. Bonsa, B. Golub, D. Paschek, R. Ludwig
“Non-Ideal Mixing Behavior of Hydrogen Bonding in Mixtures of Protic Ionic Liquids ”
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ChemPhysChem 16, 299-304 (2015).
DOI: 10.1002/cphc.201402760
(52 citations)

65. R. Dragomirova, M. Stöhr, C. Hecker, U. Lubenau, D. Paschek, S. Wohlrab
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“Tetrahydrofuran Clathrate Hydrate Formation”
Phys. Rev. Lett. 103, 218301 (2009).
DOI: 10.1103/PhysRevLett.103.218301
(51 citations)

49. D. Paschek?

“How does Solute-Polarization Affect the Hydrophobic Hydration of Methane?”
Z. Phys. Chem. 223, 1091-1104 (2009).
Special Issue: Water in Chemistry, Biology, and Physics
DOI: 10.1524/zpch.2009.6060
(9 citations)
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15

http://dx.doi.org/10.1016/j.molliq.2016.12.049
http://dx.doi.org/10.2312/warnsignal.klima.eis-der-erde.03
http://dx.doi.org/10.1016/j.proeng.2012.08.704
http://dx.doi.org/10.1039/9781847559791-00436
http://dx.doi.org/10.1524/zpch.2009.6068
http://dx.doi.org/10.1002/9780470048672.wecb627


12. M.G. Anlinchenko, A.V. Aninkeenko, V.P. Voloshin, D. Paschek, A. Appelhagen, A. Geiger
“Spatial Correlations of Interatomic Voids in Molecular Liquids Studied by Delaunay Simplices”
J. Struct. Chem. 47, Supplement 1, S119-S125 (2006).
DOI: 10.1007/s10947-006-0386-5
(2 citations)

11. A. E. Garcı́a, H. Herce, D. Paschek
“Simulations of Temperature and Pressure Unfolding of Peptides and Proteins with Replica Exchange Molecular
Dynamics”
Chapter 5 in Annual Reports in Computational Chemistry Vol. 2, pp. 83-95 edited by D. Spellmeyer, Elsevier
(2006).
DOI: 10.1016/S1574-1400(06)02005-6
(39 citations)

10. N.N. Medvedev, A.V. Anikeenko, M.G. Anlinchenko, V.P. Voloshin, D. Paschek, A. Appelhagen, A. Geiger
“Application of Voronoi Diagrams for Calculation of the Radial Correlation of the Intermolecular Voids”
Second International Symposium on Voronoi Diagrams in Science and Engineering, Hanyang University, Seoul,
Korea October 10-13, Pages 358-367, 2005.

9. D. Paschek
“Volume,Temperature-Replica Exchange Molecular Dynamics with the GROMACS 3.2.1 Simulation Package.
RPMDRUN - A mini-HOWTO”
published on the Web 2004 (http://ganter.chemie.uni-dortmund.de/˜pas).

8. A. Geiger, I. Brovchenko, D. Paschek
“Molekulare Eigenschaften und Funktion des Wassers”
UniReport - Berichte aus der Forschung der Universität Dortmund 37 (Sonderheft zur Chemiedozententagung
2004 in Dortmund), 48-50 (2004).

7. D. Paschek
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“Adding Salt to an Aqueous Solution of t-Butanol: Is Hydrophobic Association Enhanced or Reduced?”
arXiv: cond-mat/0507529 [cond-mat.soft] (2006).
DOI: 10.48550/arXiv.cond-mat/0507529

17

https://doi.org/10.48550/arXiv.2312.02712
https://doi.org/10.26434/chemrxiv-2023-fvf5q
https://doi.org/10.48550/arXiv.2310.01026
https://doi.org/10.48550/arXiv.2307.01591
https://doi.org/10.26434/chemrxiv-2022-gxxjg
https://doi.org/10.26434/chemrxiv-2022-w2x2w
https://doi.org/10.26434/chemrxiv-2022-6zqq9-v3
https://doi.org/10.48550/arXiv.1711.03779
https://doi.org/10.48550/arXiv.1511.03169
https://doi.org/10.48550/arXiv.0801.1124
https://doi.org/10.48550/arXiv.cond-mat/0507529


5. D. Paschek, A. Geiger
“Characterizing the stepwise transformation from a low-density to a very-high-density form of supercooled
water”
arXiv: cond-mat/0503530 [cond-mat.soft] (2005).
DOI: 10.48550/arXiv.cond-mat/0512199

4. D. Paschek, S. Nonn, A. Geiger
“Low-Temperature and High-Pressure Induced Swelling of a Hydrophobic Polymer-Chain in Aqueous Solu-
tion”
arXiv: cond-mat/0512199 [cond-mat.stat-mech] (2005).
DOI: 10.48550/arXiv.cond-mat/0503530

