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1 Peer Reviewed Publications

[•] A. Jindal, P. Schienbein, and D. Marx,

Revealing the Molecular Origin of Anisotropy around Chloride Ions in Bulk Water,

J. Phys. Chem. Lett. (jz-2023-03585p.R1 accepted);

Anonymous ftp: <outgoing/dominik marx/PAPERS/notavail.pdf>

with ?? pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/notavail.pdf>

[290] S. Maste, B. Sharma, T. Pongratz, B. Grabe, W. Hiller, M. Beck Erlach, W. Kre-

mer, H. R. Kalbitzer, D. Marx, and S. M. Kast,

The accuracy limit of chemical shift predictions for species in aqueous solution,

Phys. Chem. Chem. Phys. 26, 6386–6395 (2024);

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2024-26-6386.pdf>

with 12 pages of Electronic Supplementary Material;

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2024-26-6386-si.pdf>

with raw research data provided open-access via RESOLV RDM.

https://doi.org/10.17877/RESOLV-2024-lrgkievk

[289] S. Ruiz–Barragan, H. Forbert, and D. Marx,

Anisotropic pressure effects on nanoconfined water within narrow graphene slit

pores,

Phys. Chem. Chem. Phys. 25, 28119–28129 (2023).

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2023-25-28119.pdf>

[288] F. Brieuc, C. Schran, and D. Marx,

Manifestations of local supersolidity of 4He around a charged molecular impurity,

Phys. Rev. Res. 5, 043083-1-19 (2023);

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRR-2023-5-043083.pdf>

with 68 pages of Supplemental Material (nnp-parameters.pdf file).

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRR-2023-5-043083-SI.pdf>

[287] I. Simko, C. Schran, F. Brieuc, C. Fabri, O. Asvany, S. Schlemmer, D. Marx, and
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Angew. Chem. Int. Ed. 62, e202306744 (2023);

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie202306744.pdf>

with 15 pages of Supporting Information and NNP Parameter File.
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Infrared Spectroscopy,

J. Phys. Chem. Lett. 14, 7940–7945 (2023);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2023-14-7940.pdf>

with 17 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2023-14-7940-si.pdf>

[285] V. A. Tran, M. Teucher, L. Galazzo, B. Sharma, T. Pongratz, S. M. Kast, D. Marx,

E. Bordignon, A. Schnegg, and F. Neese,
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Radicals in Water: Electron Paramagnetic Resonance Experiment versus Theory,

J. Phys. Chem. A 127, 6447–6466 (2023);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpca-2023-127-6447.pdf>
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J. Phys. Chem. A 127, 2460–2471 (2023);
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[282] J. A. Davies, C. Schran, F. Brieuc, D. Marx, and A. M. Ellis,

Onset of Rotational Decoupling for a Molecular Ion Solvated in Helium: From

Tags to Rings and Shells,

Phys. Rev. Lett. 130, 083001-1–6 (2023);

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-2023-130-083001.pdf>

with 17 pages of Supplemental Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-2023-130-083001-SI.pdf>

[281] B. Das, S. Ruiz–Barragan, and D. Marx,

Deciphering the Properties of Nanoconfined Aqueous Solutions by Vibrational Sum

Frequency Generation Spectroscopy,

J. Phys. Chem. Lett. 14, 1208–1213 (2023);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2023-14-1208.pdf>

with 21 pages of Supporting Information;
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Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2023-14-1208-si.pdf>

see also Cover Picture.
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[280] J. Daru, H. Forbert, J. Behler, and D. Marx,

Coupled Cluster Molecular Dynamics of Condensed Phase Systems Enabled by Ma-

chine Learning Potentials: Liquid Water Benchmark,

Phys. Rev. Lett. 129, 226001-1–6 (2022);
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see also coverage in the media:

T. D. Kühne, Dem Wasser auf der Spur, Physik Journal 22, 22–23 (2023).

[279] S. Ruiz–Barragan, F. Sebastiani, P. Schienbein, J. Abraham, G. Schwaab, R. R.

Nair, M. Havenith, and D. Marx,

Nanoconfinement effects on water in narrow graphene-based slit pores as revealed

by THz spectroscopy,

Phys. Chem. Chem. Phys. 24, 24734–24747 (2022);

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2022-24-24734.pdf>

with 17 pages of Electronic Supplementary Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2022-24-24734-si.pdf>

[278] H. R. Larsson, M. Schröder, R. Beckmann, F. Brieuc, C. Schran, D. Marx, and O.

Vendrell,

State-resolved infrared spectrum of the protonated water dimer: revisiting the char-

acteristic proton transfer doublet peak,

Chem. Sci. 13, 11119–11125 (2022);

Anonymous ftp: <outgoing/dominik marx/PAPERS/chemsci-2022-13-11119.pdf>

with 7 pages of Electronic Supplementary Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/chemsci-2022-13-11119-si.pdf>

[277] R. Beckmann, F. Brieuc, C. Schran, and D. Marx,

Infrared Spectra at Coupled Cluster Accuracy from Neural Network Representa-

tions,

J. Chem. Theory Comput. 18, 5492–5501 (2022);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jctc-2022-18-5492.pdf>

with Supporting Information data (zip file).

https://pubs.acs.org/doi/10.1021/acs.jctc.2c00511
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[276] L. Duran Caballero, C. Schran, F. Brieuc, and D. Marx,

Neural network interaction potentials for para-hydrogen with flexible molecules,

J. Chem. Phys. 157, 074302-1–12 (2022);

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCP-2022-157-074302.pdf>

with 24 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCP-2022-157-074302-SI.pdf>

[275] D. Mani, T. K. Roy, J. Khatri, G. Schwaab, S. Blach, C. Hölzl, H. Forbert,

D. Marx, and M. Havenith,

Internal Electric Field-Induced Formation of Exotic Linear Acetonitrile Chains,

J. Phys. Chem. Lett. 13, 6852–6858 (2022);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2022-13-6852.pdf>

with 52 pages of Supporting Information;

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2022-13-6852-si.pdf>

see also Cover Picture.

