
List of Publications
May 6, 2024

Dr. Dietmar Paschek

Abteilung Physikalische und
Theoretische Chemie
Institut für Chemie, Universität Rostock
Albert-Einstein-Straße 27
D-18059 Rostock, Germany

ORCID: 0000-0002-0342-324X
Researcher ID: D-2949-2009
WWW: http://139.30.122.11/paschek/

Peer reviewed publications: 100
Sum of the times cited (Scopus): 4809
Average citations per item: 48.09
Citing documents (Scopus): 3580
h-index (Scopus): 39

Papers with ≥ 200 citations : 3
· · · ≥ 100 citations : 14
· · · ≥ 50 citations : 34
· · · ≥ 20 citations : 61
· · · ≥ 10 citations : 78

DP Single Author: 4 (4.0 %)
DP First Author: 23 (23.0 %)
DP Last Author: 30 (30.0 %)

DP Co-Author: 43 (43.0 %)
DP?Corresponding Author: 38 (38.0 %)

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)

2023

97. J. Busch, D. Paschek?

“OrthoBoXY: A Simple Way to Compute True Self-Diffusion Coefficients from MD Simulations with Periodic Boundary Con-
ditions 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
(3 citations)

95. J. Busch, T. Niemann, J. Neumann, P. Stange, S. Gärtner, T.G.A. Youngs, S. Youngs, D. Paschek, R. Ludwig
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Physik Journal 3 (Nr. 4), 18-19 (2004).

6. D. Paschek, R. Krishna
“Monte Carlo Simulation of Isobutane in Silicalite”
Proceedings of the 13th International Zeolite Conference
Studies in Surface Science and Catalysis 135, 232 (2001).
DOI: 10.1016/S0167-2991(01)81574-3

5. I. Brovchenko, D. Paschek, A. Geiger
“Gibbs Ensemble Simulation of Water in Spherical Cavities”
Issue 325, Foundations of Molecular Modeling and Simulation: Proceedings of the First International Conference on Foundations
of Molecular Modeling and Simulation, Keystone, Colorado, July 23-28, 2000, AiChE Symposium Series Vol. 97, pp. 269-272.
(2001).

4. D. Paschek, A. Geiger
“User’s Guide and Manual for the MOSCITO Simulation Package”
published on the Web 1999-2011 (http://ganter.chemie.uni-dortmund.de/MOSCITO).

3. A. Geiger, F. Eikelschulte, D. Paschek
“Molekulardynamische Simulation komplexer Flüssigkeiten”
UniReport Extra: Chemische Forschung in Dortmund (Sonderheft zur 98. Bunsentagung in Dortmund 1999), 56-60 (1999).

2. D. Paschek, Th. Engels, W. von Rybinski, A. Geiger, “Determination of the Hydrophobic Aggregation Forces Between Nonionic
Surfactants in Aqueous Solution from MD Simulation”, in Scientific Computing in Chemical Engineering II: Simulation, Image
Processing, Optimization, and Control, Vol. 1, edited by F. Keil, W. Mackens, H. Voß, J. Werther, Springer, 126-133 (1999).
DOI: 10.1007/978-3-642-60185-9 13

1. D. Paschek, A. Geiger
“Molecular Dynamics Simulations of Ammonia Adsorbed on Titanium Dioxide (Rutile) Surfaces”
in AIP Conference Proceedings Vol. 330, “The first European Conference on Computational Chemistry E.C.C.C. 1”, edited by F.
Benardi and J.-L. Rivail, 349-355 (1995).
DOI: 10.1063/1.47769

Open-Access Preprints

16. D. Paschek, J. Busch, E. Mock, R. Ludwig, A. Strate
“Computing the Frequency-Dependent NMR Relaxation of 1H Nuclei in Liquid Water”

12

http://dx.doi.org/10.1007/s10947-006-0386-5
http://dx.doi.org/10.1016/S1574-1400(06)02005-6
http://dx.doi.org/10.1016/S0167-2991(01)81574-3
http://dx.doi.org/10.1007/978-3-642-60185-9_13
http://dx.doi.org/10.1063/1.47769


arXiv: 2312.02712 [cond-mat.soft] (2023).
DOI: 10.48550/arXiv.2312.02712

15. J. Busch, D. Paschek
“Computing Accurate True Self-Diffusion Coefficients and Shear Viscosities Using the OrthoBoXY-Approach”
ChemRxiv (2023).
DOI: 10.26434/chemrxiv-2023-fvf5q

14. J. Busch, D. Paschek
“An OrthoBoXY-Method for Various Alternative Box Geometries”
arXiv: 2310.01026 [cond-mat.soft] (2023).
DOI: 10.48550/arXiv.2310.01026

13. J. Busch, D. Paschek
“OrthoBoXY: A Simple Way to Compute True Self-Diffusion Coefficients from MD Simulations with Periodic Boundary Con-
ditions Without Prior Knowledge of the Viscosity”
arXiv: 2307.01591 [cond-mat.soft] (2023).
DOI: 10.48550/arXiv.2307.01591

12. 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 ”
ChemRxiv (2022).
DOI: 10.26434/chemrxiv-2022-gxxjg

11. 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”
ChemRxiv (2022).
DOI: 10.26434/chemrxiv-2022-w2x2w

10. 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”
ChemRxiv (2022).
DOI: 10.26434/chemrxiv-2022-6zqq9-v3

9. B. Golub, J. Neumann, 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”
arXiv: 1711.03779 [cond-mat.soft] (2017).
DOI: 10.48550/arXiv.1711.03779
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