3. D. Paschek
“How the Liquid-Liquid Transition Affects Hydrophobic Hydration in Deeply Supercooled Water”
arXiv: cond-mat/0411724 [cond-mat.stat-mech] (2005).
DOI: 10.48550/arXiv.cond-mat/0411724

2. D. Paschek
“Heat Capacity Effects Associated with the Hydrophobic Hydration and Interaction of Simple Solutes: A De-
tailed Structural and Energetical Analysis Based on MD Simulations”
arXiv: cond-mat/0402202 [cond-mat.soft] (2004).
DOI: 10.48550/arXiv.cond-mat/0402202

1. D. Paschek
“Temperature Dependence of the Hydrophobic Hydration and Interaction of Simple Solutes: An Examination
of Five Popular Water Models”
arXiv: cond-mat/0312252 [cond-mat.soft] (2004).
DOI: 10.48550/arXiv.cond-mat/0312252

Editorial Works

• Co-edited a special issue “Molecular Liquids Meet Ionic Liquids: From Fundamentals to Applications with Par-
ticular Attention to Ionic Liquids” of the Journal of Molecular Liquids on the occasion of the 2015 EMLG/JMLG
Meeting in Rostock: J. Mol. Liq. 226 (2017) .

• Co-edited a special issue “Water in Chemistry, Biology, and Physics” of Zeitschrift für Physikalische Chemie
on the occasion of Alfons Geiger’s 65th birthday : Z. Phys. Chem. 223 (Issue 9) (2009) .

Conferences Organized

• Bunsen-Kolloquium: “Bridging the Gap between Molecular and lonic Liquids: Structure, Dynamics, Thermo-
dynamics”, Universität Rostock, January 21, 2021. Conference Website.

• Annual Joint EMLG/JMLG Meeting 2015: “Molecular Liquids Meet Ionic Liquids From Fundamentals to
Applications” Universität Rostock, September 6-10, 2015. Conference Website. Co-organized conference with
R. Ludwig.

• Bunsen-Kolloquium: “Water in Biology, Chemistry and Physics: Results and Perspectives”, TU Dortmund,
June 19, 2009. Co-organized conference with R. Ludwig.

Invited Talks

25. D. Paschek “HBPCFs and PBCs: WTF?” Seminar der Theoretischen Chemie der Universität Bonn, October 12,
2023, Mulliken Center für Theoretische Chemie, Universität Bonn, Bonn, Germany.

24. D. Paschek “Short-Time and Long-Time Dynamics of Hydrogen Bonds in Hydroxyl-Funtionalized Ionic Liq-
uids” Joint EMLG/JMLG Meeting 2023 “Understanding Solvation in Molecular and Ionic Fluids: Towards a
Sustainable Future”, September 4-7, 2023, Bordeaux, France.

18

https://doi.org/10.48550/arXiv.cond-mat/0512199
https://doi.org/10.48550/arXiv.cond-mat/0503530
https://doi.org/10.48550/arXiv.cond-mat/0411724
https://doi.org/10.48550/arXiv.cond-mat/0402202
https://doi.org/10.48550/arXiv.cond-mat/0312252
https://139.30.122.251
https://139.30.122.251/emlg-2015/


23. D. Paschek “Computing the Frequency-Dependent NMR-Relaxation of Phosphonium Ionic Liquids from MD
Simulation”, Workshop Arbeitskreis NMR, March 26-29, 2023, Universität Rostock, Rostock, Germany.

22. D. Paschek “Understanding Nonideal Mixing of Protic Ionic Liquids: MD Simulations and Lattice Models”
THERMAM 2018, 7th Rostocker International Conference: “Thermophysical Properties for Technical Ther-
modynamics” July 26-27, 2018, Universität Rostock, Rostock, Germany.

21. D. Paschek “ Nonideal Mixing of Protic Ionic Liquids: The Effect of Hydrogen Bonds”, XXI International
Conference on Chemical Thermodynamics in Russia (RCCT-2017) June 26-30, 2017, Nikolaev Institute of
Inorganic Chemistry SB RAS, Technopark of Novosibirsk Akademgorodok and Novosibirsk State University,
Novosibirsk, Russian Federation.

20. D. Paschek “Denaturierung von Proteinen: Detaillierte Einsicht in die zu Grunde liegenden molekularen
Prozesse durch Computersimulationen”, GDCh-Kolloquium, Ernst-Moritz-Arndt Universität Greifswald, June
14, 2012, Greifswald, Germany.

19. D. Paschek “Insights Into the Adsorption of Light Gases in Ionic Liquids from Computer Simulations” Bunsen-
Kolloquium “Molecular Thermodynamics of Complex Systems”, Universität Rostock, April 28, 2012, Rostock,
Germany.