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2022-13-6852-cover.jpg>

[274] J. Noetzel, P. Schienbein, H. Forbert, and D. Marx,

Solvation of small gold clusters in supercritical water,

J. Mol. Liq. 362, 119715-1–10 (2022);

part of the “Gábor Pálinkás Festschrift”.

Anonymous ftp: <outgoing/dominik marx/PAPERS/JML-2022-362-119715.pdf>

https://www.sciencedirect.com/journal/journal-of-molecular-liquids

/special-issue/10FRT2RBJ0R

[273] G. Schwaab, R. Perez de Tudela, D. Mani, N. Pal, T. Kumar Roy, F. Gabas, R.

Conte, L. Duran Caballero, M. Ceotto, D. Marx, and M. Havenith,

Zwitter Ionization of Glycine at Outer Space Conditions due to Microhydration by

Six Water Molecules,

Phys. Rev. Lett. 128, 033001-1–6 (2022);

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-2022-128-033001.pdf>

with 26 pages of Supplemental Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-2022-128-033001-SI.pdf>

[272] J. Thomas, C. Bertram, J. Daru, J. Patwari, I. Langguth, P. Zhou, D. Marx, K.

Morgenstern, and U. Bovensiepen,

Competition between Coulomb and van der Waals Interactions in Xe–Cs+ Aggre-

gates on Cu(111) Surfaces,

Phys. Rev. Lett. 127, 266802-1–6 (2021);

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-2021-127-266802.pdf>

with 9 pages of Supplemental Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-2021-127-266802-SI.pdf>
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[271] B. Sharma, V. A. Tran, T. Pongratz, L. Galazzo, I. Zhurko, E. Bordignon, S. M.

Kast, F. Neese, and D. Marx,

A Joint Venture of Ab Initio Molecular Dynamics, Coupled Cluster Electronic

Structure Methods, and Liquid State Theory to Compute Accurate Isotropic Hy-

perfine Constants of Nitroxide Probes in Water,

J. Chem. Theory Comput. 17, 6366–6386 (2021);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jctc-2021-17-6366.pdf>

with 8 pages of Supporting Information;

Anonymous ftp: <outgoing/dominik marx/PAPERS/jctc-2021-17-6366-si.pdf>

see also Cover Picture.

Anonymous ftp: <outgoing/dominik marx/PAPERS/jctc-2021-17-6366-cover.pdf>

[270] C. Hölzl, H. Forbert, and D. Marx,

Dielectric Relaxation of Water: Assessing the Impact of Localized Modes, Trans-

lational Diffusion, and Collective Dynamics,

Phys. Chem. Chem. Phys. 23, 20875–20882 (2021).

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2021-23-20875.pdf>

[269] I. Kolling, C. Hölzl, S. Imoto, S. R. Alfarano, H. Vondracek, L. Knake, F. Sebas-

tiani, F. Novelli, C. Hoberg, J.–B. Brubach, P. Roy, H. Forbert, G. Schwaab, D.

Marx, and M. Havenith

Aqueous TMAO solution under high hydrostatic pressure,

Phys. Chem. Chem. Phys. 23, 11355–11365 (2021);

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2021-23-11355.pdf>

with 31 pages of Electronic Supplementary Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2021-23-11355-si.pdf>

[268] R. Tripathi, L. Duran Caballero, R. Perez de Tudela, C. Hölzl, and D. Marx,

Unveiling Zwitterionization of Glycine in the Microhydration Limit,

ACS Omega 6, 12676–12683 (2021);

Anonymous ftp: <outgoing/dominik marx/PAPERS/acso-2021-6-12676.pdf>

with 21 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/acso-2021-6-12676-si.pdf>

[267] F. Sebastiani, C. Y. Ma, S. Funke, A. Bäumer, D. Decka, C. Hoberg, A. Esser, H.

Forbert, G. Schwaab, D. Marx, and M. Havenith,

Probing Local Electrostatics of Glycine in Aqueous Solution by THz Spectroscopy,

Angew. Chem. Int. Ed. 60, 3768–3772 (2021);

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-202014133.pdf>

with 20 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-202014133-si.pdf>

[266] C. Schran, F. Brieuc, and D. Marx,

Communication: Transferability of machine learning potentials: Protonated water
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neural network potential applied to the protonated water hexamer,

J. Chem. Phys. 154, 051101-1–6 (2021).

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCP-2021-154-051101.pdf>

[265] D. H. Patel, D. Marx, and A. L. L. East,

Improving the Yield and Rate of Acid-Catalyzed Deconstruction of Lignin by Mechanochem-

ical Activation,

ChemPhysChem 21, 2660–2666 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/CPC-2020-21-2660.pdf>

with 54 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/CPC-2020-21-2660-SI.pdf>

[264] P. Dopieralski, M. E. Zoloff Michoff, and D. Marx,

Mechanochemical disulfide reduction reveals imprints of noncovalent sulfur· · ·oxygen

chalcogen bonds in protein-inspired mimics in aqueous solution,

Phys. Chem. Chem. Phys. 22, 25112–25117 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2020-22-25112.pdf>

with 17 pages of Electronic Supplementary Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2020-22-25112-si.pdf>

[263] R. Topolnicki, F. Brieuc, C. Schran, and D. Marx,

Deciphering High-Order Structural Correlations within Fluxional Molecules from

Classical and Quantum Configurational Entropy,

J. Chem. Theory Comput. 16, 6785–6794 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jctc-0c00642.pdf>

with 29 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/jctc-0c00642-si.pdf>

[262] N. Kumar and D. Marx,

On the Adaptability of the Chemical Reaction of Hairpin Ribozyme to High Pres-

sures,

J. Phys. Chem. Lett. 11, 92998–9303 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2020-11-9298.pdf>

with 20 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcl-2020-11-9298-si.pdf>

[261] A. A. Auer, V. A. Tran, B. Sharma, G. L. Stoychev, D. Marx, and F. Neese,

A case study of density functional theory and domain-based local pair natural or-

bital coupled cluster for vibrational effects on EPR hyperfine coupling constants:

vibrational perturbation theory versus ab initio molecular dynamics,

Mol. Phys. 118, e1797916-1–16 (2020).

Anonymous ftp: <outgoing/dominik marx/PAPERS/MolPhys-2020-118-1797916.pdf>
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[260] P. Schienbein and D. Marx,

Supercritical Water is not Hydrogen Bonded,

Angew. Chem. Int. Ed. 59, 18578–18585 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-202011869.pdf>

with 32 pages of Supporting Information;

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-202011869-si.pdf>

see also Cover Picture.

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-202011869-cover.pdf>

Featured as a “Very Important Paper” (VIP);

see also coverage in the media:

M. Tolan, Wasser ohne Brücken, Physik Journal 19, 18–19 (2020);

P. Ball, Simulation says supercritical water has no hydrogen bonds,

Chemistry World 48–48, October 2020.

[259] S. Imoto and D. Marx,

How Can Protons Migrate in Extremely Compressed Liquid Water?

Phys. Rev. Lett. 125, 086001-1–6 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-2020-125-086001.pdf>

with 14 pages of Supplemental Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-2020-125-086001-SI.pdf>

[258] N. Siemer, D. Munoz-Santiburcio, and D. Marx,

Solvation-Enhanced Oxygen Activation at Gold/Titania Nanocatalysts,

ACS Catal. 10, 8530–8534 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/acscatal.0c01326.pdf>

with 18 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/acscatal.0c01326-si.pdf>

See also ACS Catalysis Tweet:

https://twitter.com/ACSCatalysis/status/1288044212328554497

[257] N. Kumar and D. Marx,

Deciphering the Self-Cleavage Reaction Mechanism of Hairpin Ribozyme,

J. Phys. Chem. B 124, 4906–4918 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/acs.jpcb.0c03768.pdf>

with 8 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/acs.jpcb.0c03768-si.pdf>

[256] S. Ruiz–Barragan, D. Munoz–Santiburcio, S. Körning, and D. Marx,

Communication: Quantifying anisotropic dielectric response properties of nanocon-

fined water within graphene slit pores,

Phys. Chem. Chem. Phys. 22, 10833–10837 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2020-22-10833.pdf>
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with 18 pages of Electronic Supplementary Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2020-22-10833-si.pdf>

[255] R. Perez de Tudela and D. Marx,

Generating Excess Protons in Microsolvated Acid Clusters under Ambient Condi-

tions: An Issue of Configurational Entropy versus Internal Energy,

Chem. Eur. J. 26, 11955–11959 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/CEJ-2020-26-11955.pdf>

with 4 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/CEJ-2020-26-11955-SI.pdf>

[254] P. Schienbein and D. Marx,

Assessing the properties of supercritical water in terms of structural dynamics and

electronic polarization effects,

Phys. Chem. Chem. Phys. 22, 10462–10479 (2020);

part of the “Michiel Sprik Festschrift”: Frontiers in Molecular Simulation of Sol-

vated Ions, Molecules and Interfaces;

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2020-22-10462.pdf>

with 7 pages of Electronic Supplementary Material and 28 files containing digital

data.

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2020-22-10462-si.pdf>

[253] C. Schran, J. Behler, and D. Marx,

Automated Fitting of Neural Network Potentials at Coupled Cluster Accuracy: Pro-

tonated Water Clusters as Testing Ground,

J. Chem. Theory Comput. 16, 88–99 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jctc-9b00805.pdf>

with 40 pages of Supporting Information;

Anonymous ftp: <outgoing/dominik marx/PAPERS/jctc-9b00805-si.pdf>

[252] T. Pongratz, P. Kibies, L. Eberlein, N. Tielker, C. Hölzl, S. Imoto, M. Beck Erlach,

S. Kurrmann, P. H. Schummel, M. Hofmann, O. Reiser, R. Winter, W. Kremer,

H. R. Kalbitzer, D. Marx, D. Horinek, and S. M. Kast,

Pressure-dependent electronic structure calculations using integral equation-based

solvation models,

Biophys. Chem. 257, 106258-1–15 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/bpc-2020-257-106258.pdf>

with Supplementary Data online.