18. D. Paschek “Computer simulation of the folding/unfolding equilibrium of the Trp-Cage miniprotein: under-
standing the effects of pressure and denaturants.”, Prague Protein Spring 2012, May 3-6, 2012, Villa Lena, V
Sadech 1, 160 00 Prague 6, Czech Republik.

17. D. Paschek “Computer Simulation of Protein Stability: Hydration-, Pressure-, and Co-solvent-Effects”, XVIII
International Conference on Chemical Thermodynamics in Russia, RCCT 2011, October 3-7, 2011, Samara,
Russian Federation

16. D. Paschek “ Computer Simulation on the Solvation of Hydrophobic Particles and Small Biomolecules in Super-
cooled Water”, CECAM Workshop “Models for Bulk, Confined Water and Aqueous Solutions Upon Supercool-
ing: State of the Art and Future Perspectives in Understanding Water Anomalies by Computer Simulations”,
July 4-7, 2011, CECAM-HQ-EPFL, Lausanne, Switzerland.

15. D. Paschek “Computer Simulation of Protein Stability: Hydration-, Pressure-, and Co-solvent-Effects”, Bunsen-
Kolloquium “Water in Chemistry Biology and Physics: Results and Perspectives”, TU Dortmund, June 19, 2009,
Dortmund, Germany.

14. D. Paschek “Computer Simulation of the Temperature Dependent Conformational Equilibrium of Small Pro-
teins and Peptides”, International Conference on High-Pressure Molecular Biophysics, December 15, 2008,
Synchrotron SOLEIL, L’Orme des Merisier, Saint-Aubain, France.

13. D. Paschek “Using Sampling Enhancement Techniques to Study Solvent Effects on the Folding Equilibrium of
Small Proteins with Atomic Detail Simulations”, Kolloquium Department of Chemical Engineering, Imperial
College London, December 1, 2008, London, United Kingdom.

12. D. Paschek “Folding proteins under pressure”, Kolloquium der Theoretischen Chemie, Universität Essen, May
8, 2008, Essen, Germany.

11. D. Paschek “Computing properties determining the stability diagram of a miniprotein in dilute aqueous solution
by full atomic detail computer simulation”, Symposium “Replica Exchange: New Methods and Applications to
Protein Folding and other Large Systems”, The 235th ACS National Meeting, New Orleans, LA, April 6-10,
2008
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138. E. Mock, C. Schröder, R. Ludwig, D. Paschek “Validation of Polarizable Force Fields Using the Periodic Per-
turbation Method”, “Molecular Simulation 2022: Present, Past and Future”, June 25-29, 2022, Erice, Italy
(Poster).

137. J. Busch, J. Neumann, D. Paschek, R. Ludwig “Revisiting the Anisotropic Reorientational Motion of Liquid
Methanol”, “Molecular Simulation 2022: Present, Past and Future”, June 25-29, 2022, Erice, Italy (Poster).
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Wissenschaften, Universität Rostock, April 27, 2017, Rostock, Germany (Talk).

104. B. Golub, D. Paschek, R. Ludwig “Protic Ionic Liqudis: Polarizable Force Fields” COST CM1206 Meeting,
March 3-31, 2017, Lyon, France (Talk).

103. D. Paschek “Protic Ionic Liquids: Understanding Non-Ideal Mixing of Protic Ionic Liquids: Molecular Simula-
tions and Lattice Models” Malente Workshop 2017, March 12-15, Bad Malente, Germany (Talk).

102. B. Golub, D. Paschek, R. Ludwig “Hydrogen Bonding and Mixing Energies in Protic Ionic Liquids” ILWS 2017
Winter School on Ionic Liquids, February 7-10, 2017, Porto, Portugal (Poster).

101. J. Neumann, D. Paschek, R. Ludwig “Like-Charged Hydrogen Bonding in Ionic Liquids” ILWS 2017 Winter
School on Ionic Liquids, February 7-10, 2017, Porto, Portugal (Poster).

100. D. Paschek “Solvation-Behavior of Light Gases in ILs: A Simple Guidance Principle Derived from Computer
Simulations” Seminar “Moderne Methoden der Physikalischen Chemie zur Untersuchung kondensierter Ma-
terie” der Physikalischen Chemie an der Universität Rostock, October 14, 2016, Rostock, Germany (Talk).

99. D. Paschek “Influence of Like-Charged Hydrogen Bonding on the Structure and Dynamics of Ionic Liquids:
A Molecular Dynamics Simualtion Study” EMLG/JMLG Meeting 2016 “Progresses on the experimental and
theoretical computational techniques for the study of liquid and supercritical fluids: from simple to complex
systems”, September 11-16, 2016, Platanias-Chania (Crete), Greece (Talk).
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