[251] R. Tripathi, H. Forbert, and D. Marx,

Settling the Long-Standing Debate on the Proton Storage Site of the Prototype

Light-Driven Proton Pump Bacteriorhodopsin,

J. Phys. Chem. B 123, 9598–9608 (2019);
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Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcb-2019-123-9598.pdf>

with 23 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcb-2019-123-9598-si.pdf>

[250] C. Schran and D. Marx,

Quantum nature of the hydrogen bond from ambient conditions down to ultra-low

temperatures,

Phys. Chem. Chem. Phys. 21, 24967–24975 (2019).

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2019-21-24967.pdf>

[249] H. Vondracek, S. Imoto, L. Knake, G. Schwaab, D. Marx, and M. Havenith,

Hydrogen-Bonding in Liquid Water at Multikilobar Pressures,

J. Phys. Chem. B 123, 7748–7753 (2019);

Anonymous ftp: <outgoing/dominik marx/PAPERS/jcpb-2019-123-7748.pdf>

with 23 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/jcpb-2019-123-7748-si.pdf>

[248] C. Hölzl, P. Kibies, S. Imoto, J. Noetzel, M. Knierbein, P. Salmen, M. Paulus, J.

Nase, C. Held, G. Sadowski, D. Marx, S. M. Kast, and D. Horinek,

Structure and thermodynamics of aqueous urea solutions from ambient to kilobar

pressures: From thermodynamic modeling, experiments, and first principles simu-

lations to an accurate force field description,

Biophys. Chem. 254, 106260 (2019);

Anonymous ftp: <outgoing/dominik marx/PAPERS/bpc-2019-254-106260.pdf>

with 17 pages of Supplementary Data.

Anonymous ftp: <outgoing/dominik marx/PAPERS/bpc-2019-254-106260-si.pdf>

[247] F. Uhl and D. Marx,

Quantum Microsolvation of Protonated Methane with 4He: Large–Amplitude Mo-

tion Heavily Influences Bosonic Exchange,

Phys. Rev. Lett. 123, 123002-1–6 (2019);

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-2019-123-123002.pdf>

with 10 pages of Supplemental Material.

Anonymous ftp: <outgoing/dominik marx/PAPERS/PRL-2019-123-123002-SI.pdf>

[246] M. F. Pill, A. L. L. East, D. Marx, M. K. Beyer, and H. Clausen–Schaumann,

Mechanical Activation Drastically Accelerates Amide Bond Hydrolysis, Matching

Enzyme Activity,

Angew. Chem. Int. Ed. 58, 9787–9790 (2019);

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-2019-58-9787.pdf>

with 16 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-2019-58-9787-si.pdf>
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[245] D. Mani, R. Perez de Tudela, R. Schwan, N. Pal, S. Körning, H. Forbert, B.

Redlich, A. F. G. van der Meer, G. Schwaab, D. Marx, and M. Havenith,

Acid solvation versus dissociation at “stardust conditions”: Reaction sequence mat-

ters,

Sci. Adv. 5, aav8179-1–7 (2019);

Anonymous ftp: <outgoing/dominik marx/PAPERS/eaav8179.pdf>

with 39 pages of Supplementary Materials.

Anonymous ftp: <outgoing/dominik marx/PAPERS/eaav8179-si.pdf>

[244] N. Kumar and and D. Marx,

How do ribozymes accommodate additional water molecules upon hydrostatic com-

pression deep into the kilobar pressure regime?

Biophys. Chem. 252, 106192-1–9 (2019).

Anonymous ftp: <outgoing/dominik marx/PAPERS/biophyschem-2019-252-106192.pdf>

[243] S. Amirjalayer, H. Fuchs, and D. Marx,

Understanding the Mechanocatalytic Conversion of Biomass: A Low-Energy One-

Step Reaction Mechanism by Applying Mechanical Force,
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Switching of functionalized azobenzene suspended between gold tips by mechanochem-

ical, photochemical, and opto–mechanical means,

Phys. Chem. Chem. Phys. 12, 13922–13932 (2010);

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-C0CP00588F.pdf>

see also Cover Picture on p. 13853.

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-C0CP00588F-cover.pdf>

[144] M. Baer, D. Marx, and G. Mathias,

Theoretical Messenger Spectroscopy of Microsolvated Hydronium and Zundel Cations,

Angew. Chem. Int. Ed. 49, 7346–7349 (2010);

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-2010-49-7346.pdf>

with 5 pages of Supporting Information;

Anonymous ftp: <outgoing/dominik marx/PAPERS/anie-201001672-si.pdf>

Theoretische Botenspektroskopie von mikrosolvatisierten Hydronium– und Zundel–

Kationen,

Angew. Chem. 122, 7504–7507 (2010);

Anonymous ftp: <outgoing/dominik marx/PAPERS/ange-2010-122-7504.pdf>

Featured as a “Very Important Paper” (VIP) (. . . “according to the evaluation of

two referees. Less than 5 % of our manuscripts receive such a positive evaluation”).

[143] S. A. Fiethen, V. Staemmler, N. N. Nair, J. Ribas–Arino, E. Schreiner, and D.

Marx,

Revealing the Magnetostructural Dynamics of [2Fe–2S] Ferredoxins from Reduced–

Dimensionality Analysis of Antiferromagnetic Exchange Coupling Fluctuations,

J. Phys. Chem. B 114, 11612–11619 (2010).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jp1014912.pdf>

[142] M. E. Tuckerman, A. Chandra, and D. Marx,

A statistical mechanical theory of proton transport kinetics in hydrogen–bonded

networks based on population correlation functions with applications to acids and

bases,

J. Chem. Phys. 133, 124108–1-22 (2010).

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCPSA613312124108.pdf>

[141] P. M. Kowalski, M. Farnesi Camellone, N. N. Nair, B. Meyer, and D. Marx,

Charge Localization Dynamics Induced by Oxygen Vacancies on the TiO2(110)

Surface,

Phys. Rev. Lett. 105, 146405-1–4 (2010).

Anonymous ftp: <outgoing/dominik marx/PAPERS/prl-105-146405.pdf>

28



[140] J. Sun, D. Bousquet, H. Forbert, and D. Marx,

Glycine in aqueous solution: solvation shells, interfacial water, and vibrational

spectroscopy from ab initio molecular dynamics,

J. Chem. Phys. 133, 114508–1-10 (2010).

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCPSA613311114508.pdf>

[139] M. Heyden, J. Sun, S. Funkner, G. Mathias, H. Forbert, M. Havenith, and D.

Marx,

Dissecting the THz spectrum of liquid water from first principles via correlations

in time and space,

Proc. Natl. Acad. Sci. USA 107, 12068–12073 (2010).

Anonymous ftp: <outgoing/dominik marx/PAPERS/pnas-0914885107.pdf>

[138] J. Ribas–Arino, M. Shiga, and D. Marx,

Mechanochemical Transduction of Externally Applied Forces to Mechanophores,

J. Am. Chem. Soc. 132, 10609–10614 (2010);

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja104958e.pdf>

with 13 pages of Supporting Information.

Anonymous ftp: <outgoing/dominik marx/PAPERS/ja104958e-si.pdf>
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[112] M. Konôpka, R. Turanský, J. Reichert, H. Fuchs, D. Marx, and I. Štich,
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in Labor und Biotechnik, 7, 243 (2002);
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J. Am. Chem. Soc. (Communication to the Editor) 111, 1493–1494 (1989).
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2 Invited Reviews, Features, Comments, and Lecture Notes

[R35] D. Munoz–Santiburcio and D. Marx,

Confinement-Controlled Aqueous Chemistry within Nanometric Slit Pores,

Chem. Rev. 121, 6293–6320 (2021).

Anonymous ftp: <outgoing/dominik marx/PAPERS/cr-2021-121-6293.pdf>

[R34] F. Brieuc, C. Schran, F. Uhl, H. Forbert, and D. Marx,

Converged quantum simulations of reactive solutes in superfluid helium: The Bochum

perspective,

J. Chem. Phys. (Perspective Article) 152, 210901-1–22 (2020);

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCP-2020-152-210901.pdf>

see also Cover Picture;

Anonymous ftp: <outgoing/dominik marx/PAPERS/JCP-2020-152-210901-cov.pdf>

[R33] D. Marx,

Comment on “Inter/Intramolecular Bonds in TH+
5 (T = C/Si/Ge): H2 as Tetrel

Bond Acceptor and the Uniqueness of Carbon Bonds”,

J. Phys. Chem. A (Comment) 123, 9240–9241 (2019).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpca-2019-123-9240.pdf>

[R32] K. Morgenstern, D. Marx, M. Havenith, and M. Muhler,

Solvation Science (Editorial of PCCP Themed Issue),

Phys. Chem. Chem. Phys. 17, 8295–8296 (2015).

Anonymous ftp: <outgoing/dominik marx/PAPERS/c5cp90022k.pdf>

[R31] C. Drechsel–Grau and D. Marx,

Tunneling in chiral water clusters: Protons in concert (News and Views Article),

Nat. Phys. 11, 216–218 (2015).

Anonymous ftp: <outgoing/dominik marx/PAPERS/naturephys-2015-11-216.pdf>

[R30] V. Staemmler, C. Hättig, and D. Marx, (Guest Editors),

Editorial: Special Issue in Honour of Professor Kutzelnigg,

Mol. Phys. 111, 2375–2376 (2013).

Anonymous ftp: <outgoing/dominik marx/PAPERS/mol-phys-editorial.pdf>

[R29] S. D. Ivanov, A. Witt, and D. Marx,

Theoretical spectroscopy using molecular dynamics: theory and application to CH+
5

and its isotopologues (Perspective Article),

Phys. Chem. Chem. Phys. 15, 10270–10299 (2013);

part of the PCCP Themed Issue “Theory meets Spectroscopy”.

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-2013-15-10270.pdf>

[R28] J. Frenzel, J. Kiss, N. N. Nair, B. Meyer, and D. Marx,

Methanol synthesis on ZnO from molecular dynamics (Feature Article),
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Phys. Status Solidi B 250, 1174–1190 (2013);

Anonymous ftp: <outgoing/dominik marx/PAPERS/pssb-2013-250-1174.pdf> ee

also Backcover Picture.

Anonymous ftp: <outgoing/dominik marx/PAPERS/pssb-2013-250-1174-cover.pdf>

[R27] P. Dopieralski, P. Anjukandi, J. Ribas–Arino, and D. Marx,

Theoretical Mechanochemistry: Stressing Molecules in the “Virtual Lab”,

inSiDE (Innovatives Supercomputing in Deutschland) 10(2), 48–53 (2012).

Anonymous ftp: <outgoing/dominik marx/PAPERS/inside-cmc-2012.pdf>

[R26] J. Ribas–Arino and D. Marx,

Covalent Mechanochemistry: Theoretical Concepts and Computational Tools with

Applications to Molecular Nanomechanics,

Chem. Rev. 112, 5412–5487 (2012);

Anonymous ftp: <outgoing/dominik marx/PAPERS/cmc-chemrev-2012.pdf>

see also coverage in the media:

B. Halford, Tugging on Molecules (Mechanochemistry: When molecules meet force),

Chem. & Eng. News 90(40), 55–57, October 1 (2012);

http://cen.acs.org/magazine/90/09040.html

Anonymous ftp: <outgoing/dominik marx/PAPERS/cmc-feature-cen-2012.pdf>

[R25] A. Witt, S. D. Ivanov, and D. Marx,

Dem Geheimnis einer “Supersäure” auf der Spur (Invited Feature Article for Pub-

lic Outreach),

Akademie Aktuell 41, 66–69 (2012);

http://www.badw.de/aktuell/akademie aktuell/2012/heft2/index.html

Anonymous ftp: <outgoing/dominik marx/PAPERS/AA-41-66-2012.pdf>

[R24] R. Glaves, G. Mathias, and D. Marx,

“In Silico” Phosphate Transfer: From Bulk Water to Enzymes,

inSiDE (Innovatives Supercomputing in Deutschland) 10(1), 40–43 (2012); Er-

ratum: 10(2), 112 (2012).

Anonymous ftp: <outgoing/dominik marx/PAPERS/inside-2012.pdf>

[R23] M. Böckmann, D. Marx, C. Peter, L. Delle Site, K. Kremer, and N. L. Doltsinis,

Multiscale modelling of mesoscopic phenomena triggered by quantum events: light–

driven azo–materials and beyond (Perspective Article),

Phys. Chem. Chem. Phys. 13, 7604–7621 (2011).

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-13-2011-7604.pdf>

[R22] D. Marx, A. Chandra, and M. E. Tuckerman,

Aqueous Basic Solutions: Hydroxide Solvation, Structural Diffusion, and Compar-

ison to the Hydrated Proton,

Chem. Rev. 110, 2174–2216 (2010).
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Anonymous ftp: <outgoing/dominik marx/PAPERS/cr900233f.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/cr900233f+cov.pdf>

[R21] M. Konôpka, R. Turanský, N. L. Doltsinis, D. Marx, and I. Štich,

Organometallic Nanojunctions Probed by Different Chemistries: Thermo–, Photo–,

and Mechano–Chemistry,

Adv. Solid State Phys. 48, 219–235 (2009).

Anonymous ftp: <outgoing/dominik marx/PAPERS/ASSP-48-219-2009.pdf>

[R20] N. N. Nair, E. Schreiner, and D. Marx,

Prebiotic Peptide Synthesis on Blue Gene Platforms at “Iron–Sulfur–World” Con-

ditions,

inSiDE (Innovatives Supercomputing in Deutschland) 6(2), 30–35 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/inside-2008.pdf>

[R19] H. Fuchs, D. Marx, and U. Simon,

Analysis, manipulation, and simulation on the nanoscale (Editorial of PCCP

Themed Issue),

Phys. Chem. Chem. Phys. 10, 1841–1843 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-nano08.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-nano08-cov.eps>

[R18] H. Fuchs, D. Marx, and U. Simon,

Analyse, Manipulation und Simulation auf der Nanoskala (Leitartikel zur 107.

Hauptversammlung der Deutschen Bunsen–Gesellschaft für Physikalische Chemie),

Bunsen–Magazin, No. 2 (März), 44–45 (2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/bunsen-nano08.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/bunsen-nano08-cov.eps>

[R17] D. Marx,

Advanced Car–Parrinello Techniques: Path Integrals and Nonadiabaticity in Con-

densed Matter Simulations,

Lect. Notes Phys. 704, 507–539 (2006).

Anonymous ftp: <outgoing/dominik marx/PAPERS/marx-erice06.pdf>

[R16] D. Marx,

Proton Transfer 200 Years after von Grotthuss: Insights from Ab Initio Simula-

tions (Review Article),

ChemPhysChem 7, 1848–1870 (2006);

Addendum: ChemPhysChem 8, 209–210 (2007);

Anonymous ftp: <outgoing/dominik marx/PAPERS/cpc-rev06.pdf>

Invited Review by the Editors; see also Cover Picture and Cover Story on p. 1837.

Anonymous ftp: <outgoing/dominik marx/PAPERS/cpc-rev06-cover.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/cpc-rev06-coverpic.pdf>
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[R15] D. Marx,

An Introduction to Ab Initio Molecular Dynamics Simulations,

in Computational Nanoscience: Do It Yourself !, pp.195–244,

Editors: J. Grotendorst, S. Blügel, and D. Marx (John von Neumann Institute for

Computing, Forschungszentrum Jülich 2006); for downloads see

www.theochem.rub.de/go/cprev.html or

www2.fz-juelich.de/nic-series/volume31/marx.pdf.

Anonymous ftp: <outgoing/dominik marx/PAPERS/wscn-2006.pdf>

[R14] W. Andreoni, D. Marx, and M. Sprik,

A Tribute to Michele Parrinello: From Physics via Chemistry to Biology (Editorial

of the “Parrinello Festschrift”),

ChemPhysChem 6, 1671–1676 (2005);

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-tribute.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-festschrift-lr.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-festschrift-hr.pdf>

see also Cover Picture and Cover Story on p. 1685.

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-cover-hr.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-cover.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-cover-text.pdf>

[R13] D. Marx,

Wasser, Eis und Protonen: Mit Quantensimulationen zum molekularen Verständnis

von Wasserstoffbrücken, Protonentransfer und Phasenübergängen,

Physik Journal 3(5), 33–39 (2004);

Anonymous ftp: <outgoing/dominik marx/PAPERS/pj-protonen.pdf>

Invited Overview Article by Deutsche Physikalische Gesellschaft DPG (German

Physical Society) in the Special Issue “Computational Physics”;

see also Cover Picture and Cover Story on p. 4–5.

Anonymous ftp: <outgoing/dominik marx/PAPERS/pj-cover.ps>

[R12] D. Marx,

Theoretical Chemistry in the 21st Century: The “Virtual Lab”,

in Proceedings of the “Idea–Finding Symposium: Frankfurt Institute for Advanced

Studies”, pp. 139–153,

Editors: W. Greiner and J. Reinhardt (EP Systema, Debrecen, 2004).

Anonymous ftp: <outgoing/dominik marx/PAPERS/fias-marx.pdf>

[R11] D. Marx,

Throwing Tetrahedral Dice (Perspective Article),

Science 303, 634–636 (2004);

Anonymous ftp: <outgoing/dominik marx/PAPERS/marx-ws-science.ps>
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<outgoing/dominik marx/PAPERS/science-303-5658-634.pdf>

Invited Perspective Article “Interfacial Water / Chemistry”.

[R10a] N. L. Doltsinis, W. Sander und D. Marx,

Photochemische Reaktionen im “virtuellen Labor”: Vom Lichtblitz zum Lichtblick,

ChemieRUBIN – Das Wissenschaftsmagazin der RUB (2003), S. 33–37;

Anonymous ftp: <outgoing/dominik marx/PAPERS/chemrubin-photo.pdf>

see also coverage in the media:

U. Schulte, Photoreaktionen im Molekül, Deutsche Apotheker Zeitung 144(12),

1341–1343 (18.03.2004); A. Rooch, Chemiker lassen Moleküle tanzen, Westdeutsche

Allgemeine Zeitung, 22.05.2004.

[R10b] H. Weingärtner und D. Marx,

Wasser – mehr als ein Lösungsmittel: Das Eis ist heiß,

ChemieRUBIN – Das Wissenschaftsmagazin der RUB (2003), S. 22–27.

Anonymous ftp: <outgoing/dominik marx/PAPERS/chemrubin-wasser.pdf>

[R9] N. L. Doltsinis and D. Marx,

First Principles Molecular Dynamics Involving Excited States and Nonadiabatic

Transitions,

J. Theor. Comput. Chem. 1, 319–349 (2002);

Anonymous ftp: <outgoing/dominik marx/PAPERS/nacp-rev jtcc.pdf>

Invited Topical Review for the Inaugural Volume of “Journal of Theoretical and

Computational Chemistry” (JTCC); for downloads see

www.theochem.rub.de/go/cprev.html.

[R8] D. Marx and J. Hutter,

Ab Initio Molecular Dynamics: Theory and Implementation,

in Modern Methods and Algorithms of Quantum Chemistry, pp. 301–449 (first edi-

tion, paperback, ISBN 3–00–005618–1) or pp. 329–477 (second edition, hardcover,

ISBN 3–00–005834–6),

Editor: J. Grotendorst (John von Neumann Institute for Computing, Forschungszen-

trum Jülich 2000); for downloads see

www.theochem.rub.de/go/cprev.html or

www2.fz-juelich.de/nic-series/Volume3/marx.ps or /marx.pdf.

[R7] D. Marx,

Protonenwanderung im virtuellen Labor,

Spektrum der Wissenschaft (German edition of Scientific American), pp. 21–25,

Juli 1999;

Anonymous ftp: <outgoing/dominik marx/PAPERS/grotthuss.pdf>

Spektrum der Wissenschaft DIGEST: Moderne Chemie II / Chemie und Com-

puter, pp. 68–71, 1 / 2000;
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see also coverage in the media: G. Latzel, Zur Wirkungsweise des PEM–Feststoff–

Elektrolyten, Praxis der Naturwissenschaften – Chemie in der Schule 49(8), 10–12

(2000).

[R6] D. Marx,

“Ab initio liquids”: Simulating liquids based on first principles,

in New Approaches to Problems in Liquid State Theory, pp. 439–457,

Editors: C. Caccamo, J.–P. Hansen, and G. Stell (Kluwer, Dordrecht 1999).

[R5] D. Marx and M. Parrinello,

CH+
5 : The Cheshire Cat Smiles,

Science 284, 59–60 (1999);

Anonymous ftp: <outgoing/dominik marx/PAPERS/ch5p science.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/science284-99-0059.pdf>

Invited Perspective Article “Molecular Spectroscopy”;

for further discussions see: CH+
5 Stability and Mass Spectrometry, Comment by G.

M. Kramer, Response by T. Oka and E. T. White and D. Marx and M. Parrinello,

Science 286, 1051 (1999);

Anonymous ftp: <outgoing/dominik marx/PAPERS/science1051a.pdf>

for downloads see www.sciencemag.org/cgi/content/full/286/5442/1051a.

[R4] D. Marx,

Simulationen vom Car–Parrinello–Typ (Trendbericht Theoretische Chemie 1998),

Nachr. Chem. Tech. Lab. 47, 186–188 (1999).

[R3] D. Marx and M. H. Müser,

Path integral simulations of rotors: theory and applications,

J. Phys.: Condens. Matter 11, R117–R155 (1999).

Anonymous ftp: <outgoing/dominik marx/PAPERS/jpcmc911r1.pdf>

[R2] D. Marx,

Proton transfer in ice,

in Classical and Quantum Dynamics in Condensed Phase Simulations, Chapt. 15,

pp. 359–383,

Editors: B. J. Berne, G. Ciccotti, and D. F. Coker (World Scientific, Singapore

1998).

Anonymous ftp: <outgoing/dominik marx/PAPERS/lerici lecture.pdf>

[R1] D. Marx and H. Wiechert,

Ordering and Phase Transitions in Adsorbed Monolayers of Diatomic Molecules,

Adv. Chem. Phys. 95, 213–394 (1996).
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3 Monographs

[M1] D. Marx and J. Hutter,

Ab Initio Molecular Dynamics: Basic Theory and Advanced Methods,

(Cambridge University Press, Cambridge 2009);

ISBN: 978–0–521–89863–8, Hardback, 578 pages, 1669 references;

CUP Homepage: http://www.cambridge.org/9780521898638;

(Cambridge University Press, Cambridge 2012, paperback reprint);

ISBN: 978–1–107–66353-4, Paperback, 578 pages, 1669 references;

CUP Homepage: http://www.cambridge.org/9781107663534;

Errata and Addenda: http://www.theochem.rub.de/go/aimd-book.html.

Anonymous ftp: <outgoing/dominik marx/PAPERS/aimd-look-inside.pdf>

Cover page:

Anonymous ftp: <outgoing/dominik marx/PAPERS/aimd-cover-lowres.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/aimd-cover-highres.pdf>

4 Edited Books and Special Issues

[B9] K. Morgenstern, D. Marx, M. Havenith, and M. Muhler, (Guest Editors),

Solvation Science (Themed Issue),

Phys. Chem. Chem. Phys. Volume 17, Number 13, Pages 8285–8540 (April 7,

2015).

Anonymous ftp: <outgoing/dominik marx/PAPERS/c5cp90022k.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/c5cp90045j.pdf>

[B8] G. Sutmann, J. Grotendorst, G. Gompper, and D. Marx, (Editors),

Computational Trends in Solvation and Transport in Liquids (vi+614 pages),

(Institute for Advanced Simulation and Jülich Supercomputing Centre, Forschungszen-

trum Jülich 2015);

Printed Hardcover Version: ISBN 978-3-95806-030-2

Electronic Version:

https://juser.fz-juelich.de/record/188877/files/IAS-Band-28-V2.pdf

http://www.fz-juelich.de/conferences/STL-2015/EN/Publications/ node.html

[B7] V. Staemmler, C. Hättig, and D. Marx, (Guest Editors),

Special Issue in Honour of Professor Kutzelnigg,

Mol. Phys. Volume 111, Issues 16–17, Pages 2375–2662 (2013).

Anonymous ftp: <outgoing/dominik marx/PAPERS/mol-phys-editorial.pdf>
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[B6] J. Grotendorst, G. Sutmann, G. Gompper, and D. Marx, (Editors),

Hierarchial Methods for Dynamics in Complex Molecular Systems (vi+540 pages),

(Institute for Advanced Simulation and Jülich Supercomputing Centre, Forschungszen-

trum Jülich 2012);

Printed Hardcover Version: ISBN 978-3-89336-768-9

Electronic Version:

http://juser.fz-juelich.de/record/127337/files/IAS-Series-10.pdf

[B5] J. Grotendorst, N. Attig, S. Blügel, and D. Marx, (Editors),

Multiscale Simulation Methods in Molecular Sciences (vi+569 pages),

(Institute for Advanced Simulation and Jülich Supercomputing Centre, Forschungszen-

trum Jülich 2009);

Printed Hardcover Version: ISBN 978-3-9810843-8-2

Electronic Version: www2.fz-juelich.de/nic-series/volume42/

[B4] H. Fuchs, D. Marx, and U. Simon, (Guest Editors),

Analysis, manipulation, and simulation on the nanoscale (Themed Issue),

Phys. Chem. Chem. Phys. Volume 10, Number 14, Pages 1841–1982 (April 14,

2008).

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-nano08.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/pccp-nano08-cov.eps>

[B3] J. Grotendorst, S. Blügel, and D. Marx, (Editors),

Computational Nanoscience: Do It Yourself ! (v+522 pages),

(John von Neumann Institute for Computing, Forschungszentrum Jülich 2006);

Printed Hardcover Version: ISBN 3-00-017350-1

Electronic Version: www2.fz-juelich.de/nic-series/volume31/

[B2] W. Andreoni, D. Marx, and M. Sprik, (Guest Editors),

Parrinello Festschrift: From Physics via Chemistry to Biology (Special Issue),

ChemPhysChem Volume 6, Issue 9, Pages 1671–1947 (September 12, 2005).

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-festschrift-lr.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-festschrift-hr.pdf>

see also Cover Picture and Cover Story on p. 1685.

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-cover-hr.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-cover.pdf>

Anonymous ftp: <outgoing/dominik marx/PAPERS/prr-cover-text.pdf>

[B1] J. Grotendorst, D. Marx, and A. Muramatsu, (Editors),

Quantum Simulations of Complex Many–Body Systems: From Theory to Algo-

rithms (v+548 pages),

(John von Neumann Institute for Computing, Forschungszentrum Jülich 2002);

Printed Hardcover Version: ISBN 3-00-009057-6

58



Electronic Version: www2.fz-juelich.de/nic-series/volume10/

Audio–Visual Lecture Notes: www2.fz-juelich.de/video/wsqs/
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